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Abstract

The axion is a very interesting hypothetical particle, as it is not only an ideal dark matter
candidate, but also dynamically, i.e., “naturally”, solves the strong CP problem - the
discrepancy between the theoretically allowed violation of the combined particle - anti-
particle exchange and spatial flip - symmetry in QCD on the one hand and its experimentally
observed (nearly perfect) conservation on the other hand.

“Hypothetical particle” means here that, despite significant experimental effort, the
axion has until now avoided experimental detection. Therefore, precise theoretical predic-
tions about its properties, especially its mass, are required. Furthermore, the investigation
of cosmology with axions has shown that the cosmological history of axions depends
critically on the temperature - dependent axion mass in the temperature range between
400 and 1100 MeV, where very little is known about the axion mass so far.

The axion, and especially its mass, are directly linked to the topological properties of
QCD. The QCD vacuum allows for topologically non - trivial, local configurations, which do
not play a role in perturbation theory, but have non - perturbative effects on the quarks and
gluons. At zero temperature, these configurations are called instantons and for finite T
they are called calorons. The strength of these instanton/caloron effects, i.e., the strength
of the quark - gluon system’s response to such a topological background, is determined by
the topological susceptibility xiop. In turn, the axion mass is proportional to ,/Xtop-

Using lattice QCD, the main model for accessing non - perturbative QCD effects, to
obtain xop becomes very challenging at high temperatures as 400 MeV < 7" < 1100 MeV,
because the topological susceptibility is strongly suppressed at high 7" and since the bottom
quark is not heavy enough to ignore at such temperatures, while so far only 2 + 1 + 1, but
no 2+ 1+ 1+ 1 (including a dynamical bottom quark) lattice simulations exist.

Therefore, we estimate the effect of the bottom quark on xop at high temperatures
by computing the ration between the 4 - quark xop (available from lattice QCD) and the
4 + 1-quark xiop in the caloron gas approximation. We do this by computing small - mass
and large - mass expansions of the finite - mass and -temperature fermionic fluctuation
determinant and connecting them with a Padé approximant. Together with the lattice QCD
results, this allows for predictions for xop with a bottom quark at arbitrary temperatures.
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Zusammenfassung

Das Axion ist ein sehr interessantes hypothetisches Teilchen, denn es ist nicht nur ein idea-
ler Kandidat fiir die Dunkle Materie, sondern bietet iiber seine natiirliche Dynamik auch
eine Losung des CP - Problems der starken Wechselwirkung, der Diskrepanz zwischen der
theoretisch erlaubten Brechung der kombinierten Symmetrie aus Teilchen - Antiteilchen
Austausch und raumlicher Spiegelung in der QCD einerseits und der experimentell ge-
messenen (nahezu perfekten) Symmetrieerhaltung andererseits.

“Hypothetisches Teilchen” bedeutet hierbei, dass das Axion, trotz gro3en experimen-
tellen Aufwands, bisher nicht detektiert werden konnte, weswegen genaue theoretische
Vorhersagen zu seinen Eigenschaften, speziell seiner Masse, von Noten sind. Des Weiteren
hat das Studium der Axionen - Kosmologie gezeigt, dass die kosmologische Entwicklung der
Axionen entscheidend von der Entwicklung der temperaturabhéngigen Axionenmasse im
Temperaturbereich zwischen 400 MeV und 1100 Mev abhéngt. Bei solchen Temperaturen
ist jedoch nur wenig iiber die Axionenmasse bekannt.

Das Axion, und seine Masse im Besonderen, hdangen direkt mit den topologischen Eigen-
schaften der QCD zusammen. Das Vakuum der QCD erlaubt topologisch nicht - triviale, lo-
kale Zustande, die zwar in der Storungstheorie keine Rolle spielen, aber nicht - perturbativ
Einfluss auf Quarks und Gluonen nehmen. Am Temperaturnullpunkt heif3en diese Zustén-
de Instantonen, bei endlicher Temperatur Caloronen. Die Stiarke dieser Instanton- bzw.
Caloron - Effekte, also des Mal3es, in dem Quarks und Gluonen auf solche topologischen
Hintergrundzustdnde reagieren, ist durch die topologische Suszeptibilitdt x:op gegeben.
Die Axionenmasse wiederum ist proportional zu . /Xtop-

Gitter QCD, das erfolgreichste Model zur Beschreibung nicht - perturbativer QCD, stof3t
bei der Berechnung von xop bei hohen Temperaturen 400 MeV < 7' < 1100 MeV auf
Probleme: nicht nur ist xiop bei solchen Temperaturen stark 7" - geddmpft, es exstieren
auch bis jetzt nur 2 + 1 + 1- und keine 2 + 1 + 1 + 1 - Simulationen, die das bottom Quark,
das nicht schwer genug ist, um bei diesen Temperaturen vernachléssigt zu werden, als
dynamisches Quark beinhalten.

Aus diesen Griinden bestimmen wir den Effekt des bottom Quarks auf xop bei ho-
hen Temperaturen durch die Berechnung des Verhaltnisses der 4 - Quark Suszeptibilitat
(bekannt aus der Gitter QCD) und der 4 + 1-Quark Suszeptibilitidt in der Calorongas -




Naherung. Dafiir entwickeln wir die fermionische Fluktuationsdeterminante bei endlichen
Temperaturen in kleinen und grof3en Massen und verbinden diese Entwicklungen mittels
einer Padé Approximation. Zusammen mit den Ergenissen aus der Gitter QCD ermoglicht
dies Vorhersagen fiir xop mit inkludiertem bottom Quark bei beliebigen Temperaturen.




Notation, Naming and Conventions

* We employ a system of natural units with ¢ = h = kg = 1, so that for example
Length = Time = Energy ! = Temperature~! =Mass~! and Momentum = 1. Typi-
cally one then sets the defining length (or energy) unit to be MeV~! (or MeV).

In order to convert back to standard SI- units, one plugs in the appropriate combina-
tion of [1, 2] ¢ = 299792458 2, h = 6.62607015-10~>* Js = 4.135667697 - 10~1° eVs

and kg = 1.380649 - 10723 7 = 8.617333262 - 107° .

* We use the convention N = Ny ={0, 1,2, ...}, i.e., we include O so that the natural
numbers are the non - negative integers. The positive integers we write as N*. This
is used for summation.

* We denote dimensionful physical quantities @ as @ ={Q} - [Q], where [Q] is the
dimension of the quantity and {@} is the corresponding numerical value.
Furthermore, we often rescale physical quantities () by the inverse temperature
= T~', thus obtaining dimensionless quantities. These numbers we assign an
artificial “g - dimension” of their non - rescaled counterparts. As an example, for
[Q] =Length® we then have ¢ = 3~ with (- dimension [¢]3 = Length®.

* Capital M’s denote dimensionfull masses [M] = Length~!, while small m’s denote (3 -
rescaled, dimensionless masses [m] = [M 3] = 1 with [m]z =Length~!. Accordingly,
we denote instanton/caloron sizes by p and their - rescaled counterparts by p with

[p] =Length=[g]s = [pB"]5.

* Every pair of indices, equal on both sides of an equation, independent of whether
they appear diagonally (Q* Q’,), horizontally (Q*Q'® or Q**) or vertically (Q%),
implies a summation over these indices. We do not state these summations explicitly.
If no explicit metric is given, the metric for index contractions is always the Kronecker
delta. In the case of Minkowski spacetime the indices are marked with a subscript
“M” (cf. (2.1.1)).

* We are limited to (flat) 4 - dimensional spacetime (cf. section 2.4.2). In Minkowski
space R we label coordinates as x*™ with indices ju, vy running from 0 to 3
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and Roman indices iy, jm from 1 to 3. We chose the “mostly minus” - convention
Ny = diag(l, —1,—1, —1). Real time is denoted as x° = ¢ and we write || = r.

In Euclidean spacetime R3 x S! corresponding to a finite temperature

rad. =8/o,’
T = B~!, we have coordinates X = (X , X%), where Greek indices y, v run over
1,...,4 and roman indices 4, j run over 1,2, 3. Imaginary time is denoted as X* = t.
Temporally infinite Fuclidean space R* (corresponding to the zero temperature
limit 7\, 0 = 8 — o) is denoted by coordinates X* with X* = 7. We write
|X| = VXX = Rand |X| = VXtX#H = R.

In §-rescaled Euclidean spacetime R* x S! . _, /5. WE label the dimensionless

coordinates 2 = & with 2* = £ = 7 and keep the indices y, ».! Analogously, we

denote the coordinates and tensors of infinite, but appropriately dimensionless space

R ensionless DY 2/ and g”*»(z). Like above: |Z| = r and |z| = T.

The unit vector in the y-direction is denoted as é,,, - and analogously in the
other spacetime settings, including abstract spaces. For the Levi - Civita symbol in
Minkowski spacetime we use the convention e™!M2vdn = —gg g 0 o = 1.

A “daggered” derivative operator is to be understood as acting to the left 9f = 0.

Wick rotation is defined as ¢t = x° — it =t = X* and analogously for vectors
iM

v — = and covectors wy,, — w, =
. Om M 12 o
w W0y,

means 7,,,,,, — —0u in the sense that v/™n,, ., V"™ — —vH§,,0".

™ For the metric this

We choose an analogous transformation for the + - matrices: ™ — ~* =

. O

vy
These Euclidean ~ - matrices are then anti-Hermitian v*1 = —~# and satisfy the
Clifford algebra {y*,7"} = —26*"1. The fifth Euclidean ~ - matrix y° = y'72y34
is Hermitian 7°' = ~3, involutory (7°)? = 1 and anti-commuting v57# = —#~5.

The Dirac operator then Wick rotates as @y, Dy — —@, —IP which yields the trans-
formation [, d"x (idhy, ilPy) — — [pd*X (id,iIP) in the action.

We always suppress indices in Dirac space. For reasons of clarity we sometimes
write the Dirac space - spinors and -matrices explicitly.

We write elements of a general Lie Group G via the exponential with a factor of —i,
ie, G > A(f) = exp ( — i6°T*) with parameters §* and generators T satisfying

! Actually, these coordinates are also always going to be chosen as centered around the caloron, cf. (3.1.1).
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[T, T% = ifecTe, where ¢ is the completely anti-symmetric structure constant.
This also defines the commutator [Q, Q'] = if*°Q"Q’® T°. When stating the defining
commutator relations or structure constants, we give only the non - vanishing ones.
All other relations/constants are to be understood as 0.

The SU(2) - generators in the defining or fundamental representation are then

a . 1 —1
given by “} x Pauli matrices” Té(2), aet = % With ol = (O ), o? = (0 2),

10 1 0
1 0
3 _ abc abc
o _<0 _1> and fg o) = .

The defining SU (3) - generators are the “; x Gell-Mann matrices” TS1r(3), def = %ﬂ
010 0 —¢ O 1 0 0 0 01
M=110 0|, M=[|i 0 0], X¥=({0 -1 0], X=[00 0],
0 00 0 0 O 0 0 O 1 00
00 —i 000 00 O 1 0 0
N=100 0],X=(001[,AT=]00 —i|,\=7[{01 0
1 0 0 010 0 2 0 0 0 -2
with f123(3) =1, f147 f156 fgz;]ﬁ(g) f257 f345 _ fgf[s;(g) — Land

f458 f678 _ \/§

* We use the following integral operator abbreviations: ff dt o d®X = [ Pd*X and
1 1
[y dr fos &Pz = ['d'a.
We also write the operator trace as Tr(-) = |, +.X 2. Xz Ubirac, color, ete.(+), where the

general integral denotes the spacetime integral appropriate for the specific integrand
and “tr” performs the trace over all uncontracted index - pairs.

* We choose the “geometrical normalization” of the gauge field A. The gauge-
covariant derivative is then DM = 9™ — jA#M and the Yang - Mills Lagrangian
is given by Lyy = —ﬁtr(G“M”MG i) With the (explicitly g - independent) field
strength GHM"M = j[DFM DM = QMM AM — "M AkM — [ AFM - AMM] - and analogously
in Euclidean spacetime.?

Occasionally we employ the following short - hand notation for gauge - covariant
derivatives: DHMQWM1--Wn — QYM1-MnikM

’In comparison to the “physical normalization” of the gauge field where D*M — jgAMM and
Lym = —3tr(G*"™"™MG 0, ) this amounts to absorbing the coupling strength into the gauge field.
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We denote the field configuration of the Belavin - Polyakov - Schwarz - Tyupkin in-
stanton ((2.4.24) in regular, (2.4.27) in singular gauge) by Agpst and the field
configuration of the Harrington - Shepard caloron (2.4.37) by Ans. The correspond-
ing field strengths are denoted without the subscripts “BPST” or “HS”.

In order to avoid confusion with the effective action I', we denote the gamma function
by I'(z). The digamma function is denoted conventionally as ¢)(x) = I'"1(x) d,I'(z).

We use 1,,x,, to denote n x n unit matrices (with the subscript included only if we
wish to emphasize the dimensionality) and id for infinite - dimensional operator-,
functional-, etc. identities.

We use the following (standard) abbreviations: “SM“ for Standard Model, “QFT” for
Quantum Field Theory, “QCD” for Quantum Chromodynamics, “YM (theory)” for
Yang - Mills (theory), “pNG boson” for pseudo - Nambu - Goldstone boson, “DGA” for
dilute gas approximation, “VEV” for vacuum expectation value, “IBP” for integration
by parts

Footnote - citations at the end of paragraphs provide sources for the whole paragraph
(sometimes even for multiple paragraphs, since the last footnote - citation, which
discuss one topic); “in text” - citations provide sources for one piece of information.

We use passive language or “one [finds/...]” to provide information from the litera-
ture; in return, we write “we” when presenting our findings.
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1 Introduction

1.1 Matter Content of the Universe, Quantum Chromodynamics
and the Standard Model

All visible matter in the universe is made up of atoms, which are in turn composed of
electrons, protons and neutrons. The protons and neutrons are hadrons, i.e., particles that
consist of quarks, which interact via the electromagnetic, weak, strong and gravitational
interaction. On short length scales and for small masses, for example in hadronic bound
states such as protons, neutrons or pions, the strong interaction is the dominant force of
nature. The electromagnetic and weak interactions still play a role, while gravitational
effects are negligible. Just as electromagnetic and weak interactions are mediated by
photons and the W¥ - and Z - bosons, respectively, the strong force is associated to bosonic
mediators as well, the gluons. The theory describing quarks and their strong - force
interactions via gluons is called Quantum Chromodynamics, QCD for short. It is discussed
thoroughly in a plethora of literature, e.g., [3-6], which serve as general references for
the introduction (together with explicitly stated sources).

QCD is a confining theory, which means that quarks and gluons are not observed in
nature as individual particles, but always only in hadronic bound states [7, 8]. Additionally,
these hadrons are neutral with respect to the charge of the strong interaction carried by
both quarks and gluons. Gluons being charged and therefore self - interacting results in
many of the differences between QCD and Quantum Electrodynamics, as the photons
carry no electrical charge. Hadrons are composed of either two quarks, where one is
positively and one negatively charged with respect to the strong force, or three quarks
which each carry one of three different (positive) charges of the strong interaction. As
an analogy to color theory, these three charges are called color charges - red, blue and
green - and the quark - anti-quark hadrons (mesons) are called black, while the 3 - quark
hadrons (baryons) are labeled white. Confinement can for example be seen in terms of
the quark - anti-quark potential [9]

2

V(r) = _%‘FUQCDrv (1.1.1)




where ¢ is the QCD - coupling constant marking the strength of the strong interaction and
oqcp is the quark string - tension. The linear rise in the potential shows that an increasing
amount of energy is required the further the bound quarks are to be separated, until the
string of binding energy (i.e., virtual particle - anti-particle pairs) eventually creates a new
quark - anti-quark pair, forming new bound mesons with the original pair.

Confinement means that there is no asymptotically free quarks (and gluons) for large
distances, i.e., small energies. QCD however allows for asymptotic freedom in the large
energy/small distance regime, as is shown by the energy dependency of the coupling
constant. At first order of quantum corrections (one - loop order), the coupling g at energy

scale u reads ,
S LN = 20 ln< a ) (1.1.2)
9% (1) 3 Aqep

where Agcp = (341+12) MeV [10] is the “typical QCD - energy scale” and the energy scale
of confinement, N denotes the general number of colors and V; is the general number
of different quark flavors [11, 12]. From the spectroscopy of hadrons six quarks, up (u),
down (d), strange (s), charm (c), bottom (b) and top (t), have (so far) been identified.
They have (widely) different masses and carry electric charges of either % or —£, but are
otherwise indistinguishable under (strong) interactions. The six quarks, their masses and
charges are listed in table 1.1. The quark flavor number Ny = 6 shows that g(y:) (1.1.2)
does increase for small i, and decrease for large energy scales, as is shown in figure 1.1.

up (u) down (d) strange (s) charm (¢) bottom (b) top (t)
g.16i8;§2 4671048 93.4756 2270 +20 4180739 2727601300
El —3 —3 El -3 El

Table 1.1: Masses of the six quark flavors given in MeV and their charges [2]. up-, down-
(and strange-) quark are often called the two (three) light quarks.

QCD as the theory of quarks, gluons and their strong - force interactions is only a part of
the bigger theory, the Standard Model of Particle Physics (SM) which includes also Quantum
Electrodynamics (i.e., electromagnetic force) and the electroweak interactions, as well as
all related particles: leptons such as electrons, muons or neutrinos, the other gauge bosons
and the Higgs boson. The SM thus describes three of the four fundamental forces, lacking
a description of gravity. Furthermore, for high enough temperatures 7" 2 160 GeV [13]
a unification of electromagnetic and weak interaction in the Glashow - Salam - Weinberg
model of the electroweak interaction was found; however, there are no experimental
findings suggesting an analogous unification with the strong interaction. Despite these
“aesthetic” shortcomings, the SM is exceptionally successful and excellently verified by
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experimental results: the predicted and measured value of the electron magnetic moment
agree to over ten significant digits [14], the gluon [15, 16] and the hadron spectrum [17,
18] were discovered as predicted, the Higgs boson was detected [19, 20] over 50 years
after its prediction in the predicted mass range, etc.

From astrophysical and cosmological observations like [21-25], it has been determined,
however, that about 85% of all matter in the universe is indeed not visible, hadronic matter.
It is, in fact, not SM - matter at all. Instead, this so-called dark matter interacts only
gravitationally, meaning it is either uncharged with respect to the electromagnetic, weak
and strong interactions or its coupling is very small. This makes dark matter very difficult
to detect. Additionally, dark matter appears to be cold, i.e., of non - relativistic energies,
which allows it to “clump together” gravitationally [26]. Beyond that, not much is known
about dark matter, but many interesting (SM extending) models and dark matter candidate
particles have been put forward, one of which is the axion which we are going to introduce
in more detail in the following section 1.2 and discuss thoroughly in section 2.5.3. The
axion, specifically, its mass, is the main motivation for this work.

1.2 Topology and the Axion

From the study of Yang - Mills theory, which describes the gluons and their self - interactions,
it is known that there is no single, distinct gluon vacuum, but instead there are infinitely
many classical gluonic vacuum states which differ only by their topological properties.
These otherwise distinct vacua are connected by topologically non - trivial quantum me-
chanical tunneling processes called instantons at zero temperature and calorons for finite
temperature 7' > 0 [27, 28].

The topological properties of any geometric object or space are determined by its
global properties and are independent of any local features. This also means that local,
continuous deformations such as stretching, twisting, bending, etc. leave these topological
properties invariant, while discontinuous deformations such as cutting, opening and
closing of holes, etc. change the topology. The topologically interesting instanton- or
caloron - gauge configurations are local vacuum configurations that nevertheless change
the global, topological properties of the gluon vacuum, which are found by integrating
over all of spacetime. As an intuition, one can imagine a sheet of paper (R?) in which
one pierces a hole at the center (R? \ {(0,0)}). This local change nevertheless has global
implications: without the hole the sheet of paper (R?), understood as a topological space,
was simply connected, i.e., every closed path could be continuously contracted to a single
point; with the hole this is no longer the case, as simple connectedness now fails for every
closed path around (0, 0).




The presence of instantons and calorons and the non - trivial topology of the gluon
vacuum is indeed reflected in the quark sector. Two import observables linked to the
gluonic topology are the chiral anomaly/the n- 7' - puzzle and the strong CP problem.

At high temperatures, the light u-, d- and s - quarks are (almost) massless and QCD
exhibits an SU(Ny, )v ® SU(Nj,)a®@ U (1)y @ U(1)a - symmetry in the space of Ny, = 3 light
quarks, with the axial symmetries flipping chirality. The classical U(1), - axial symmetry is
anomalously broken, however, which is explained by topological effects [29-31]. Therefore,
it is no quantum symmetry after all. For temperatures where the thermal energy of the light
quarks drops below their binding energy, the classical axial symmetries are spontaneously
broken [8, 32]. This is due to the non - zero expectation value for quark - anti-quark
condensates (vac | 11 | vac) = (LR +9rYL) = —Eping allowed by the QCD - vacuum, i.e.,
the QCD quark vacuum settles into a lower energy state dominated by quark condensates.
For SU(3)a this results in eight pseudo Nambu - Goldstone bosons: the pions, kaons and
the - meson. The 7 -7’ - puzzle is the large mass gap between the 7 and the related »’
meson and especially between 7’ and the pions . Since U(1), is no symmetry, however,
there is no ninth Nambu - Goldstone bosons and the 7’ - mass is thus not protected from
being large. Topology consequently solves the -7’ - puzzle [8, 33]. More so, the 7’ - mass
is determined by topology via the Witten - Veneziano mechanism [34, 35].

The strong CP problem is the discrepancy between the CP breaking of topological
effects and the experimental exclusion of CP breaking by QCD. In detail, topological terms
enter QCD with the angle 6 as a parameter and, from the point of theory, every value
0 € [—m, ) is viable. The topological terms then result, for example, in a neutron electric
dipole moment of —1.52(71) - 10~'¥§ e - m [36] with an experimental upper bound on
the moment’s absolute value of 1.8 - 10728 ¢ - m (90% confidence level) [37]. This sets
an upper bound of |§] < 1.2 - 107!, Therefore, the strong CP problem is the following
fine - tuning problem: given that a priori every value 6 € [—x, 7) is equally viable and CP
is not a fundamental symmetry of nature/QCD, why is 6 fine - tuned to a very small value
6] < 1.2-1071°, so that CP is conserved and 6 plays no role in (perturbative) particle
physics? [38]

A very promising solution of the strong CP problem is the extension of the SM in terms
of the aforementioned axion [39, 40]. For this, an additional U (1)peccei Quinn - Symmetry
[41, 42] in the high temperature limit of the early universe is introduced. After the cooling
of the universe and spontaneous symmetry breaking of U(1)pg at some very high energy
scale f,, the axion a appears as the associated Nambu - Goldstone boson. Astrophysical and
cosmological observations set the range 108 GeV < f, < 10'7 GeV for the PQ - symmetry
breaking scale [43—45]. As the temperature decreases further, the axion obtains a coupling
to gluons via topological terms and settles into its vacuum expectation value (a) = —0f,,
thus picking up a very small mass m, o f, ! and turning into a pseudo Nambu - Goldstone




boson. Thereby, the axion also modifies 6 as 0 — Oqg = = 0. This means that by
settling in its vacuum expectation value, the axion dynam1ca{ly ensures CP conservation
of QCD and settles the entire system in its lowest energy state described by 6. = 0.
Additionally, all interactions of the axion with SM - particles are also suppressed as f; !
(invisible axion), which makes the axion an ideal dark matter candidate [46—49]. As of
yet, the axion is still a hypothetical particle, i.e., it lacks verification by observation, but
many experiments focusing on axion dark matter are ongoing or planned [50].

The axion mass depends not only on the PQ scale f,, but also on the (temperature
dependent) topological susceptibility xop(7") via

T
(1) = VXD (1.2.1)
Ja
Susceptibilities describe the response of physical systems to some perturbation, often of an

. s 2 Z(B
external force. As an example, the magnetic susceptibility ymag o W() measures the

strength of a system’s magnetization given an external magnetic field B. We are interested
in the topological susceptibility x:p of a QCD-system of gluons and quarks, which
determines the system’s response to the presence of topologically non - trivial instanton or
caloron configurations. The strength of the topological background is determined by the
fluctuation of 6, away from the vacuum expectation value (¢) ~ 0 (the value predicted
by both experiment and theory):

1 9%In(Z(6
Mm:—vgé(» , (1.2.2)
0=0

where Z is the partition function and V is the volume of spacetime.

At zero temperature and including only the light quarks, xop is determined using chiral
perturbation theory! and precise results are available: {/xop(0) = (75.444-0.34) MeV [51],
which is in good agreement with other recent findings like {/xop(0) = (75.6 & 0.6) MeV
[52], the SU(2) - chiral perturbation theory result {/xwp(0) = (75.5 + 0.5) MeV [44] or
the lattice QCD result /xtop(0) = (75.6 & 1.8atistical = 0-9systematic) MeV [53].For high
enough temperatures, where QCD - perturbation theory is applicable, a 7" - dependency
Xtop X T—2=Nt/3 was established, where a ~ 7 depends on chromoelectric screening
effects [44, 49, 54].

Using the well - established value of the topological susceptibility at 7" = 0, the axion

mass was determined: M,(0) = (5.691 + 0.051) ueV (M) [51]. Together with the

IThe effective theory emerging from QCD at low T where all quarks are subject to confinement.




range of f, one finds the zero temperature axion mass range 10~ eV < m,(0) < 1072 eV.
In fact, assuming that axions constitute all of the dark matter and using the light - quark
topological susceptibility results, [55] determines the axion mass and PQ - symmetry
breaking scale as M, (0) = 26.2 & 3.4 ueV and f, = (2.21 +0.29) - 10! GeV.

The topological susceptibility is temperature dependent and its evaluation well above
the QCD crossover temperature 7. ~ 155 MeV [56, 57] is more challenging. But axion
cosmology requires precise results; ref. [55] shows that the cosmological history of the
axion depends critically on xp(7) in the temperature range 400 MeV < 7' < 1.1 GeV.
In this temperature range, xop is small and dominated by isolated topological objects.
Unfortunately, the density of these topological objects cannot reliably be determined
perturbatively, requiring a lattice investigation instead. Both existing lattice investigations
in this temperature range [53] and any future investigations using topology reweighting
techniques [58, 59] will be performed in so - called 2 + 1 + 1 simulations, meaning that
the u, d, s, and ¢ quarks are included, but the b quark is not. Indeed, we are not aware
of any lattice simulations which include dynamical bottom quarks - and adding them to
the existing simulation framework would require very significant additional work. At the
highest temperatures mentioned above, however, the bottom quark cannot be considered
heavy compared to the thermal scale and may influence the topological susceptibility, i.e.,
accurate results for yop at high temperatures with heavy quarks are not available.

1.3 Aim of this Work

We address the question of how adding a dynamical b quark alters the topological suscep-
tibility of finite temperature 2 + 1+ 1 + 1 theory compared to the 2+ 1 + 1 case accessible
to lattice QCD. We compare the two theories keeping the infrared physics fixed, e.g., at
the same mass and decay - constant values for the (u, d, s, ¢) - containing pseudoscalars.
We do this by comparing the results of a dilute caloron gas model with a heavy b quark
of physical mass and the same model where the b quark is asymptotically heavy and the
coupling is matched so the 2 + 1 + 1 theories agree in the infrared (IR)/low energy limit.

For that, we calculate xop(7"), once with physical bottom quark mass 1/, and once with
an asymptotic bottom mass Mgy, keeping the 4 - flavor effective theories in the IR fixed,
i.e., equal for both cases. The physical - mass case is treated by computing the small - mass
and large - mass expansions of the finite - temperature fermion fluctuation determinant -
which, together with known bosonic results, yields the caloron density in the dilute gas
approximation and thus the topological susceptibility - and connecting these expansions
with a “Padé - like” approximant to obtain an general - mass result.

We choose this approach of small- and large - mass expansions and an interpolation due




to the excellent agreement of analogously obtained results at zero temperature [60] with
the general - mass result at 7' = 0 [61] (for a more detailed reference, cf. below (2.4.83)).
Alternatively, one would have to solve a complicated 2 - dimensional partial differential
equation, which we obtain in appendix A.

Finally, we compute the ratio % which, together with the 4 - flavor lattice result,

gives the full 5 - flavor topological susceptibility at high temperatures. For the impatient
reader: this result is plotted and discussed in figure 3.17.

A better understanding of xop at high temperatures and with heavy quarks directly
translates to a better understanding of the axion’s cosmological history, specifically and
especially its mass and cosmological abundance.




2 Quantum Chromodynamics, Topology,
Instantons and Axions

2.1 The “naive” Action of Quantum Chromodynamics

Quantum Chromodynamics, as stated in chapter 1, is the relativistic quantum field theory
which, as a part of the Standard Model, describes (fermionic) quarks [62, 63]! and their
interactions with (bosonic) gluons [64]. QCD has proven to be a very successful theory
and has thus been thoroughly discussed in a plethora of literature, e.g., [3-6], which
serve as general references for this entire section.

Symmetry in Physics

A guiding principle of physics is that nature is invariant under certain symmetry transfor-
mations, which form mathematical groups. This makes symmetry an invaluable tool for
physics, not only as, arguably, the most aesthetic and natural basis for theory building,
but also for solving concrete physical problems, finding conservation laws for conserved
charges and currents [65] or scrutinizing and remodeling one’s theory to satisfy experi-
mental results (two important examples for this are reviewed in section 2.5). [66] provides
a more detailed discussion of this topic and [67] presents a comprehensive review of the
role of symmetry and geometry in physics (in German); [68] shows, as an example, how
symmetries manifest in non - relativistic Quantum Mechanics. In detail, symmetries are
realized in a theory by having the physical constituents transform under irreducible (the
constituents are fundamental), unitary (transition probabilities between physical states
are preserved) representations of the respective symmetry groups and by constructing
the Lagrangian to be invariant under these symmetry transformations. We now give an
outline on how one constructs the QCD Lagrangian Lgocp purely based on symmetry.
Excluding gravity and thus general relativity, every fundamental theory (at zero tem-
perature, for finite temperature cf. section 2.2) has to be invariant under global Poincaré

In [62] quarks are called “aces”.




transformations of special relativity [69], i.e., the translational and rotational symmetries
of flat, empty spacetime have to be respected as well as the equality of all inertial frames
of reference and the invariance of the speed of light [70]. The constituents of QCD, i.e.,
quarks and gluons, therefore have to transform under irreducible, unitary representations
of the Poincaré group - the Lie group of Minkowski spacetime isometries. This means
that, mathematically, the constituents form vectors spaces such that Poincaré transforma-
tions are realized as matrix operations on these vectors with the matrices obeying the
structure/rules of Lorentz transformations. These representations were first classified in
[71], where it was also shown that they are uniquely classified by the mass m > 0 and
spin j € {0, %, 1, %, .} =NUN+ % of the particles and that the representations have
27 + 1 degrees of freedom for every value of momentum with j the spin of the physical
constituent. Special relativity is formulated in 4 - dimensional Minkowski spacetime R!:3
with its coordinates x and metric 7:

™M =(x"= %), Ny = diag(l,—1,—1,—1). (2.1.1)

We choose the mostly minus - convention for the Minkowski metric and emphasize the
underlying spacetime (in contrast to Euclidean spacetime which is later going to be used
almost exclusively) by the subscript “M”.

Furthermore, QCD is invariant under internal, local rotations, so called gauge rotations,
in 3 - dimensional color space, i.e., “exchanging colors” of the quarks. The quarks thus
also need to transform under an irreducible representation of the color rotation Lie group
SU(3) and the gluons, via their interactions with the quarks based on color charge, ensure
the invariance of the Lagrangian despite the local, i.e., x - dependent nature of these gauge
rotations [64].

In [72] it was shown that the two above types of symmetries, spacetime and internal
symmetries, can never mix their transformations and only combine trivially. They can
therefore be discussed separately.

Representation Theory of the Poincaré Group, Quarks and Gluons

Describing R - isometries, the Poincaré group ISO(1, 3) contains translations and Lorentz
transformations. For the latter, one chooses the subgroup of proper, orthochronous Lorentz
transformations SO (1, 3) which excludes spatial flips and preserves the temporal direc-
tion by excluding time reversals. As a Lie group, the Poincaré group is then described by
the Lie algebra iso(1, 3) with generators { P°, P'}; _ 1,...3 for translations, {J'};_1 3 for
rotations and {K'}; — 1,....3 for boosts together with the Lie algebra structure
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[P K =P, [P KT =8P,
[Ji,KJ'] = igiijk’ [KﬂKﬂ _ _Z'Eijkjk7

where the J* and K* span the Lorentz subalgebra so(1, 3) (a good review of this and the
following is also given in [73, 74], while [66, 75] provide more mathematical rigor). A
general Poincaré transformation is then of the form exp (—ia*™ P, ) exp (i0'J'+i¢' K*) with
translation vector a*, rotational angles 6’ € [0, 27) and rapidities ¢ = artanh(|7])éy € R
for given spatial boost velocities 7 = £, |&| € [0, 1), which can be understood as hyperbolic
angles. A change of basis to generators

1 .
Ji =S (J ik yields
[Ty, g =ik gL, L] =0 (2.1.3)
[P0, J4] = P, (PP, J]] = i PF 5 57 PO

and shows the mixing of rotations and boosts in this basis. The Lorentz algebra is thus
isomorphic to the Kronecker sum of two separate 3 - dimensional rotation algebras [75,
proposition 4.18],

50(1,3) Zsu(2) @ 1+ 1 @ su(2), (2.1.4)

which are spanned by the J., respectively. The fundamental or defining representation of
su(2) is given by generators TE‘U@) dof = "7 with the Hermitian, traceless Pauli matrices

ol = <(1] é), o? = <? _OZ>, od = (é _01> and [%, %} = z’aijk%k.z Since the .J are
thus Hermitian, the K need to be anti-Hermitian and the JZ - parameters are then complex
0. = 0' Fi¢" such that i’ Ji. = i0'J; +i¢*K". All of this has profound consequences and
requires all particles to be infinite - dimensional field representations of the Poincaré group,

as we are going to discuss below. With yet another change of basis to anti-symmetric
generators

w JOi _ K’L -
S = Jiu — igk gk Wit
[J#MVM, JPMUM] — '<n.“'M0'MJVMPM _ (,UM PN VM)) _ (PM o 0'M> ,

[PUM’ JPMUM] = '(nMMUMpPM _ nMMPMpUM>

(2.1.5)

*The Dynkin index [66, 75] of this representation is I(def) = 1, as tr(%%) = I(def) 6" = 15Y.
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one makes the relation to Minkowski spacetime obvious, since the Lorentz transformations
themselves are then explicitly Lorentz - covariant: exp( — ia* P, ) exp (£wyyum, J ™)
with anti-symmetric 2 - tensors w containing the (hyperbolic) angles wy; = (;, wij = €4x0k-

As we stated above, one looks for irreducible, unitary representation of the Poincaré
group, denoted as I1(1SO(1, 3)), to describe quarks and gluons. Excluding translations,
the representations of the Lorentz group II(SO* (1, 3)) can be constructed from those of
the J4 - su(2) algebras, denoted as 7;, (su(2)), following (2.1.4) and are labeled (j,j_)
by the spins/eigenvalues j (j+ + 1) of the Casimir operators J7 = (J%)2. In fact, exponen-
tiation shows that m;, (51(2)) ® L2 41)x(2j_+1) + L2js +1)x (27, +1) @ Tj_(su(2)) is the Lie
algebra for the tensor product of matrix representations II;, (SU(2)) ® I;_(SU(2)). The
corresponding vector space of physical constituents is (2j + 1)(2j_ + 1) - dimensional, as
there are 2j1 + 1 polarizations for each spin j..

One now adds the j. - spins according to the Clebsch - Gordan coefficients (see [66,
75] or [68] for a physicist’s review), which corresponds to the change of basis from
(2.1.3) to (2.1.5), i.e., one obtains irreducible representations of the full Lorentz group.
The total spins j of the particles described by the vector space corresponding to said
representations are in the range |j; — j_| < j < jt + j—, each with 2j 4 1 polarizations.
This again describes a Zj*jljjl ;. (2j+1) =(2j4+1)(2j-+1) -dimensional vector space.
From the point of view of Lie algebras this addition of spins is given by the isomorphism
T (su(2) @ 1;_ + 15, @ m;_(su(2)) = @; mj(s0(1,3)) = @, .> The direct sum of Lie
algebras describes, by use of the exponential map, the direct product of the associated Lie
groups g & h =¥ G x H.

Spin0:

The simplest, trivial representation is the (0, 0) - representation of spin O - scalars, which are
Lorentz singlets, i.e, JL = 0 and SO* (1, 3) is represented by 1 = 1;;. Fundamentally,
QCD does not contain scalars.

Spin }:

The next simplest irreducible representations, (3,0) and (0, 3), correspond to one of
the sets being in the fundamental representation, J. = % orJ! = %, respectively. The

fundamental representations for J% are realized by J* = "7 and K* = :Fi%, where the
two cases are related by parity transformation. All in all, (1,0) and (0,1) describe
right- and left - chiral (depending on the handedness of the Lorentz representation) two
component - spinors g 1, of spin % These fermionic spinors are parity partners, i.e., by a

3The final shorthand notation is of common use.
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flip in the spatial coordinates ¥ — —¥ the left - chiral ¢, transforms as ¢)r and vice versa.

Since QCD does not violate parity, one has to combine them as (0, 3) & (3,0) to obtain

YR

Lorentz transformations are then represented by ¢ — (

the spin % four component - Dirac spinor ¢ = (wL)

exp(if J%) 0

0 exp(i@iJi))w
The Dirac spinor is thus an irreducible representation of the Lorentz group extended by
parity and can be used to describe quarks. The above Lorentz group - representation can be
written covariantly as exp(%wﬂM,,MS“MVM), where S —= %[ﬂy“M, ~"M] is a representation
of the Lorentz algebra given by the 4 x 4 ~ - matrices in the Weyl/chiral representation

0 0 Toxo ; 0 ot
e = <1M 0 ) » eyt = <_ai 0> ' (2.1.6)

In fact, S is a Lorentz algebra - representation for all choices of - matrices satisfying
the Clifford algebra

{7y A} = Tasa - 20" (2.1.7)

o
One also chooses to impose the Hermiticity condition M = yOM~yHnAOm — -,
— 72M

which is satisfied by (2.1.6).
An anti-quark is described by the Dirac adjoint row spinor ¢ = 1y which in Weyl
representation means ¢ = (¢} o). It transforms inversely as 1 — eXP (= £y SFMM).
The 2 - spinors can be retrieved from ¢ by the Poincaré - invariant chiral projectors

Pr =Py = — (L £4"), (2.1.8)

| =

where M = jy0~IM~2m43M js the fifth - matrix. It is Hermitian 4" T = 4™ involutory
(v")2 = 1454 and anti-commuting {y°™, M} = 0. In the Weyl basis v°* and the chiral
projectors read

5 —lox2 0 10 0 0
’YV\]I\gyl = < OX ]12><2> ’ l:)L,Weyl = (0 0) s PR,Weyl = <0 1/ (2.1.9)

Thus, v°™ then also measures the chirality of the 2 - spinors since yMPg |, = 7"MP, = 4 P..

Note that since chirality is determined by the type of Lorentz representation, it is a
Poincaré - invariant. After a spatial flip ¢r |, might transform as their partner, but their
type of representation remains unchanged and the projectors Py, give the same result.
Helicity, on the other hand, measures the (anti-)parallelism of momentum and spin and

13



can be changed via boosts (boosting from a frame slower than the particle to a faster one)
or parity flips. Often, a particle’s helicity is also called its parity. For Dirac spinors, the
parity transformation P is realized by

Py(x)P = y™e(t, 7). (2.1.10)

For massless particles, which travel at maximum velocity, the speed of light, no such
helicity - flipping boost is possible, since the speed of light is invariant of the reference
frame and one cannot “overtake” the particle. Therefore, for massless particles chirality
and helicity are the same and the chiral projectors (2.1.8) are also the helical projectors.

Spin1:
The representation (3, 3) with both the J¢ and J in the fundamental representation
describes 4 - vectors. To see this, one first notes that the vector space acted upon is 4 -
dimensional: the available total spins are € {0,1}, i.e., one has a spin 1 - particle with
three polarizations and a spin O - singlet adding one more degree of freedom. In terms
of Lie algebras: (3, 3) = m1/2(5u(2)) ® Laxa + lox ® my/2(su(2)) = 1 ® 0. We are going
to outline below how to reduce these four degrees of freedom down to the two known
polarizations of massless vector particles like photons or gluons.

The straightforwardly constructed representation %l 1+1® %l satisfies (2.1.3),
but for the case of 4 -vectors it is better to reverse engineer using the known form of

1 0
Lorentz transformations for 4 -vectors. Rotations are generated by <0 R( 5))’ with

R the 3 -dimensional rotation matrix, and boosts in the x™ - direction are of the form
y(h) - vly(oh) 7(v?) v*y(v?) (%) vy (v?)
vly(vl) () 1 1
L v 7(v?) ’ 1
| 1) o) A (%)
with the Lorentz factor y(v) = (1 — v?) ~/2 Taking the infinitesimal limits of a general

Lorentz transformation A (6, %), one finds the generators for rotations J¢ = —idj: A Feie0
and boosts K = —id,iM|y_,_,:

00 0 0 000 0 0 0 0 0
00 0 0 000 —1 0 0 10

1 _ 2:_~ 3:_

T==g0 o 1|7 “looo ol “1o =1 0 o]"
00 —1 0 010 0 0 0 0 0
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0100 0010 0001
.t o000 ,  |loooo s |oo0 o0 o0
E==logoo0o0" =1 000" =000 0

0000 0000 1000

(2.1.11)

These satisfy (2.1.2) and one can construct from them ./ - matrices as well as J# accord-
ing to (2.1.3) and (2.1.5). Like the photon, the gluon carries spin 1 and is thus a vector
particle described by a Lorentz 4 - vector A#M.

Higher spins:
Representations with j, > % and/or j_ > % describe higher spins, i.e., Lorentz tensors,
and are not fundamentally realized in QCD.

As we stated above, the boost generators K’ are anti-Hermitian. This results in anti-
unitary boost transformations, i.e., none of the above representations of the Lorentz
group are unitary and they cannot describe particles. Roughly speaking, this is because
the Lorentz groups is non - compact as the velocities and rapidities take values on open
intervals (—1,1) and (—oo, co) unlike the rotation angles 6 € [0,27), i.e., the Lorentz
group has an infinite group space. Finite - dimensional representations of non - compact
groups (as all of the above) are always non - unitary, whereas infinite - dimensional field
representations of such groups are indeed unitary. Infinite - dimensional representations of
the Lorentz group can be constructed by considering momentum - dependent basis vectors
for the quark spinors and gluon vector fields. For fixed momenta p#™ the Lorentz group
SO™ (1, 3) then reduces to the stabilizer group of momentum, the rotation group SO(3)
which is unitary and of the same form for all moments. Having p*™ - dependent basis
vectors is the Fourier transformed analogue to having the particles be x - dependent fields
¥(x) and AM™(x) characterized by their spins. Now one also reintroduces the translation
operator P*M, The field representation of the Poincaré group is given by the generators

phv — _Z‘auM’ JHMMM — _i(;cHMaVM _ xVMaliM) — ?CNMPVM _ xVMPMM’ (2.1.12)

which perform translations and rotations of the particle fields by Taylor expansion.
Since P? commutes with all other Poincaré group generators, one has (Schur’s Lemma)
P? = const. - 1 and can use this Lorentz scalar constant to characterize particles. By
Fourier transformation, the x - dependency of the fields can be written via exponentials
eTPunA"™ 5o that the constant is fixed by the energy - momentum - relation P? = p? = m?.
The proper orthochronous Lorentz transformations contain no time reversals, therefore

sign(p) is invariant. All in all, [71] thus identifies six categories of representations:
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1a) p? = m?, p™ > 0: massive, timelike particle,

1b) p? = m?, p"™ < 0: massive, timelike particle, traveling backwards in time
= unphysical,

2a) p? = 0, p° > 0: massless, timelike particle,

2b) p? = 0, p°™ < 0: massless, timelike particle, traveling backwards in time
= unphysical,

3) p"™ = 0: vacuum,
4) p? < 0: virtual particles.

Particle spin is the second characterizing quantity, but it is actually not associated to the
total spin operator J? = (J! ® 1+ 1®J.)? = 2 @1l+1®J% +2J, ®J, as J®isnota
Casimir invariant [J2, J%] # 0 (compare (2.1.3)). Alternatively, the total spin operator can
be defined as J? = (J%)2, which again is not a Casimir operator as [J?, K] # 0 (compare
(2.1.2)). The actual Casimir invariant corresponding to spin is W? = m?2;(j + 1)1, where
WM = —ZehM,, o JMPM POM s the Pauli - Lubanski pseudovector.* WM is orthogonal
to the momentum WP, = 0. In the particle’s rest frame p/™ = (m, 0) this Casimir
operator reduces to the total spin operator, W™W,; = m?(J%)?, but this is not a Lorentz
invariant relation.

The QCD - particles therefore categorize as follows: quarks are 1a) - type particles with
spin % and gluons are 2a) - type particles of spin 1.

Constructing the Lagrangian of free Quarks

Using the above, one constructs the Lagrangian for free quarks Lgyar- Since the action

S = d*x £ (2.1.13)
RL.3

for any Lagrangian has to be dimensionless, £g,a.1 has to be a Lorentz scalar of dimension
[Lquark] = Length™* containing Dirac spinors ¢ and their derivatives. Note that since
physics is described in terms of fields, Lagrangians are only Poincaré - covariant, i.e.,

x - dependent Lorentz scalars, not Poincaré - invariant. The action is Poincaré - invariant,
however.

WM satisfies the commutation relations [P*™, W] = 0, [JHM"M TWAM] = —inPMEMTY™M — (g <5 o),
[]/VMM7 WVM] — _Z'ENMVMPMUMWPMPC"M
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For the quarks one can construct, from the Dirac and adjoint spinors, quantities which
transform as Lorentz - scalars, -vectors, -pseudoscalars, -pseudovectors or general Lorentz -
tensors:

scalar: ¢, pseudoscalar: {y°Mi), vector: yHMp

e A HMASM symmetric {,yumjfym}
pseudovector: y™My"My) (anti-symmetric 2-tensor: e, ] 0,
(2.1.14)

The prefix “pseudo” means that these objects gain an additional factor —1 under parity
transformations (2.1.10).

Using the Feynman slash notation a#™~,, = ¢, the possible Locp - terms are then 1),
Y@ and p{@P, #}1p. “Pseudo” - terms are excluded, since QCD preserves parity, i.e., it is
invariant under (2.1.10), and parity - invariant terms built from M and 1)y*M~y M)
would be at least of order O(y%), i.e., interaction terms. Furthermore, terms containing
higher order symmetric combinations of @s are excluded as well, since they produce
pathological effects like negative energy states, non - unitarity, etc. Employing the Clifford
algebra, the third p0551b1e term reduces to Y@y = 1/1 1924, which is just the theory of
four scalar fields wR 1> so it is insufficient to describe fermions. The remaining terms thus
give the Lagrangiaﬁ for, in general, N flavors of free quark fields (in QCD Ny = 6, cf.
table 1.1):

Nf
Lowark = Y _ Dridby — My sy . (2.1.15)

f=1
Dirac spinors are thus of dimension [¢)] = Length_g/ 2. The factor i in (2.1.15) ensures
that the differential operator i@ — My be self - adjoint with respect to the fermion inner

product, i.e., (¢¥(x),¢'(x)) = [z, Al P(x)e = Jpu, 2d oyl ()™ (1),

(i, ) / d'x (G0 / d ity Ty =

= | A uaMyy = | dixgidy = (0.idv).

RL3

(2.1.16)

where one uses y#M T = 4Oyt~ On Therefore, i — M has real eigenvalues. The fermionic
equation of motion then reads

(i — M)y =0 & Tp(id + M) = 0. (2.1.17)
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Gauge Invariance, the Yang - Mills Lagrangian and the QCD Lagrangian

The quarks are not only spinors to be acted upon by representations of the Lorentz
group, but also carry color charge and thus transform under irreducible, unitary rep-
resentations of the color group SU(3). Specifically, quarks are vectors in color space

1 0 0
C3 =span| éreqg= | 0] ,épme= | 1] ,Egreen = | 0] |, transforming under the funda-
0 0 1
mental representation of SU(3) given by generators T’ (3) dof = ’\2,w1th the Hermitian,
01 0 0 — 0 1 0 0
traceless Gell-Mann matrices \' = |1 0 0|, X =i 0 o], X=([0 -1 0],
0 0 0 0O 0 O 0O 0 0
0 0 1 00 —2 0 0 0 0 0 O
M=(oo0o0], =100 0], X=[0o0 1], X=]0 0 —i| and
1 0 0 i 0 O 01 0 0 2 O
10 0
A\ = % 8 (1) 02 . These satisfy commutation relations [%,%ﬂ =1 f“bcg with

F128 = 1, fUT = 156 — g6 _ g25T _ g345 — _ p367 — L gpq 458 — f678 — @_5

The Dirac adjoint v describing an anti-quark is then also a row vector in dual color space,
transforming under the anti-fundamental representation, i.e., the inverse/Hermitian -
conjugate of the fundamental representation.

The defining property of gauge symmetries is their locality, i.e., they correspond to
x - dependent transformations. Therefore one considers gauge rotations ¢ — U(x)v,
U(x) = exp(i0*(x)%-) € SU(3). The Lagrangian (2.1.15) is not invariant (not even
covariant) under such transformations, however, and thus has to be modified by replacing

O*™ with a gauge - covariant derivative
DM — G AR () (2.1.18)

given in terms of the gluon vector field A*™; the coupling strength ¢ is here absorbed
into the gluon field. This is called the “geometrical normalization” of A. Alternatively, the
“physical normalization” of the gauge field which makes the coupling strength ¢ explicit,
DF — jg A is also often used. The gluon field is of dimension [A] =[d] = Length™'.
The structure of the gauge - covariant derivative also fixes the coupling of gluons to quarks

>As for the fundamental su(2) - representation, the Dynkin index of the fundamental su(3) - representation
is also 3.
2
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- the gluon is an su(3) - matrix A" (x) = A" (x)%- and couples to quarks via matrix
multiplication - and the gluon’s transformation properties under gauge rotations:

A () — ATM(x) = U () A™ (U™ (1) + iU ()™ U~ (x) - (2.1.19)
This transformation property ensures that D#M4) transform under gauge rotations as v,
DMy — U(x) DM (2.1.20)

and therefore that the combination il)1) be gauge - invariant. The gauge - covariant
derivative D is analogous in design to the (geometrically) covariant derivative V of
general relativity. Furthermore, just as the Christoffel symbol of general relativity, which
ensures the proper tensor transformation properties of covariant derivatives V, 7%, is
not and cannot be a tensor itself, the gluon gauge field does not transform under any
representation of the gauge group. Only for constant transformations U # U(x) does it
transform by the SU(3) - adjoint representation. Finally, the fermion equation of motion
(2.1.17) also gets modified: @ is replaced by ID.

One has to construct the Lagrangian of free gluons, the Lagrangian of Yang - Mills theory
[76], from terms which are both Lorentz scalars and gauge - invariant. General relativity
serves as a guide: the fundamental building block of the Einstein - Hilbert action [77]
of curved spacetime and gravity is the Riemann curvature tensor R%g.,5v° = [V, Vv,
which is given by the commutator of said covariant derivatives. Analogously, one constructs
the gauge gluonic field strength tensor

GHPvvm — Z’[DP«M,DVM] = MM AYM _ M AHM _ /L'[AMM7AVM] —

a (2.1.21)
— (auMAaVM —OMATEM fabCAbMMACVM> ?
which is anti-symmetric G*M"M = —G"M#M and transforms under the adjoint representation

of the gauge group G — U (x)G*"MU~1(x). To construct a Lorentz scalar, one can
contract the unpaired G*M"M -Lorentz indices with either another field strength, the
gluon field or derivatives. The only unique, non - vanishing and gauge - invariant field

combinations are then found to be tr(G*MG,,,,,,) and tr(GM™"™MG,,,,,,) with the dual

field strength tensor G — terwm o GPMoM_ The second term is a total derivative,

however, and with the usual arguments of fields vanishing at large distances it should
not contribute to the action. Furthermore it does not alter the equations motion and
thus does not contribute at any order of perturbation theory. Thus it is discarded for the
usual gluon Lagrangian. This is, as we are going to discuss in section 2.4, too “naive”
an approach, however, as there exist gluon configurations such that boundary terms do
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in fact contribute non - perturbatively. Therefore, one actually should include the dual
field strength - term. Neglecting it for now, however, the Yang - Mills (YM) Lagrangian for
gluons (in geometrical gauge field normalization) reads

1 1
Lym = —@tr(GHMVMGuMm) = _ngGWMVMGZMm' (2.1.22)

Note that all the above and the Lagrangian (2.1.22) are straightforwardly generalized to
SU(N) - gauge theory. The YM equation of motion for free gluons is

D,y G = (). (2.1.23)

All in all, the QCD Lagrangian of quarks, gluons and their interactions is given by
Nf )
Locp = Equark+£YM = Z 1/Jf (ZZD — Mf)¢f — @tr(G“M”MGuM,,M) , (2.1.249)
f=1
where My = diag(My, ..., My, ) is the quark mass matrix generating scalar mass terms.
Quarks are thus described by ?ﬁ(?c) = zﬁﬂavor vector @ ¢Dirac spinor(x) & zﬂcolor Vector(x): while

anti-quarks are given by ¢(x) = ¥ 01 vector © ¥Dirac spinor(1) @ 1/110101, veetor (X)- The flavor
VECtOr Ylavor vector € R describes the distinct flavor the quark; in the SM one has Ny = 6,
cf. table 1.1, and thus é,, g s .+ = €1, .. 6. This split of the (flavor and) Dirac spinor from
the color vector is a result of [72], which was discussed at the beginning of this section.
The SU(N) - matrix - valued gluons are given by A(x) = Avector(x) ® Acolor matrix (X)), With
N = 3 in the SM. The quark - gluon interaction is described by the covariant derivative
DHv = 9km — j AFM | Note that the coupling strength g, which is absorbed into the gluon
field as explained below (2.1.18), is universal for all quark flavors.®

Wilson Lines and Loops

To motivate and construct Wilson lines and loops, one again goes back to the guideline of
general relativity (even though general relativity is not a gauge theory) and to drawing
analogues:

* Riemann curvature tensor R, «— field strength G*M"M
* covariant derivative V <— gauge covariant derivative D

* Christoffel symbol I'“ 5, «— gauge field A,

®In the full SM quarks also carry weak isospin and weak charge, by which they couple to the W - bosons
and Z° - boson, respectively, as well as electric charges so that they couple to photons.
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Just like one cannot compare two observables at different points in a curved spacetime
without taking into account the effects of translation between the points, one cannot
compare quarks at different points while neglecting the influence of the gauge field.
In detail, one cannot translate ¥pirac spinor Without also translating the x - dependent
orientation ¢ejor vector il COlOT Space.

In general relativity such a connection between neighboring tangent spaces, i.e., be-
tween the velocity vectors determining trajectories, is given by V and the associated
paralle] transport. In gauge theory, the comparator is the Wilson line W (x,y). One
demands that gauge transformations change it as

W(x, 1) = U)W (x,n)U (1), (2.1.25)

where U(x) = exp(i0%(x)%-) € SU(3) is also the transformation matrix for quarks, so
that

W (x, y)v(y) —¢(x) = Ux)(W(x, y)¢(y) —¢(x)) and (2.1.26)
DMp(x) =  lim W(x, & +0x)¥(x + 0x) — ¥(x) 2.1.27)
Sx*M — 0 57(#M
Indeed, this completely fixes the structure of the Wilson line and one has
We(x,y) =P exp (—i / dz, A”“(z)) : (2.1.28)
C

where C is a curve linking y and x and P is the path ordering operator for the non-
commuting gauge field matrices along that curve. Closing the curve C and taking the trace
therefore yields a gauge - invariant object, the Wilson loop

WclA] = tr <P (—:-Xp(—zj{dz#M A“M(z))> =tr <exp<—; /dJuMuM G“MVM)> , (2.1.29)
C by

where C encloses the surface ¥, i.e., 9 = C. Obviously, the Wilson line and also the
Wilson loop depend on the specific curve C.

Gauge Fixing

The Lorentz vector field A*™ has four degrees of freedom, but from photons one knows
that massless vector fields only have two polarizations. The YM Lagrangian is invariant
and the resulting equations of motion are covariant under the gauge transformations
(2.1.19). This means that one can choose appropriate U(x) to “fix the gauge”, i.e., have
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At satisfy some (set of) condition(s) G(A") = C,,,, A’*™ = 0, with C,,, some vectorial
quantity/operator, that reduce the degrees of freedom. These gauge conditions, or gauges
for short, are

* Lorenz gauge: Grorenz(A') = Oy A" = 0,

* axial gauge: Gaxial(A') = 1y, A'MM = 0,

* Fock - Schwinger gauge [78-80]: Grock - schwinger(4') = Ay A'#M = 0,

* Dirac gauge [81]: Gpjrac(A’) = A’y A'#M = const.,

* Coulomb gauge: Geoulomb(A') = 95y A'™ = 0,

* Weyl/temporal gauge: Gweyi(A’) = A’ = 0 (special case of the axial gauge),

* “longitudinal axial gauge”: Guong. axial’(A") = €long - A" = 0 (special case of the axial
gauge).

In ordinary QCD this exhausts all possible unique C,,,’s. The advantage of Lorenz gauge
is its full Poincaré - invariance, while the axial, Fock - Schwinger and Dirac gauge are
Poincaré - covariant. Coulomb, Weyl and “longitudinal axial gauge” break Lorentz covari-
ance (Coulomb and Weyl gauge at least preserve rotational covariance). The “longitudinal
axial gauge” is used to eliminate the longitudinal component of A’ in some Lorentz frame,
e.g., A’M = ( for a beam in z - direction in the lab frame.

Gauges which preserve Lorentz covariance are incomplete gauges, removing only one
degree of freedom, while complete gauges which reduce the A’#™ - degrees of freedom
by two break Lorenz invariance. This corresponds to choosing a preferred Lorentz frame
in which the complete gauge condition is true, which does however not translate to
other frames [82, 83]. For example, transversality and longitudinality as used in the
“longitudinal axial gauge” are not conserved under Lorentz boosts. An example of a
complete gauge is Coulomb gauge combined with Weyl gauge. This is a prominent
example, because the residual gauge freedom left from Coulomb gauge allows one to
freely impose Weyl gauge. Complete gauges require caution when boosting to different
Lorentz frames, as the physical results in the preferred “gauge frame” are specific to
this frame and have to be translated to any other frame. Incomplete gauges do not
suffer from this problem, but, in turn, an unphysical degree of freedom, a so - called
ghost field, is allowed to remain in the theory. These ghosts have vanishing/negative
norms, negative energies, violate the spin - statistics theorem or show other unphysical
properties. Depending on the quantization scheme, these ghost fields either only occur
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as internal states of quantum interactions, but not as external, observable states, or, if
that is not the case, they have to be removed from the spectrum of all external states
explicitly by enforcing the gauge condition. Axial and Fock - Schwinger gauge in fact
have the advantage that their ghosts decouple completely from other QCD fields, so
that their contributions can safely be neglected [80]. Gauge symmetry is thus not so
much a symmetry transformation between physical states, but rather makes obvious a
redundancy in describing one and the same state. Therefore, there are also no conserved
charges of currents associated to gauge symmetry, making it unobservable as a whole. This
corresponds to the statement in the introduction that all observable states are colorless,
i.e., color - singlets, and is also why one constructs the Lagrangians to be gauge - invariant,
but only Poincaré - covariant.

Having made a big effort to construct a Poincaré - covariant formulation of QCD, one
usually employs Poincaré - covariant gauge conditions Gpgincaré-cov.(4’) like the Lorenz,
axial or Dirac gauge (another example for such a gauge, which is essential for this work,
is given in (2.4.42)).

Given the Lagrangian (2.1.24), gauge fixing still has to be enforced manually. This is
because the theory has not been quantized yet. In the following section 2.2 we are going
to show how gauge fixing can be automatically ensured in quantized QCD.

2.2 Path Integral Quantization and Thermal Field Theory

The Lagrangian Locp (2.1.24) and the resulting action Socp = fRLg d4;( Laqcp still describe
the physics of classical fields. In order to describe quantum physics, a multitude of
quantization schemes are available and described in standard literature such as [3-6],
which again serve as general references for this section. The most common quantization
schemes are the canonical quantization scheme, where classical observables and fields are
replaced by operators with adequate (anti-)commutation relations, and the path integral
formalism, which we employ for our discussions. This has several reasons [6, 84, 85]:

1. The path integral is inherently Poincaré - covariant and allows for a natural inclusion
of constraints such as gauge conditions.

2. Observables and fields remain numbers (although possibly Grafdmannian, to include
anti-commutation relations), quantum mechanical phenomena follow from the
structure of the fields, the Lagrangian and the fundamental principles of Quantum
Mechanics. No additional quantization prescriptions as in the operator formalism
are required.

3. Other quantization schemes can be derived from the path integral.
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4. The path integral allows for the calculation of perturbative and non - perturbative
results; this is going to prove especially useful in this work.

5. Renormalization is comparably easy to express using path integrals.

6. The path integral can easily be modified to describe equilibrium quantum processes
in a thermal medium; this is also going to be used extensively in this work.

For the derivation of the path integral we follow again [3-6], the modification to thermal
QFT is nicely described in [84-87]. The derivation is performed for the simple case of a
real scalar field, but the generalization to vectors or spinors is discussed at length in the
literature.

2.2.1 Path Integral Quantization and the Effective Action

We introduce the path integral in non - relativistic “standard” quantum mechanics in three
dimensions, as the results are straightforwardly extended to QFT.

For a physical system in standard mechanics defined by the degrees of freedom “position
X’ and “canonical momentum p” with a Hamiltonian H(p, %, t) = p' ¥ — £(t), the path
integral aims at calculating the generating functional Z:”

Z = <fﬁnal ‘ e Hlti=t)

7_G:nitial> =N ¢Sl )
all possible paths ¥(¢) from % to %

te tg 1 (2.2.1)
SX(t) = [ dt L(X,dX) = / dt (2 (dt?E)TM d.x — V(&, t)) ,

ti ti

where N is a normalization constant, the constant mass matrix M determines the kinetic
energy and V' is a (potentially time - dependent) potential.

The intuition behind 7 is the following: inserting a double slit screen between % and x;
allows for two separate paths to combine, i.e., the final probability at % is obtained by
squaring the sum of the two amplitudes. Adding more screens with more slits produces,
in the limit of continuously many screens with continuously many slits, an integral over all
possible paths. One of those paths corresponds to the classical path (¢), the remaining
paths are quantum corrections. This is illustrated in figure 2.1a. In the semi - classical
limit, where quantum effects are accompanied by a factor {i} < 1, the stationary phase
approximation holds and the main contribution to Z is due to those paths ¥ (¢) which are

"To emphasize the relation of the non - relativistic quantum mechanical processes to real time, i.e., Minkowski
time, we use here the same time symbols as for Minkowski spacetime (2.1.1), despite the symmetry group
of non - relativistic quantum mechanics being the Galilean group (see, for example, [67, p. 53]).
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“close” to the classical solution of —% B

= (Mdix+0V) ) _ = 0. “Close” means here
%l
that the phase difference between the classical path and the quantum perturbation around

the classical path does not exceed 7 and no cancellations occur: S[¥Xy] — S[x] < wh. The
region of such quantum paths close to the classical solution is called the coherence region.

To obtain the relation between the propagator (%|e " 2¢|%), i.e, the matrix ele-
ment of the time evolution operator, and the integral over all paths, one splits the
translation along x(¢) into infinitesimal steps using Trotter’s Lie product formula [88]
MEN = lim, o0 (eM/meN/™)" (for arbitrary square matrices M, ) and by inserting
identities id = [d*x |X)X]:

(Rl ) =

/ & - Pra (Rl M) (Ralem T Zo ) - (Rifem TN )
(2.2.2)
where % = 0t, t; = to + jot and X; = X(t;). Using p = M d.X and (p|%X) = emiP'X
each of the matrix elements for infinitesimal translations can be evaluated by performing
a Gaussian integration:

d’p i(3p™™M 1
3 2\ _ el A3 - - p+V?(t )5t
(% %) /R , @y (GnilB) (Bl I04) =

. d? 2(5t_,

N . 21 —x)T T —Xs
_ (‘Z : det (M) e—z‘V(fj,tj)atJri;("“{;t GGG YNt LR AR )
ot ’

e*’i%(tj)(st

(2.2.3)

VN

One then plugs (2.2.3) into (2.2.2) for every n and takes the limit n — co = d§t \, 0.
This means the exponents add up to a time - integral and the integration measures combine
to form an infinite - dimensional measure:

n+1

g%Zc (), deXl,, ot &_/dw X(tj),di%,t), (2.2.4)
j=0
n+1

. 3 N 3

7E&Hﬁdm_@ﬁw. (2.2.5)
]:

This measure 23y yields integration over all possible ¥; - values in infinitesimally small
separations, i.e., over all paths connecting ¥ (¢¢) = 4 and x(¢,+1) = A The classical path
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X.1(t) is special, as it gives the main contribution and determines the coherence region.
The above is illustrated in figure 2.1b.
The path integral (2.2.1) in standard quantum mechanics therefore reads:

) X(t)) = % o
7 = <;ff‘e—2”<ff—ti> ;a> = N/ 23x(t) S (2.2.6)

X(t) =4

The standard result (2.2.6) can be straightforwardly translated to a relativistic QFT
for a real scalar field ¢(x) with £(¢, 0¢) = 19,,¢ 9"M¢ — V(¢). The field contains not
three, but infinitely many degrees of freedom, so that the integration measure (2.2.5) is
infinite - dimensional as well, facilitating integration over possible all ¢ - values everywhere
in spacetime:

76(x) = [ de(x). (2.2.7)

“x e RL:3”

The action in (2.2.6) is simply replaced by S[¢], as the above derivation of (2.2.6) can be
performed almost analogously for the Hamiltonian H (7 (x), ¢(x)) = 372+ V'(¢,9¢) of

L \2
field ¢ and conjugate momentum = = 9;¢ and with the potential V'’ = % <6¢) + V(o).

The normalization N can be absorbed into the path integral measure via a field rescaling.
This is possible, since N drops out of all physical observables which can only measure
relative effects (of states w.r.t. each other, the vacuum, etc.). The generating functional
of QFT again describes the transition of the system, now from vacuum at “— infinity”
(both temporal and spatial”) to “+ infinity”. Since all physical fields vanish at asymptotic
distances or times, the generating functional is therefore a vacuum transition function:

Z[¢] = (—00, =00, %) = /_%% exp(—i/d4yc7-[> -

= /@¢exp<i/ﬂ§l’3d47c £(¢,8¢>)> :

It is important to note that the vacuum |0) of a free theory with V(¢) = M?¢? is not the
same as that that of an interacting theory with higher order terms V O > 2 4 - 5 Ae®".
We denote the vacuum of the (full) interacting theory by |©2).

The QFT path integral (2.2.8) works not only for real scalar fields, but also for complex
ones as well as vector fields and spinors like the gauge fields A and fermion fields ¢ in
the QCD Lagrangian (2.1.24). The integral measures are then to be read as (for SU(N)
gauge theory):

(2.2.8)
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e

(a). Taken from [4]: The path integral of standard quantum mechanics as the limit of continuously
many screens with continuously many slits. The straight line in the right sketch is the classical
path and the curved lines depict quantum fluctuations around it.

X(n 7_(:1’

t = tnt1 = t¢

t =ty
t=1t1 = t;+ 0t
t=tg =t

X X1 Ao
(b). Taken from [3] and modified: Illustration of the space separation in the non - relativistic path
integral. By integrating over all X(t,), all possible paths are covered. The solid line (=)
shows the classical path %, the dashed lines (=== =) depict two possible quantum paths

(in the coherence region). It is important to note that the quantum fluctuations around #
vanish at the start and end point.

Figure 2.1
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a=1 py= O?(_ERIS 71aD1rac—1Ccolor—1?(€R13

(2.2.9)
and analogously for 2v ;. Importantly, since fermion operators satisfy anti-commutation
relations in canonical quantization in order to reproduce Fermi - Dirac statistics and the
Pauli exclusion principle, the fermion fields ) and v ; in the path integral have to be
anti-commuting as well. Therefore they need to be anti-commuting Grafsmann numbers
[89] path integral is performed as a Berezin integral [90]. The path integral for QCD
without gauge fixing then reads

Zlipy, AM] = /%ﬂf Dy DA™ exp <2/1 At (i) — My)vy - Q;Qtf(G“M”MGuMVM)>

. (2.2.10)

In order to introduce the effective action I" and the effective potential V¢, two concepts

of great importance for this work, one usually considers the real scalar field and adds an

external source term J(x)¢(x) to the Lagrangian £ = $0,,,¢ 0"™¢ — V(¢) in (2.2.8). The
generating functional is then written as

Z[J] = "] = <—w7—06|oo,o6>J:/@¢ exp<i/ d4z((L+J¢)>. 2.2.11)
RL,3

A “functional Legendre transform” W[J| = —iln(Z[J]) — I'[¢q] yields the 1 - particle -
irreducible effective action

Pida) = W1 = | | d'xJ()sa(x) (2.2.12)
given in terms of the classical field ¢q(x) = _%51/([;)} = <§2(|2TS|§>2ZJ = (¢(x)).s, where |Q) ; is

the vacuum of the interacting theory in the presence of the source .J. This means ¢ is the

normalized vacuum expectation value (VEV) of ¢ in presence of the source .J. In turn, one
also has J(x) = —(?;E‘?jé]) Setting the external source to zero J = 0, the effective action I'
and W agree, I'[¢q]|;_ o = —iIn(Z[J = 0]), and the classical field vanishes ¢|;_, = 0.

An expansion of the effective action (with J # 0) in ¢ yields

Piga()] = [ | d' (Vasloa) + X(6a) Dy 064 + O((000)"))

Vett(¢a1) = V(¢pa) + O(quantum corrections)

(2.2.13)

with Vg the Coleman - Weinberg effective potential [91, 92]. The effective potential can
also be understood as the sum over all ¢ - vacuum diagrams. In case of a translationally
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invariant, i.e., constant, classical field ¢ # ¢ (%), the effective action takes the form
I'[¢q = const.] = vol(R"®) Vegr(oa) - (2.2.14)

Just as the path integral, all of this also generalizes to QCD.

2.2.2 Gauge fixing in the Path Integral Formalism

The QCD - path integral in (2.2.10) shows that a homogeneous and (usually) Poincaré -
covariant gauge fixing condition G(A) = C,,, A*™ = 0 (homogeneity implies linearity and
thus excludes the Dirac gauge)) can be inserted into the path integral as [93, 94]

id = < / @U) §5(G(A)) detpp. (2.2.15)
SU(N)

Here 2U is the gauge - invariant group measure and this integral therefore yields an
unphysical, diverging constant that drops out via the vacuum - normalization of any
physical observable. The equally gauge - invariant Faddeev - Popov determinant

B 3G(A'(x))
det pp = det( U ) (2.2.16)

with A’ as given in (2.1.19), is needed analogously to id = [;,d"=z 5(“)(f(:5)) det(g—g)

for functions f : R™ — R™. One can rewrite det gp as an additional functional integral

detpp = /@c Dc exp<—z' ) 3d47c ca(CuMD“Mc)a> = /@c Dc exp(—i/1 3d47( Eghost>
. . (2.2.17)
over Grallmannian Lorentz - scalar (spin 0), gauge - adjoint fields ¢, ¢. The fact that these
fields are bosons yet anti-commute like fermions and thus satisfy Fermi - Dirac statistics
describes their unphysical nature. They are called Faddeev - Popov ghosts and are the ghost
fields related to the incompleteness of Poincaré - covariant gauges discussed in section 2.1.
Finally, the gauge condition §(G(A)) can be turned into an additional £ - term

1 1
where £ > 0 acts as a Lagrange multiplier. The Lagrange multiplier can appear in objects
like propagators, but finally drops out when physical observables are calculated.
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Setting ¢ equal to some number, which has to be done only after quantization, i.e., after
expectation values have been calculated, can reproduce gauges discussed in the previous
section 2.1. For example, for C,,, = 9, taking £ ™\, 0 is called the Landau gauge and is
equivalent to the Lorenz gauge. Setting instead £ = 1 is called the Feynman - ’t Hooft
gauge and ¢ = 3 is the lesser known Yennie gauge [95].

The full generating functional and Lagrangian to be used for path integral quantization
of QCD is therefore given by (2.2.10) together with (2.2.17) and (2.2.18):

Z[T/)f,A“M] = /@d}f .@1/}]0 DA exp<i/ d4;’(_ ﬁ(@[)f,A“M,C)) with (2.2.19)
RLA4
L(g, A c) = Locp + Lgauge + Lghost =
Ny
_ 1 1 1
= > T M 5 (G ) — HGA)G() — L D),

f=1
(2.2.20)

where it was used that the Dynkin index of SU(N) in the adjoint representation is V.

2.2.3 Thermal Field Theory in the Imaginary Time or Matsubara Formalism

In order to describe quantum processes in a thermal medium, i.e., taking place at finite
temperature T > 0, three main formalisms have been developed. [84, 86, 87] present
detailed reviews of these three formalisms and serve as general references for all of the
following.

The imaginary time or Matsubara formalism based on [96, 97] is computationally easiest
and can be obtained from the usual path integral by a simple change of coordinates
from real/Minkowski time x" = ¢ to imaginary time ¢ = it which serves as an “inverse
temperature” - variable ¢ € [0, 3 = T~!], together with j3 - (anti-)periodicity conditions for
(fermionic) bosonic fields. Its downside, however, is that the imaginary time formalism is
limited to describing fluctuations around equilibrium configurations.® Good reviews of
this formalism are for example presented in [85, 98] and since we are going to employ
this formalism for our work, these also serve as general references for this section.

The real time or Schwinger - Keldysh formalism based on [99-103] is both conceptually
and computationally more elaborated, but can in turn describe systems evolving in real
time t far away from any equilibrium. One finds a good overview of this formalism in
[104], for example.

8Time evolution could be described by analytic continuation back to real time, but both the general validity
and specific application of this procedure are non - trivial [84].
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Thermofield Dynamics, also called the Umezawa formalism, is based on [105, 106] and
mainly works as an operator formalism complementary to real time formalism, as it can
answer questions outside the scope of the latter. Thermofield Dynamics can, however,
also be rewritten as a path integral. It describes real time evolution at finite temperatures
(close to equilibrium). As an example, [107] reviews this formalism in more detail.

The aforementioned change of coordinates from real time to imaginary time is called
Wick rotation [108]. At zero temperature it is defined as

1’3 4 = X X = X = X4 = t
R —-R = x=(t3) > X=(X=3,X t=it), (2.2.21)
Nuey = diag(l, =1, -1, -1) — =6, = —diag(1,1,1,1).
. . UiM Wiy,
This gives v"M — oyt = 0. for vectors, wy,, — w, = , for covectors and
™M — Wy,
VMM WM = pOMgpOM — givgint s 000 — iyt = —yr 5y for scalar products. We

define the Euclidean “4 - radius” for T = 0 as | X| = VX#X* = R. Under the Wick rota-
tion, the action of a real scalar field behaves as

d*x = ded®x = —i did®>X = —z’d4X}
(Ou®)” = —(0,9)*, Vu(8) = V()
= iSu=i [ d'x Ly — —i / (—i)dXx* <;(8“¢)2+V(¢> =-S5 (2.2.22)

RL3 R4

L = Eyg

The Euclidean Lagrangian equals the real time - energy of the system and the formerly
oscillatory action now acts as an exponential damping in the imaginary - time generating
functional Z[¢] = [Zpe 59l (cf. (2.2.8)), which is called partition function due the
resemblance to statistical physics.

To describe finite temperatures, one restricts the spacetime R* in the temporal direction
and introduces a periodicity in this direction by identifying ¢ = 5 = 0. Topologically, this
closes the temporal spacetime dimension to a circle of radius %:

—

RY SRSy s, = X=(XD)=>X=(X=X,X"'=t=1€[0,8]).
(2.2.23)
In this spacetime we define the Euclidean, spatial “3 - radius” | X| = vV X?X? = R. Due to
the ¢ - periodicity ¢(X + fé4) = ¢(X), the scalar field can be expanded in a Fourier series

$(X,t) = \1@ 37 G(X, iwbos) e R hos = o (2.2.24)

a€EZ B
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where wgos are called the bosonic Matsubara frequencies [96, 97].

For the Euclidean ~ - matrices we choose a analogous transformation to the vectors,
M

M P = 0y ? 5O that they are anti-Hermitian v#f = —+# and satisfy the Clifford
iy

algebra {y*,7"} = —2§**1. The fifth Euclidean ~ - matrix 7° = y!v243~4* is Hermitian

~51 = 45, involutory (7°)2 = 1 and anti-commuting 7°y* = —#~°. The Dirac operator

Wick rotates as @y, Dy — —@, —ID, where we explicitly marked the real time - derivatives
with the subscripts “M”.

One Wick rotates (2.2.19) together with (2.2.20) analogously to (2.2.22), using now
fRLgd‘lx(z’&M,i]DM) - — fR4d47(i<ﬂ, iIp) as well as GP™M@G,, . — GHYGH, and finds
the QCD partition function at 7" > 0:

3 1
St =B/

Zpp, AM] = /_%f Dy A" exp (/ d*x L(¢f,A“,c)) with (2.2.25)
R
Ny

L= Z Tﬁf(ilp-i-Mf)l/Jf +

St (GG + 2tr(gT(A) G(A)) + %tr(éC“D“c) :
f=1

1
29
(2.2.26)

Here the sign of the gauge term depends on the Wick rotation of the chosen gauge
condition. It is also important to note the GraBmannian fermion (and ghost fields) have
to satisfy anti-periodicity conditions (X + fé4) = —t(X) and are therefore expanded
in terms of fermionic Matsubara frequencies [96, 97]

21 (o + %)

2.2.27
3 ( )

W(X 1) = \/15 S DR, i) it | fem

o€

Analogously to (2.2.12), (2.2.13) and (2.2.14) one defines the effective action and
potential in the imaginary time - formalism by I"' = — In(Z) and, for a real scalar field,

I'g[¢a = const.] = vol (R3 X Srlad.:ﬁ/%) Vert(da) = BV Vege(dal) 5 (2.2.28)

where gV = vol (R x S] | _; " ) = Bvol(R?) is the volume of spacetime. This can be

applied to QCD as well.
Finally, the temporal periodicity of R? x Srla d. =5/, allows for the definition of a special

Wilson loop (cf. (2.1.29)): the Polyakov loop [109] is a Wilson loop with the path C
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characterized by a constant and purely temporal velocity so that C and closes by periodicity

. p .
P(X)=Wo (% 1 1es0<<8) = tr<T eXP<—i/ th4(X)>) = tr(Q(X)). (2.2.29)
T 0

T denotes the time ordering of A* along C, which is a special case of path ordering.
2 denotes the untraced Polyakov loop, which is going to be important for the short
discussion on gluon field - topology at finite temperatures in section 2.4.2 and for the
finite - temperature effects in sections 3.1.2 and 3.1.3. °

2.2.4 Symmetry Group of Thermal Field Theory

As we discussed above, finite temperature field theory in the imaginary time formalism

takes place in the Wick rotated and temporally bounded spacetime R? x Srlad.:[, /s

equipped with a Euclidean metric. Wick rotating R'? — R* to Euclidean spacetime at
zero temperature maps the group of Lorentz transformations SO (1, 3) of Minkowski
spacetime to the group SO(4) of 4 - dimensional rotations in R*. This group SO(4) is
constructed by Lie algebra exponentiation using the Wick rotated versions of the Lorentz
group generators J*M"™ (cf, (2.1.5)).

. . _ -1 . . 3 1
At finite temperature 7' = 37", the corresponding spacetime R° x S_ . _; o has a

distinct time direction in which it is bounded, as opposed to the open space directions.
This breaks the 4 - dimensional rotation symmetry group SO(4) down to the 3 - dimensional
one SO(3) [87, 98]. From the physical point of view, the presence of the external heat
bath implies a preferred Lorentz frame, the heat bath’s rest frame, which breaks Lorentz
invariance. Rotations (and translations) are still symmetries of the system allowed by the
heat bath, but Lorentz boosts are not [87]. Thus, the Lorentz group SO (1, 3) is broken -
as [110] proves in detail - down to SO(3) and the loss of boost symmetry corresponds to
the breaking of SO(4) in Euclidean spacetime. Nevertheless, [86] argues that one can
still formulate thermal field theory in a manifestly SO(4) - invariant way (translations are
not impacted by this and are treated as in Minkowski spacetime) - a result one obtains
“by accident” and “without justification” by simply employing the change of coordinates
(2.2.21) in the path integral and enforcing the (anti-)periodicity conditions. It must
therefore always be remembered that this is merely notational elegance and does not
reflect an actual underlying symmetry, as is the case for T = 0 (compare the construction
of the QCD Lagrangian in section 2.1).

°[54, 85]
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2.3 Chiral Symmetry and Chiral Perturbation Theory

Chiral Symmetry and the Eightfold Way

Take the QCD - Lagrangian (2.1.24) or its gauge fixed version appearing in the path integral
(2.2.20) and consider the simplified version of massless quarks M; = 0 Vf.1° Note that
in this theory the left- and right - chiral 2 - spinors forming the Dirac spinor decouple.
Classically, this simplified Lagrangian is invariant under the chiral symmetry group we
also mentioned in the introductory section 1.2:

SU(Nf)y ® SU(Np)a @ U(1)y @ U(1)a,

SU(N¢) Rpp—— SU(Ny) - qara
Uy Al exp(i0°T )ff, Py Py A exp(u? T ’y5M)ff, P (2.3.1)
by "B oy pp A By

where T with [T%, T = i f**“T¢, a,b,¢ = 1,..., N} — 1 are the generators of SU(Ny)v
and T%y°™ with [Ty, TP~%] = j fabeTe (T and 4™ act on different spaces and thus
commute) are the generators of SU(Ny)a. Note also [T9, T?y"M] = j feb¢T¢~5, One forms
two separate algebras T¢ = 5 (T & Ty") with [T, T}] = i f**°T¢, [T, T2] = 0, which
describe the separate rotations of the Ny right- and left - chiral 2 - spinors. The chiral group
is therefore isomorphic to the symmetry group SU(Ny). ® SU(Ny)r @ U(1)y ® U(1)a.
These are two sets of SU(NNy) isospin symmetries, one for the left- and one for the right -
chiral 2 - spinors, with Ny polarizations each, one global phase multiplication for all flavors
and one such phase multiplication that differentiates by chirality and multiplies left- and
right - chiral spinors by opposite phases (as 75MPR,L = +Pg, cf. (2.1.8)). The conserved
currents j and charges ) according to [65] then are

o SUNpv:  jy™ = py"™(T%) sy by Qv = /R?)dg'?cj{?oM (2.3.2)
o SUNpa:  Ja™ = hpy"™y™M(T") pptpp  Qf = /R3d3?chOM (2.3.3)

= JREM = by PRUT) spr by QL = /R Ay (2.3.4)
e U(l)y: = Py Qv = /Rgd‘?zchM =nr+n. (2.3.5)
e Ul)a: JaM = gy My My Qa = /Rgd?’xng =ng—ny, (2.3.6)

19A11 of the following holds analogously after Wick rotation to Euclidean spacetime.
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where the Qg ; are NJ? — 1 isospin components for the left- and right - chiral 2 - spinors
each, Qy = ng + ny is the total number of 2 - spinor fermions (ng,; is the number of
right-/left - chiral fermions) and Q4 = ng — ny is the net chirality.!!

The massless limit is a good approximation for QCD at very high temperatures where
My < T Vf. For temperatures where the thermal energy of the quarks drops below
their binding energy, however, the axial part of the symmetry is spontaneously broken in
quantized QCD [32], which is due to the non - zero expectation value for quark - anti-quark
condensates (vac | 1) | vac) = (g +1PriiL), as we discussed in section 1.2. QCD is then
described by an effective field theory called chiral perturbation theory which we briefly
discuss below. The quark condensate is conserved under SU(NNy)y and U (1)y, but neither
under SU(Ny)a nor under U(1)a. According to the Goldstone theorem [113-115], one
thus expects the existence of N]? —-1+1= Nf2 massless pseudoscalar Nambu - Goldstone
bosons to reflect the spontaneously broken symmetry degrees of freedom.!?

The real N; = 6 quarks carry masses My (cf. table 1.1), which explicitly breaks all but
the U(1)y - symmetry, even at 7' = 0:

[ ] SU(Nf)V : 8MMj3MM = —Z(Mf — Mf’)fﬁf(Ta)ff/ 1/)]0/ 75 0 (237)

[ ] SU(Nf)A . 8MM]XMM = ifﬂf{Ta,Mq}ff/ ’75M¢f/ ;é 0 (238)

e U(l)a: O Jh™ = 20> Mpippy™ipp #0, (2.3.9)
!

with the quark mass matrix M, = diag(Mj, ..., Mx;).

One notes, however, that for quarks with “similar masses” the vectorial isospin rotations
are still good approximate symmetry transformations. For light quarks ¢); even the axial
isospin rotations and U (1)a would still be good approximate symmetries, were it not for
the spontaneous breaking. The chiral symmetry breaking scale A,, which we discuss
below, and the QCD scale Agcp ~ —(t%;) thus separate the quarks into three heavy
quarks My > A, ocp, i.e., ¢-, b- and t - quark, which break chiral symmetry explicitly,
and three light quarks My, < A, ocp, i.e., u-, d- and s - quark, where the spontaneous
symmetry breaking of the axial symmetries dominates. The light quarks have mass
differences My — M, ~ 2.5MeV and M, — M, q ~ 100 MeV smaller than the interaction
scale Agcp ~ 340 MeV and much smaller than the chiral symmetry breaking scale A,,.
Therefore, SU(3)y remains as an approximate symmetry for the subspace of the three
light quarks, while SU(3)s ® U(1)a are spontaneously broken.!?

1173, 4, 38, 46, 111, 112]
1213, 4, 46, 112, 116]
1314, 111, 112]
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From the SU(3)y - symmetry for the three light quarks and with (anti-)quarks trans-
forming under the (anti-)fundamental representation (cf. ¥favor vector PEIOW (2.1.24)),
one deduces from spin addition (equivalent to the discussion about the Lorentz group
in section 2.1) that mesons built from u-, d- and s - quarks are described by the product
representation 3®3 = 81 and that baryons are described by 3@3®3 = 100830 8® 1 (for
the representation theory of SU(3) see also [75]). This means that light quark - mesons
should exist as meson nonets, i.e., meson octets accompanied by a singlet, all of equal
mass, and that baryons should come as decuplets together with an octet and a singlet.
Furthermore, there should be an octet together with a singlet state of almost massless/very
light pseudoscalar pseudo - Nambu - Goldstone bosons (pNG bosons), where the small
mass is a result of the light explicit symmetry breaking. This grouping of mesons and
baryons is called the eightfold way [117, 118].14

In fact, baryons and mesons are measured to be grouped exactly as described above.
However, their masses are only roughly equal, as M ~ 27 % and other quantum
effects such as excitations, spin - alignment, fine structure effects, etc. contribute. Also
some states like the lightest baryon singlet state A; are excluded by Fermi - Dirac statistics
at ground level. The lightest meson octet consists of (unless the temperature dependency
is explicitly denoted, all particle masses are to be understood at 7" = 0)

* three pions M+ ~ 140MeV, Mo ~ 135MeV
e four kaons M+ ~ 494 MeV, Mo = M7z ~ 498 MeV
* n-meson M, ~ 548 MeV.

The kaons and 7 are comparably heavier, because they contain the s - quark. If one had
excluded the s- quark from the light quarks and considered only the even better approx-
imate symmetry SU(2)y of u and d, one would have found the product representation
2®2 = 3®1 containing the triplet of almost equal mass pions. This octet of lightest mesons
serves as the octet of pseudoscalar pNG bosons for the SU(3)a - symmetry: eight pNG
bosons for the 8 - dimensional SU(3)a. However, both the above octet and the pion triplet
lack an accompanying singlet and the only possible candidate is the 7’ - meson, which is
too heavy to both be part of the same nonet and a pNG boson for U(1)a: M,; =~ 958 MeV.
This is the 7 -7’ - puzzle we mentioned in the introduction 1.2. It is resolved by topological
effects as we are going to discuss in section 2.5.1.1°

1414, 33, 38, 111]
1512-4, 33, 38, 111, 119]
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The next heavier meson group is formed by the octet consisting of
* three p-mesons M+ ~ 775 MeV
e four K*(892) -mesons M+ = 892MeV, M0 = M., ~ 896 MeV
e w-meson M, ~ 783 MeV

and the accompanying the singlet ¢ - meson M, ~ 1019 MeV. The lightest baryon group
consists of the decuplet containing

* four A-baryons Mp++,+,0 ~ 1.23 GeV
* three ¥* -baryons Ms:«+,0 ~ 1.38 GeV, Ms:- ~ 1.39 GeV
* two =*-baryons M=o ~ 1.53GeV, Mz - ~ 1.54 GeV
* -baryon Mq- ~ 1.67GeV,
the octet containing
e proton and neutron M, ~ M, ~ 0.94 GeV
e A%-baryon Myo ~ 1.12GeV
* three 3 -baryons Myx+,0 ~ 1.19 GeV, My- ~ 1.20 GeV
* two =-baryons Mzo ~ 1.31 GeV, M=- ~ 1.32GeV,

an additional octet given in [119, Table 5.3] and the singlet given in [119, eq. (5.62)],
which is forbidden by the Pauli exclusion principle. One way of setting the chiral symmetry
breaking scale is given by the mass scale of these lightest hadrons made up of the light
quarks (excluding the lightest meson octet of pNG bosons) and one usually chooses
Ay ~ M, ~ 775 MeV.16

Note also that in low energy QCD, which describes most of our current universe, the
mass of hadrons is much larger than the mass sum of their constituent quarks (compare the
masses of the mesons and baryons in this section with the quark masses in table 1.1). In fact,
most of the hadron mass is due to the quark binding energies. Therefore, one can define
so - called constituent quark masses, i.e., the “effective” masses of quarks when making
up matter. For the light quarks these constituent masses are M, 4 constituent =~ 336 MeV
and My constituent ~ 509 MeV. This makes SU (3)y for the light quarks a good approximate
symmetry - and it is a basis for chiral perturbation theory which we discuss next.!”

1612, 4,111, 119]
1712, 6]

37



Chiral Perturbation Theory

The following is only a short summary of chiral perturbation theory, as this effective theory
describing QCD at low or zero temperatures is not the focus of this work. Nevertheless we
mention it here, both for the sake of completeness and since chiral perturbation theory is
required to determine the mass of the axion (cf. section 2.5.3) at low or zero temperatures
- complemented by our efforts to provide a better understanding of the axion mass at high
temperatures. Extensive reviews of chiral perturbation theory can be found in [112] and
[120], for example.

At low temperatures/energies, where the QCD coupling strength becomes large, the
perturbative model of quarks and gluons (i.e., QCD as discussed in sections 2.1 and 2.2)
is no longer a suitable theory. Instead, quark confinement shows that in this temperature
regime nature is described by an effective theory in which the degrees of freedom are the
light hadrons given above. This theory is called chiral perturbation theory [121-124].18
According to the (approximate) SU(3)y - symmetry, the light hadrons are grouped in
SU (3) - matrices. For the pNG bosons this matrix is given by

0 _n + +
7T+\/§ V2or V2K

U ra 7 v
U = exp <—7r7r TSU(S), def) = exp E f;; —f}—l}—((\)}% \/ZKVO (2.3.10)
2K~ 2 ——=n
V3

with the pion decay constant f(7" \,0) =(92.32 + 0.13) MeV [2], i.e., the strength of
the matrix element of the axial - vector current operator between a 1 - pion state and the
vacuum. To construct the massless Lagrangian, one again follows the guiding principle of
symmetry and an intuitive “theorem” from [112] - “ one writes down the most general
possible Lagrangian, including all terms consistent with assumed symmetry principles,
and then calculates matrix elements [...] to any given order of perturbation theory,
the result will simply be the most general possible S - matrix consistent with analyticity,
perturbative unitarity, cluster decomposition and the assumed symmetry principles”!?:
Lehpr D %tr(@“U@“UT) + 2> 2Cii ((tr(é)UaUT))Z : tr((&UaUT)j)), where the traces
contain all unique index contractions. This massless Lagrangian yields standard kinetic
terms for the mesons as well as all interactions terms and is invariant under SU(3), ®
SU(3)R - transformations U — gLUgg{. In order to break the SU(3)a - symmetry as in QCD
of massive quarks (cf. (2.3.8)) - and thus break SU(3);, ® SU(3)r down to SU(3)y -, one
adds a mass term Loppt D — @tr(Mql Ut4u M;l) to the purely kinetic chiral Lagrangian.

®Note that chiral perturbation theory is not required because QCD “fails” below Tt, but because it fails as a
perturbation theory. Non - perturbative QCD models like lattice QCD still work at low temperatures.
The “theorem” is reiterated in [125] and its implications were proven in [126].
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The mass matrix for the three light quarks M, (cf. (2.1.24) is taken to be complex for
convenience (cf. section 2.5.3). At leading order, the Lagrangian of chiral perturbation
theory for the pNG bosons reads

2 —
Lenpr D %tr(@m Uomyty — <qz£fl>tr(Mql Ut +uM]). (2.3.11)

Chiral perturbation theory also describes baryons and one constructs that part of the
theory based on baryonic matrices like the octet matrix

30 AY +
\/54-\/6 by P

NG " ’
0 2
_ \/; A
but baryonic chiral perturbation theory is outside of the interest if this work.2°

The pion decay constant is related to the u-and d-quark condensates (tu) ~ (dd)
(neglecting the s-quark) by the Gell-Mann - Oakes - Renner relation

(2.3.12)

MZ2f2 = —(au)(M, + M) (2.3.13)

(for a detailed discussion of this relation at finite temperature see [127]), which gives
another way of setting the chiral symmetry breaking scale as A, ~ 4nf; ~ 1.2GeV.
Regardless of the definition chosen for A,, it marks an internal momentum/energy scale at
which chiral perturbation theory breaks down. This return to regular QCD is an analytic,
gradual transition, so assigning a concrete value to A, always depends on convention.
Furthermore, M, and 4~ f, differ by a factor of approximately 1.5, i.e., an O(1) - number.
To make the nature of A, as a momentum cut - off scale more obvious, one can re - scale
the Lagrangian coefficients of full chiral perturbation theory as chﬁj . This is also the origin

of the factor 47 in the pion decay constant - definition of A, as this factor results from
a geometrical factor in 4 - dimensional loop diagrams corresponding to the interactions
described by the higher order terms. All in all, f; # 0 is a necessary and sufficient
criterion for spontaneous chiral symmetry breaking, while (g;¢q;) # 0 is a sufficient, but
not a necessary condition.?!

The temperature of chiral perturbation theory breakdown, called the critical temperature
T. ~ 156 MeV [128] is (much) smaller than Agcp (A,), however. This is because, just
as, for example, in black body radiation, the thermal meson/baryon - medium contains

2014, 112, 120]
2114, 112, 120]
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a significant ratio of states with energies ~ 3T (67 for fermions). This does not mean
that at 7, the average center of mass energies of the particles already extend the quark
condensate binding energy Aqcp, but that a large enough number of mesons reach energy
scales high enough to dissolve light quark condensates and close to A,, meaning that it is
no longer sensible to use chiral perturbation theory for 7' > T.??

2.4 Topology of SU(N) - Gauge Theories and the Interplay with
Particles

After having discussed QCD, its symmetries and its quantization - all based on the La-
grangian (2.1.24) we introduced in section 2.1 -, we are now going to elaborate why we
called this Lagrangian “naive” in the corresponding section title. The reason is that it
misses the topological effects of QCD; in detail, it does not take into account the non -
trivial topology of SU (V) Yang - Mills (YM) theory describing gluons, the importance of
which (in the IR limit) was first recognized in [109]. In order to provide an intuitive
picture, we are going to first discuss topology in a simplified toy model of non - relativistic
quantum mechanics. Following this, the topology of QCD is going to be discussed.

2.4.1 Instantons in non - relativistic Quantum Mechanics

The key concepts required to discuss the topology of SU (V) gauge groups can be intro-
duced using the simple quantum mechanics systems of the double well potential and
the periodic potential of infinitely many wells as depicted in figure 2.4. These topics are
presented more extensively in, for example, [8, 33, 38, 130-132], which therefore all
serve as general references for this section 2.4.1.

The amplitude for a quantum mechanical system to transition from (%, ¢;) to (, £¢) in
real time?? is given by the Schrodinger propagator Z, i.e., the matrix element of the time
evolution operator, which equals the partition function (2.2.6)

S o = - S| —iHAt | 2 =% . Q=
2005 1) = (el 00 = (|20 ) = N [ Tt exp(isli)
X(ti) =%

i) = [ e (55 -v@) = [ (e M- VD).

1 1

(2.4.1)

22
[98, 129]

BLike in section 2.2.1, specifically from (2.2.1) to (2.2.6), we again emphasize real (Minkowski) and
imaginary (Euclidean) time by using the same spacetime time as in (2.1.1) and (2.2.21), respectively.
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— — >
—X X X
(a). Double well potential for a quantum particle ®. Even for vanishing kinetic energy, purely
quantum mechanical tunneling processes from — X, to — X, (= = = instanton) and vice
versa (=== anti-instanton) are possible. These processes cannot be quantized using the
path integral method (cf. section 2.2.1), as there is no classical solution for the quantum
processes.

(b). Periodic potential for a quantum particle, general n - instanton solutions which tunnel from
X, to X, ., exist (e.g.. ===and ===). In the dilute instanton gas approximation (DGA),
n-instantons are described as n,. consecutive instantons (+) and anti-instantons () in any
ordersuchthatn, —n_ =n,e.g, === = 2X =mm Of === = X == =f =——————

Figure 2.2
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where we chose the form of the kinetic energy in (2.4.1) to match the discussion in
section 2.4.3. This form is not linked to the “standard” form in (2.2.6) by IBP for the
general case x; # x and/or (d.X)|,, # (d:X)|;. Nevertheless, the two forms obey the
same symmetries and yield the same equations of motion —g—% C=(TX+ 5V) =0
and thus the resulting instanton solutions (2.4.6) are also idenﬁcal. The path inx‘slegral
(2.4.1) can be calculated in the stationary phase approximation discussed below (2.2.1) by
employing Laplace’s method (which is often also called saddle point approximation) [133,
134]: The paths X(t) are treated as quantum fluctuations 77 around the classical solution
X(t) = %1(t) + 77(¢) and the action functional S is expanded up the first non - vanishing
order in quantum fluctuations O(77?).

However, there exist quantum mechanical processes which have no corresponding
classical solution, so that the stationary phase approximation fails. An example are
tunneling processes in the double well potential shown in figure 2.2a. Such processes
cannot be described by the propagator as given in (2.4.1). This problem can be solved,
however, by performing a Wick rotation ¢ — ¢ = it analogous to (2.2.21) - since t € R
the barred notation is used here in accordance to the notation for temporally infinite
Euclidean spacetime. This Wick rotation changes the path integral as

tf 1—*T . . ) ) Zf? 1:T = =
S—/tidt(—z ‘Z?C—V(;()> - zSE—z/tidt(—QX SEXJrV(X))

X(tg) = % o X () = X; - (2.4.2)
= / A il L R PPX e 5elX]
X(t) =4 X(t;) =X;

where we also used the notation X = x in accordance with (2.2.21) and the subscript “E”
denotes the action in imaginary/Euclidean time. The kinetic energy - differential operator
now reads ¥ = M d%. The important differences between the path integral and action
in real and imaginary time are the change of the action from a complex phase to an
exponential decay factor and the inversion in the potential V(x) — —V(X).2* Due to
the former, imaginary time - physics structurally resembles thermodynamics, the latter
means that physics is now described by the potential =V (X) = —V (x), while the actual,
“physical” potential is V(X). Therefore, processes like quantum tunneling through a
potential barrier which formerly lacked a classical solution in real time are now described

by regular, classical propagation paths in imaginary time, X a(?), through the well of
the inverted potential. These paths are solutions to _6:% ‘: = (‘ZE)? — 5V)

Xa

- =0as

cl

24If the “standard” form of the kinetic energy had been chosen, one would have found the Euclidean

Lagrangian Lg = %(d;):()TM(dgf) + V(X) = Ewm given by the real time - energy of the system.
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Figure 2.3: Potential in Euclidean time. After a Wick rotation t — ¢ = it the physically
relevant, i.e., descriptive, potential is the flipped, negative version —V (X). For-
merly purely quantum processes like = = = instanton and = = = anti-instanton
tunneling through a potential barrier (cf. figure 2.2a) now correspond to clas-
sical motions through the potential well. The existence of classical paths X
then ensures the applicability of path integral quantization (cf. section 2.2.1).

illustrated in figure 2.3.
Now the stationary phase approximation can be employed again. Up to O(i7?) the path

integral is determined by the classical action Sg [):( «] and the (elliptic) differential operator

fined by _2°5eX] — M(X )6 —F) = (- :0;V)|< )o(E —T), wh
9 defined y5X(t)5X()Xd M(Xa)d(t—1) = ( ‘IE+(88JV)|XCI)5(1S t'), where

(0;0;V) is the Hessian matrix:

= . [t) =0 1 [t
7 = N e SelXal / Py exp| —= [ Ao (2.4.3)
7(t) =0 2 t

An expansion of the quantum fluctuations in eigenmodes 3, (¢) of M with eigenvalues \,,
7=, cnCndn, so that 2%y =T], fR dc” as well as 7T 77 = Y, A2, and a Gaus-

sian integration yield (y/det’(90))~1/2, where det’ denotes that zero eigenvalues are
excluded. In fact, zero modes 5, with vanishing eigenvalues Ay, = 0 do not contribute
to the Gaussian integration and contribute separately. They correspond to symmetries
of the system and have associated collective coordinates which parametrize these sym-

metrles As an example the classical velocity d; X o is always a zero mode of I, since
M(d; X ) = ~(M(d¥X q) — (8;0;V ) ]‘7 d; X76;) = —d; (SEXd 8V\X ) = 0. The un-

cl
derlying symmetry is a time translation symmetry, despite Sg being time - independent,
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the solution X depends on a free time parameter ?, denoting “when” in the time interval
[ti, tf] the classical process takes place. This time parameter ¢ is the collective coordinate
associated with the time translation symmetry and one can replace the integration [, dco

by fgfdfo (and a modification of the normalization N). Assuming that the velocity is the
only 9 - zero mode, one finds the propagator or partition function

= e 1 e
Z = N e=SelXal / iyt = [ a4 (), (2.4.4)
2 ° det’(9M) 2 o (o)

where one can interpret 4 (¢() as a temporal density/probability of the classical process.
As a first toy model we present the above analysis employed on tunneling processes for
a mass M - particle in the 1 - dimensional double well potential (figure 2.2a), i.e.,

_ 20 _
V(X) = ZP (X2-X2)°, M=M (2.4.5)
0

with some scale [a] = Length™'. This potential yields three classical solutions of finite
(or in this case vanishing) Euclidean energy Er = % (d;X)? — V(X)) that explore one or
both of the maxima of —V: two trivial solutions X 12 = + X, and a tunneling solution.
The tunneling solution’s vanishing energy Fg(Xwn) = 0 corresponds to a particle with
vanishing initial and final velocity taking an infinite time #;  — Foo to propagate from
+ X to =X . This is the analogue to the QFT tunneling processes we are going to present
below. One finds the tunneling solution by solving Ex = 0 for d;.X and integrating using

the separation of variables
Xun = £X¢ tanh(a(t — %)) . (2.4.6)

A plot of these two tunneling solutions in figure 2.4a shows that the actual transitions
happen almost “instantaneously” within the timescale #;,s; ~ 4a, compared to the infinite
time duration of the complete process. Therefore, one calls such tunneling solutions in
imaginary time instantons - here the “+” - solution describes a tunneling from —Xg to X
and is called an instanton, while the inverse “—” - solution is called an anti-instanton. The
suffix “-on”, invoking a particle nature of such tunneling transitions, is due to the Euclidean
Lagrangian Lg = % (d;X)?+V(X) = Ey or real time - energy having a pronounced peak
in time (cf. figure 2.4b) - or in spacetime in the case of QFT - instantons. The instanton
time scale, also the width of the Lg - peak, can be understood as the (anti-)instanton size.

The differential operator used in (2.4.4) is 9 = —M d% + V(X wn(t — %)) and the
free parameter 7( in (2.4.6), which controls when in the time interval |¢;, t¢[ = (—o0, 00)
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X() [
ol | — instanton Xy, +(— 1))
— anti-instanton X, _(f — 1)
_)?0 L

“4a  —2a 0 24 4a
(a). The quantum mechanical instanton and anti-instanton processes (2.4.6) in the double well

potential (2.4.5). The (anti-)instanton tunneling process effectively happens within a (Eu-
clidean time frame of #j,st ~ 4a.

real-time energy /
imaginary-time Lagrangian’

Lg(t — to)

-3a —2a —-a 0 a 2a 3a

(b). The imaginary -time Lagrangian Lz ()_(mn(f - EO)), which equals the real - time energy E\; of
the (anti-)instanton. The sharp, localized peak of temporal extent #,st shows why instantons
are intuitively understood as particles.

The real -time energy is non - conserved, opposed to the constant, i.e., conserved, imaginary -
time energy Fg(Xwn) = 0. This is unproblematic, however, because the (anti-)instanton
tunneling is not a real - time process and E\, is therefore not a meaningful property.

Figure 2.4
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the actual “instantaneous tunneling transition” occurs, is the aforementioned collective
coordinate. Up to second order in quantum fluctuations, one thus finds the tunneling
propagator in the potential (2.4.5):

4 2
e—gaMXO

Z =N / dfo —
R\ Jdet! (—Md2 + V(Xun(t ~ )

= /Rdto ‘[instanton GO) . (2-4-7)
)

The temporal density dinstanton iS then called the instanton density. It is equal for instantons
and anti-instantons, as Sg is equal for the two due to the spatial symmetry of the potential
and the resulting temporal symmetry of the tunneling solutions (2.4.6).

The presence of instantons, i.e., tunneling processes, also means that the ground state
of the system cannot be described by the system sitting in either of the two minima, as
they become degenerate due to tunneling. The real quantum mechanical ground state is
then a linear superposition |0) = %(\7{ 0) +|—Xo)) (up to a global phase).

The second important quantum mechanics toy model is the extension of the double
well to a periodic potential of infinitely many wells as sketched in figure 2.2b. Here,
(anti-)instantons describe tunneling processes from X, to X, 1 (X,_1). This again
causes a degeneracy in the ground states | X, ), so that the physical ground state is again
given by a linear superposition in the form of a Fourier series

0) =) e ™ |X,) (2.4.8)

veEZL

defined by a phase parameter 6. In this periodic potential arbitrary n - instanton solutions
connecting X, to X,, are possible as well. Given that instanton transitions occur
within short timescales #;,s;, a reasonable assumption is to describe an n - instanton as
a combination of n instantons and n_ anti-instantons with n = n, — n_ which are
well - separated in time |¢g; — o ;| > tinse and thus understood as occurring consecutively.
This is called the dilute instanton gas approximation (DGA)%> and was first established in
[8] for SU(N) -instantons (cf. sections 2.4.2 and 2.4.4). Given the propagator/partition
function for a (anti-)single instanton Ziyg = Zi— = (v & 1|e~%ist|v) and the DGA, one
constructs the full instanton partition function incorporating all n - instantons in the

periodic potential’s 6 - ground state in two steps. Firstly, the instanton partition function

B Usually, the dilute instanton gas approximation is abbreviated as DIGA, but since in section 2.4.4 we employ
this approximation to QCD - instantons at finite temperature, which are called calorons, we leave out the
“I” in DIGA.
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Zinst is modified in the physical ground state (2.4.8)
<9/‘67Hfm5t‘9> _ Z eit/é’fiye <XV/‘€7H&““’XV> _
vV vEeZ

_ Z eiz/’(a/,a)ei(y’,y)ﬁéy/_y;tlzinst — 271'(5(9/ . 9) Zinsteiia '
VI veEZ

(2.4.9)

Zinst./ﬁ (0)

The overall factor ), ., eV (0'=0) — 975(#' — 0) shows that instantons transitions cannot
connect physical ground states of different phases 6’ # 6, i.e., different 6 - values describe
entirely different systems (different universes in the case of QCD). Furthermore, in the
case of ¢’ = 0, the diverging factor §(0) (or >, — oo) reflects the fact that there is an
infinite number of equal “starting points” X, for instanton transitions. This prefactor
cancels after appropriate normalization. Secondly, for well - separated instantons and
anti-instantons the action exponentials commute and the n - instanton partition function
thus factorizes. The full DGA - partition function is then given by a linear superposition of
n - instanton partition functions analogously to (2.4.8):

<9| Z e_Hn_mSJn.inst|9> = Z Zn-inst(e) =

nez nez
n n_ 5n,n —Nn_ n n—
=@2m)mtrso) Y m(zﬁm(@)) (Zam(0))" =

n,ny,n_ €7Z

= (2m)"™+ "= 6(0) exp(Zinst eie) exp(Zig: e_w) = (2m)"+*"=5(0) exp (2 Zinst cos(8))

st

Zpca(0)
(2.4.10)

One notes that the full DGA partition function Zpga(6) is completely determined by the
parameter # and the single - instanton partition function.

2.4.2 Vacuum Topology, Instantons and Calorons

Having discussed instantons in simpler toy models in section 2.4.1, we now introduce
them in SU (V) - gauge theory relevant for QCD. At first, the zero temperature instanton
is going to be discussed and then its finite temperature generalization, the caloron.

Topologically non - trivial QCD Vacuum Structure

As in the toy models, SU(N) - instantons describe tunneling effects in imaginary time.
The potential landscape in which these tunneling processes take place is now given
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by the topologically non - trivial vacuum structure of SU(N) gauge theories. As we
stated at the beginning of the introduction 1.2, the mathematical discipline of topology
studies the global properties of geometric objects/spaces and maps from one space to
another which are preserved under local continuous deformations. This also means that
topological invariants are necessarily global properties independent of any local features.
Two geometrical objects or spaces are called topologically equivalent if they are linked by a
homeomorphism, a topological isomorphism that describes such a continuous deformation
of the one object into the other and vice versa. Any homeomorphic spaces also agree in
their topological invariants. Homotopy of maps between topological spaces is another
important topological property. In detail, two maps f,g : M — N between topological
spaces M and N are said to be homotopic if there exists a continuous family of maps
hs : M — N with s € [0,1] and hg = f, h1 = g. For the spaces under consideration in
this work, namely n - spheres S, two maps f, g : S™ — S™2 are homotopic if their images
are homeomorphic. An extensive introduction to topology and its applications as used
(implicitly) in this work is presented in various works, e.g., [135-137].

To establish the connection between gluonic SU(N) - vacua and topology [138], first
note that these states minimize the Euclidean YM action Syy = ﬁ Jra d*x tr(GH GH)
(cf. (2.2.26)): they are pure gauge configurations

su(N) 3 AL (X) = iQ(X)o*Q Y(X), Qe SU(N) (2.4.11)

for which the Euclidean field strength (cf. (2.1.21)) and therefore Syy vanish. These
vacuum states are gauge transformations (2.1.19) of the trivial vacuum A%,. = 0. It turns
out that the defining maps (2 fall into homotopy equivalence classes of maps R* — SU(N)
labeled by integer winding numbers/topological charges n € 7.%°

As a toy model one considers closed homotopic maps 9, : S — St with 9,,(0) = 9,,(27)
and n € Z as depicted in figure 2.5. The most important such maps are 9., (¢) = ¢™%. The
winding number n = ;- f027rdcp 9,0,9,,1 now counts how often the straight line - circle is
wound around the dashed line - one. This integral is invariant under continuous (closed)
deformations ¥,, = 9,, + id,(¢)V,, and thus a topological invariant. With neither cuts nor
reversals (passing through itself completely) of the mapped lines being allowed continuous
deformations, the 1J,, form distinct equivalence classes. Two equivalent maps ¥,, and ¥/,
of the same n are homotopic and the equivalence classes are labeled by the winding
number. Indeed, every map ¥,, is homotopic to the 9, of the same n and thus falls into
the corresponding equivalence class. One also notes that combining two maps J,, and ¥,/

2618, 33, 116, 130, 131, 138]
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Figure 2.5: The maps ¥,, : S! — S! mapping the solid circle onto the dashed circle.
The paradigmatic map with winding number n = 0 is the trivial map
9o(p) = €|, —o = 1 which maps the solid circle onto a single point. Any
other path 9y(y) that does not fully wind around the dashed circle can be
contracted to a single point, meaning that v, is homeomorphic to 9, and also
has winding number 0. If the path winds around the dashed circle n times,
where negative n describe a winding in the opposite direction, the winding
number is n. An addition of a partial winding (like for n = 0) to a full winding
can again be “contracted away” and thus has no topological impact, leaving
n unchanged (cf. (2.4.12)).

by concatenation, the resulting map

Un(2¢) t0<p<m

- 2.4.12
V(20 —27m) 1w <p<2r ( )

’l9n * 7971’(90) = {

falls into the equivalence class with winding number n +n’. Treating this concatenation as
a group operation, the homotopy equivalence classes form the homotopy group 7 (S!) = Z
of maps S — §1.27

To translate the above toy model to gluon vacua, i.e., maps Al : R* — su(N) de-
fined by (2.4.11), one considers both “sides” of the map separately. Firstly, one requires
limg ,  Avac = 0,i.e.,limgz _, Q= 1-const., and up to a trivial rescaling this allows
one to restrict the vacua with lim5 _, _ 2 = 1. As a consequence, all points at infinity
become indistinguishable from the point of view of the gauge field and can thus be iden-
tified; infinite Euclidean spacetime R* is thus compactified to a 3 - sphere Sgpace. This is
analogous to how the stereographic projection S? — R? maps the north pole of the sphere
to all points at radial infinity (cf. figure 2.6). Secondly, according to Bott’s theorem [139],
for any map S® — G with G a simple Lie group like SU(N), only an SU(2) - subgroup of

27133, 130]
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north pole
Q—Q

P’ Q

T
P

Figure 2.6: The stereographic projection S? — R? in the y = 0 plane/axis. The points
P,Q € S? get mapped to the points P/, Q' € R2. From this construction one
sees that the north pole gets mapped to all points ||(z, y)|| — oo, independent
of the direction. An inverse map thus compactifies the infinite R? to the finite
52 and identifies all of infinity with the single point at the 52 - north pole.

Figure 2.7: The maps 2 describing gluonic vacua as introduced in (2.4.11). Due to the
vanishing of A,,. at spatial infinity independent of the direction and Bott’s
theorem in [139], only a compactified spatial 3-sphere gets mapped onto a
group 3-sphere.

G is “topologically active” and relevant for the maps. In other words, any map S® — G can
be continuously deformed into map S® — SU(2) C G. Therefore, one only has to consider
Q: S3ace = SU(2) and, using the fact that SU(2) = S3,,,,, one finds that the vacuum

according to

configurations are topologically determined by maps (2 : S_f’pace — Sg’roup
(2.4.11). This is shown in figure 2.7. The gluon vacuum states can thus be written as

A | g (v
A _ vac., su(2) 2x(N—-2) > (2.4.13)
vac., su(N) ( O(N—2)x2 ‘ O(N—2)x(N—-2)

up to residual gauge transformations, which do not alter the su(2) - vacuum topologically
or only change the embedding of the su(2) - object in the su(N) - matrix.28

28133, 38, 130, 131, 140]

50



Analogously to the S — S -toy model, one can define a winding number v for the
gluon vacuum. On the level of the maps 2, : Sg,ace — Sgroyp it iS given by the Pontryagin
index. Using the angles o;, i € {1, 2, 3} to parametrize the spatial 3 - sphere, the Pontryagin

index reads

1 iy
Z>v[Q)] = 242 /53 d3<p glik tr(Q,,B%QIjl an@jg;l anckaj) _ (2.4.14)
space
= — ’ 3, 5l ~peBy a AB A7
= “inz 4 tr(Af) A ALy » (2.4.15)

with n# the unit normal vector of the infinite 3 - sphere S3, = 9R* and A(,) a vacuum
state with winding number v. The integrand in (2.4.14) can be viewed as a suitable
measure for integration in group space, since it is invariant under local deformations, i.e.,
small gauge transformations. As in the toy model, there exist paradigmatic maps

Q, - Z("T)R“X” L0, =(Q,) with o =(F1-i) & (o) =(& 1) (2.4.16)
which “define” homotopy classes labeled by the Pontryagin index as in the toy model.
Note especially: Q , = @2X2

Here it is important to differentiate small and large gauge configurations. Small gauge
configurations defined by Qqnan = Qo = e“ma’” T ¢ su(N) the Lie group generators,
are those gauge configurations that can be built up from infinitesimal gauge configura-
tions via exponentiation, i.e., the Q. are continuously connected to 1 at all X and
the Agmall gauge €an be continuously deformed to 0 everywhere. This is not the case for
large gauge configurations defined by Qyarge = Q20 = ™™ however, instead they
are discontinuous at least at one point, where Ajarge gauge 1 then singular. Obviously, small
gauge transformations leave the homotopy class or winding number of a gauge configura-
tion intact, while large ones change it. In terms of the w, the difference between small
and large gauge configurations is thatlimz _, __ Qsmay = 1and lim g _,  weman = 0, while
only the first is true for large gauge configurations. Defining a concatenation analogously
to (2.4.12) as a group operation for the maps €2, the vacua again form a homotopy group
n3(83) = 7.2°

As stated above, gluonic vacua of different winding numbers fall into different homotopy
equivalence classes and cannot be connected via regular (i.e., small) gauge transformations.
Therefore, these gluon vacua must be separated by an energy barrier Fyy = Lym g > 0
given by the gluon states separating the vacua. The resulting periodic energy landscape is
sketched in figure 2.8 and is analogous to the periodic potential in figure 2.2b.3°

218, 33, 38, 130, 131, 138]
30138, 130]

51



>
Ay A An) Aw)

Figure 2.8: Potential landscape for gluon vacua. The gluon vacuum configurations A,
minimize Sym e > 0, any other gluon configuration therefore carries larger
action/energy which defines a periodic potential landscape analogous to
figure 2.2b.

Instantons, Vacuum - Tunneling and the 6 - Vacuum

Like in section 2.4.1, the distinct v - vacua can again be connected by instantons, i.e.,
tunneling procedures “through” the energy barriers depicted in figure 2.9. These instantons
can then either be understood as “starting out” in one A, for  — —oc and “ending up”
in another A,/ for £ — oo or, in a more topological approach, as local, yet topologically
non - trivial, gauge field configurations that change the global, topological properties of
the gluon vacuum. These properties are found by integrating over all of R*. An intuition
for this is the hole pierced in a sheet of paper discussed in the introductory section 1.2.3!

The instantons serve as classical solutions in the stationary phase approximation for
tunneling processes from one vacuum homotopy class to another. Therefore, they have to
be of finite YM action Syy = ﬁ Jra d'x tr(G**G*) and approach pure gauge configura-
tions fast enough as R — oo. In detail, the field strength has to fall off as O(R™%), a > 2
for R — oo and therefore the instanton field configuration approaches pure gauge form
as R — oo [141, 142]:

lim A" =iQd"Q 14+ OR™Y), b>1. (2.4.17)

— inst
R— o0

Also, the instantons share the symmetries of the spacetime R*: they are covariant under
rotations, translations and dilatations, i.e., the changing of scales. Plugging this form
(2.4.17) into the Pontryagin index (2.4.14) yields a result similar to (2.4.15) with an
additional term since the instanton field strength does not vanish identically as for vacuum

configurations:32

3118, 33, 38, 130, 131]
*2Here and in the following we drop the subscript “inst.” and similar ones in instanton/ ... field strengths.
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instanton tunneling .-’
n=1

Figure 2.9: Instanton tunneling in the gluon potential between topologically distinct vac-
uum configurations. As in section 2.4.1 (cf. (2.4.6) and figure 2.4a)), the
instanton approaches the vacua asymptotically as ¢ — +oo, whereas the
actual transition happens “almost instantaneously”.

_ 3 ¢ B 1
Z 3> nlAins] = BRS pnt et i <2 13 Aot Alnst Afnse + WA;;ﬁGﬁV) . (2.4.18)

/

K~

This surface integral can be rewritten as a volume integral of the total divergence 0" K*,
which can in turn be rewritten as a simple expression of field strengths only

Z3nAng] = | XK' = — [ X a(GG™) = [ d'X ¢o(X), (2.4.19)
R4 167T2 R4 R4

where G# = Le#v@fGo8 s the dual instanton field strength. Note that 1e#8Gof = Gmv,
while LemmembuG, o — —Gmim, This integer n is called the instanton winding number
or topological charge and the integrand ¢, is called the instanton’s topological charge
density. Commonly, one speaks of instantons for n > 0 and anti-instantons for n < 0.3
The link to tunneling between different v - vacua is most obvious in temporal gauge
A* = 0. One can always enforce this gauge condition by performing a gauge transforma-
tion (2.1.19) with U = T exp (— i fg dt’ A} (X)), where T is the time ordering operator
as in (2.2.29). Then one deforms S3, = OR* into a hypercylinder as depicted in fig-
ure 2.10. The top and bottom sides stand for the 3 - dimensional space at infinite time

LII = = Sf’: ., and the surface II, corresponding to |):( | — oo and finite

Rﬂiﬁioo +

3333, 38, 131, 132]
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Figure 2.10: The boundary 0R* of infinite Euclidean spacetime deformed into a hypercylin-
der: I and III describe the infinite 3 - space at positive and negative temporal
infinity £ — +oo (here compactified to 3 - spheres Sf’: ioo), respectively, IT is

the connecting surface at spatial infinity | X| — oo.

times, joins them. Then, the instanton winding number can be directly related to the
difference of vacuum winding numbers for ¢ — oo and ¢ — —oo using (2.4.18):

[o.¢]
n= [ donrKF = / ol KF — / d*pnl K" + / di / d*(cylinder) nfi K" =
S3. I 111 —oo JII

=v(t = o00) —v(t = —00).
(2.4.20)
The second line in (2.4.20) is obtained as follows: the field strength falls off as R — oo
and thus the second term in K* (cf. (2.4.18)) vanishes on all surfaces I, II and III. Since
nim = £é4, the integrands in fI,III get reduced to those of the Pontryagin index (2.4.15) in

i

temporal gauge — ;5" tr (AZ('V) Agu)A’(“y)) and the integrals [} ;; yield the winding numbers
of the vacuum configurations the instanton reaches as ¢ — +oo. The integrand of [
vanishes, as ny is purely spatial (i.e., nj; = 0). This means that the integrand has to contain
one field component A} . = 0 due to the Levi- Civita symbol. All in all, an instanton of
topological charge n indeed describes a tunneling process from winding number v to
winding number v + n.34

In order to find explicit instanton configurations, one can solve the Euclidean YM
equation of motion D*G*” = 0 (cf. (2.1.23)) in temporal gauge given the boundary

conditions lim; , 4 Ainst = A(y4n),()- An easier approach, however, is to employ the

341131, 140]
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fact that G* G = G G* and expand the YM action as

1

SYM[A(anti-)inst] = TQQTI'(G“VG#V) =
1 v 2y o LS gy < 8T (2.4.21)
== r.g2Tr((Gu :F G,LL ) ) :i: 27‘92Tr(G'u G'LL ) 2 gT |n| s

>0

where we used the notation Tr(-) = fR4d47{ tr(-) for the full operator trace. In general,
the Tr - integration is to be thought of as taken over the appropriate spacetime and the
trace in the integrand is over all uncontracted index pairs. Also, +n = |n| withn > 0
for instantons (—, +) and n < 0 for anti-instantons (4, —) was used. This is called the
Bogomol’nyi inequality [143]. Instantons and anti-instantons minimize Syy; and thus have
to satisfy (2.4.21) as an equality, which in turn means that the instanton field strength
and YM action Sym[A anti-)inst] satisfy

Gﬁ;t = Gi!g;tv G:rlllti-inst = _Ggrlllti-inst (2.4.22)
872
= Sym[Antiyinst] = ? n]. (2.4.23)

Instantons (and anti-instantons) that satisfy (2.4.22) are called self - dual (anti-self - dual).
A straightforward calculation shows that (2.4.22) is a sufficient condition for the equation
of motion to be satisfied. However, it is not a necessary condition, i.e., other instanton
solutions which do not satisfy (2.4.22) are possible, but usually not considered. A general
mechanism for finding solutions to (2.4.22) is provided by the Atiyah - Drinfeld - Hitchin -
Manin (ADHM) construction [144]; for the purposes of this work, instanton solutions
with n = +1, so - called Belavin - Polyakov - Schwartz - Tyupkin (BPST) instantons [27] are
sufficient. Both the ADHM construction and the BPST solution are limited to R*, however.
This means that dimensional regularization, for example, is not available in a theory
with a classical instanton background, as there is no known expression for instantons in
4 — 2¢ - dimensional spacetime.3®

The BPST instanton is found using the ansatz Ahyer = f(R) - i€0#Q 1. Plugging
this into (2.4.22) yields f(R) = ﬁ;fiw

interpreted as the size of the instanton comparable to #;,s; ~ 4a of the tunneling solution
(2.4.6) in the double well potential (2.4.5) in section 2.4.1. With the explicit forms of €2;

where p is a constant of integration and can be

35133, 38, 131, 132]
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and Q_; (2.4.16) for the instanton and anti-instanton, respectively, one obtains

Afpsr =27 (2.4.24)

H _9=apy __\** V) Y
AdntipsT = 27 (X—0)2 2 2 ) (2.4.25)

where the additional free translation parameter C* was introduced, which denotes the
center of the instanton analogously to ¢ in (2.4.6). The BPST instanton and anti-instanton
are given in terms of the 't Hooft and anti-’t Hooft symbols ¥ = g4  angsrd — gavsnd
and o = g#wd _ jargvd 4 54 respectively; in matrix form they read:

0 0 01 0 0 -1 0 0O 1 0 O
o _ |0 0 10| s _[00 0 1] 4. [-10 00
1 0 -1 00" 10 o of " 0 0 0 1]

-1 0 00 0 -1 0 O 0 -1 0
0 0 0 —1 00 —1 0 0O 1 0 O
{00 1 0}, o0 0 1) g, [1 00 0
0 -1.0 0]’ 1 0 0 0]’ 0 0 0 -1
1 0 0 0 01 0 0 0O 01 0

(2.4.26)

They are self-dual and anti-self - dual, respectively, satisfying n®" = 1e#***p®** and

parv = —LervrApard [141]. The 't Hooft symbols link the group space generators %- and

the SO(4) generators of rotations in R* (the Wick rotated Lorentz group generators, cf.
section 2.2.4) in the sense that —in **¢® and —in **o® are both generators of SO(4). This
also shows the implicit rotational symmetry of the instanton: the generators —i 1 "/ o®
transform under the adjoint representation of SO(4) - rotations S°, i.e., —i ) *o® —
Sre ' aafze =18V while the coordinate vector transforms as X” — S*7X". Together,
this means that the instanton is covariant under spatial rotations, it transforms like a
constant vector. The BPST instanton Lagrangian Lgpst o< G**Y G = #ﬁpifﬂf also
shows the expected rotational invariance.3®

The instanton size p and its center C* are collective coordinates as 7, in section 2.4.1.
Since the BPST instanton as an su(2) - object is embedded into a larger N x N matrix
analogously to (2.4.13), there are additional collective coordinates that either leave the

instanton unchanged or simply change its embedding. They are discussed in more detail

3618, 38, 130, 132, 140]
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in section 2.4.3 and it is shown that there are 4N — 5 of them. In total one thus has 4N
collective coordinates for an instanton in SU () gauge theory.

The BPST (anti-)instantons (2.4.24) and (2.4.25) are given in regular gauge. This means
that all of their topological charge is “stored” at spatial infinity where they approach pure
gauge form. Since the (anti-)self - duality condition (2.4.22) and the equation of motion
(2.1.23) are gauge - covariant, the BPST (anti-)instantons can be gauge transformed

with the singular gauge transformation (cf. (2.1.19)) U = % into their singular
gauge - expressions
2 YaAYZ a
- ; - = auy p (X — C) g
Agpsn sing. UAgpsy U™ +iU"U™! =27 (X —C2((X -C)2+p?) 9
(2.4.27)
2/ raiYZ a
- ; — apy p (X — ) g
Al neiBpsT, sing — UAfippst U~ +iUMU™ = 20" (X —C2((X -C)+p?) 9
(2.4.28)

Note that in this gauge 't Hooft symbol in the instanton is replaced by the anti-’t Hooft
symbol and vice versa for the anti-instanton. More importantly, however, in the singular
gauge all topological information is moved to the singularity at the instanton center C' and
“the winding about this singular point corresponds to the winding at infinity of the regular
instanton” [145, p. 52]. The singularity in A, is just a gauge artifact and not physical,
however, since A itself is not physical either - in the sense that it is not an observable. In
all physical quantities, like the field strength G, for example, the singularity is removed.
Nevertheless, even in physical quantities a discontinuity may remain at the instanton
center C, so that they are “only defined on the punctured euclidean space” [145, p. 52].
This is important for our numerical calculations in section 3.1.2. In singular gauge the
BPST instanton can also be written as

2
- p
AgPST, sing = _na/,ujal/ hl(]. + ()(_C’)2> (2.4.29)
and analogously for the BPST anti-instanton. This form allows for the generalization to a
configuration of NV BPST instantons with sizes p; and locations C;

N 2

p.
AH o= 1+ Y — | (2.4.30)
N x BPST, sing Z (X _ Cj)2

j=1

an N - BPST anti-instanton solution is constructed analogously. This form and the singular
gauge choice in general is often beneficial in explicit calculations and is indeed required
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for the construction of finite temperature instantons, as we are are going to elaborate
below. In the following, instantons are always thought to be in singular gauge and the
subscript “sing” is dropped.3”

A theory with instantons is quantized using the background field method: the gauge
field is set to be A* = Aﬁlst.’ au(v) T Aﬁm, where the instanton is taken as embedded in an

N x N matrix and Af, describes a quantum perturbation around the classical instanton;
all other fields {¢qm } have no classical background and are thus purely quantum. Then
one determines the full partition function up to some desired order in quantum fields
and integrates out said quantum fluctuations order by order, obtaining a (1 - particle -
irreducible) effective action I'[Ajpg). In this work, the quantum fluctuations are considered
and consequentially integrated out up to second order O({¢qm}, Aqm)? (analogously to
(2.4.3) and (2.4.4)). An advantage of this approach over, for example, perturbation
theory is that only the quantum fields propagate, the classical background is assumed
as stationary. Therefore, one has to perform gauge fixing only for Ay, and can choose a
gauge condition that respects the background field and its separate choice of gauge. In
this background gauge, the effective action I' then turns out to be automatically gauge
invariant. This background field quantization is performed in detail in section 2.4.3.38

As a consequence of the presence of instantons, the physical gluon vacuum can again
not be any of the now degenerate v - vacua A,, but again has to be a Fourier series - linear
superposition (cf. (2.4.8) for the periodic potential in section 2.4.1)

0) =Y e ™Ay =D e ™). (2.4.31)
veEZL vEZL
The BPST instantons and general instanton configurations with topological charge n then
leave this 6 - vacuum invariant up to multiplication with a phase factor ¢, Mathematically
speaking, one can define “translation operators” T+ and T,, in v - space corresponding to
the BPST (anti-)instanton and general instantons, respectively:

Telv)y=vxl)y, T,|v)=|v+n)

= Ti|0) =eF)0), T,|0) =™ |0) .
Since instantons are gauge field configurations, these operators define unitary transforma-
tions, which again fixes the structure of the 6 - vacuum: |#) has to be an eigenstate of the
T,, and the corresponding eigenvalues have to be complex phases, therefore |6) is given

as a Fourier series. The instanton operators also satisfy T,| = T,,! = T_,, (unitarity) and
[Ty, T] # 0 (SU(N) - instantons do not commute).3?

(2.4.32)

37138, 131, 132, 140, 141]
38138, 141], [4, p. 734]
39138, 138, 140, 146]
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Using the operators (2.4.32), one determines the the partition function for an n-
instanton in the background field method A* = Afl Cinst T Afm describing tunneling from
|v) to |') analogously to the tunneling propagator in a periodic potential discussed in

section 2.4.1 ([33, 38, 140], for example):

lim <V/ o~ H(An ins) A ’ ,,> = (V| Ta|v) = (0| T_,/ T, T, |0) =
At — o0
_8n?in| —
= 5u’—u,n /@Agm e 9 exp < /d4X(Eint(An-insta Aqm) + Egauge + 'Cghost)) .

= Zn—inst

(2.4.33)
Here the YM action of the background instanton can be calculated explicitly (2.4.23). The
introduction of the T - operators is important, as it generalizes the action of an instanton
and makes it independent of the explicit tunneling picture conveyed by (1/|e~H (An-ims) AL )Y
The tunneling picture only holds in the temporal gauge, as was shown in (2.4.20), and is
incompatible with finite temperature instantons, as we are going to show in section 2.4.4.
The result (2.4.33) also determines the n - instanton partition function in the physical
6 - vacuum, which is calculated analogously to (2.4.9):

<9/ } T, ‘ 9> _ Z eiu’e’—iue <V/ ‘ T, ‘ V> _

vV vEZ
= Z eiul(b"—e)ei(yl_’/)e <V, } T, ‘ V> - Z eir/(e’—e)einé’ Zn inst =
v, vEeZ v eZ (2.4.34)
= 27’[’(5(0’ - 9)/ @Agm exp (— /d4X(£int + »Cgauge + ['ghost _Zeqn(X)>>

~~

= Zn- inst(e)

The factor 276 (6’ —0) again shows that instantons cannot connect different 6 - vacua and for
0" = 0 there are infinitely many “starting points” A, for the instanton transition reflected
by 4(0). Most importantly, however, the phase factor ) _, ei(”'_V)eé,,/,V,n = ¢ was
. . . . 1] AUV v
absorbed into the action by adding the 6 - Fe_rm —i0q = — 15 tr(GZ_instG’;_in'st) (2.4.19)
to the Lagrangian. Therefore, the non - trivial QCD vacuum structure described by the
6 - vacuum enforces the addition of the # - term to Lagrangian. This is the reason why it was
called “naive” to discard the 6 - term in section 2.1: it does not contribute perturbatively or
in the equation of motion, but instantons are non - perturbative effects which necessitate
the addition of this term to the action.*°

4018, 381
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It is also important to note that while the “naive” QCD action is shifted from acting as
a phase factor in real time ¢ to an exponential damping factor in Euclidean spacetime
with imaginary time ¢, the € - term is covariant under the Wick rotation and thus remains
oscillatory. The reason for this is the Levi- Civita symbol in the dual field strength. In
Minkowski spacetime, the corresponding term is [, s d*x 3 imampuon GPIOMGPMM and
due to the ¢ - tensor every index Oy, {im} can always only appear once, i.e., the integrand
is 2 G'm2uG3vOn 4 permutations (note e1,2,3,0, = 1 and the factor 3 is canceled due to
the anti-symmetry of both £ and G). Wick rotation yields i G'2G3* + permutations and the
factor i combines with the factor —i from Wick rotating the temporal measure d¢ — —i dt.
Therefore, adding the - term in imaginary time equals to adding the same term in real
time. [140]

We do not introduce the dilute gas approximation (DGA) for instantons at 7' = 0 and
instead postpone it to section 2.4.4, where it is discussed in the context of finite-T
instantons, i.e., calorons. The reason for this is also discussed there.

Topology at finite Temperature

After the above introduction to topology and instantons at finite temperatures, we now
generalize to finite temperatures described by the spacetime R3 x Srla 4.5/ (cf. (2.2.23)).

The intricacies of thermal SU(N) - gauge theory topology are discussed at length in [54],
which serves as the source for the following. It is shown that the topological charge
(2.4.19) is no longer automatically quantized at finite 7', but can instead take any value.
In detail, it is given by

= 1617T2TI(GW’GW) =n'+ ﬁ aRSQSO n‘tr(In(Q)B") = n' + az:o lnéj\r? ) Qo -
(2.4.35)
Here n’ € Z is the usual Pontryagin index (2.4.18), Q(X) is the untraced Polyakov loop
(2.2.29) and B is the chromo - magnetic field. The A\3°, o = 1, ..., k are the gauge - invariant
asymptotic, non - degenerate polyakov loop - eigenvalues at spatial infinity and the integers
Go = = /. aRgdzap n'tr(P,B%) € Z are the quantized chromo - magnetic fluxes; the P, are
projectors onto the R? x Srla d=8/5." subspaces spanned by the \5° - eigenvectors.
Actually, the €2 - eigenvalues )\, j(X) have multiplicities j = 1, ..., m, and the P, project
on the subspace spanned by the eigenvectors associated to these degenerate eigenvalues,
but as R — oo, the eigenvalue degeneracy vanishes as lim g, oo Ao j = A3 + (’)(Rfl/ 2)
so that the Polyakov loop reads lim r _, o Q(X) = V(X)diag(A>)V~1(X) + O(R~1/2)

with V' € Sg(oiv) and G = U(1)""! @ [[5 _, SU(m,) the isotropy group of diag(A\).

n
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The Polyakov loop therefore provides a map dR? = S2, — ngw ) Analogously to the
maps S5, — SU(2) discussed for the gluon vacua, such maps form a homotopy group
7o(SU(N)/G*®) = 71(G*) = Z**! and the ¢, can be interpreted as the corresponding
winding numbers.

For vacuum configurations the chromo - magnetic flux vanishes ¢, = 0 Va and the
A0 distinguish gauge inequivalent vacua. We limit ourselves to the simplest choice
diag(A\y) = lim g, oo exp (BA°(X)) = 1. The reason is that for instantons at finite tem-
perature, i.e., field configurations with n’ # 0 and ¢, = 0, it turns out that only those with
diag(A>°) = 1 contribute to the partition function. Therefore, in the following, vacuum
and instanton configurations at finite temperature are described by structurally identical
topological invariants as at zero temperature.

Calorons

Instantons at finite temperature are called calorons and their existence was first proven
in [28]. As any boson they are periodic in (bounded) time ¢ (cf. (2.2.23)) and can thus
be constructed by periodically summing up infinitely many identical “time - copies” of a
single 7' = 0 -instanton separated purely in time ¢ by units of 3. The resulting caloron
then has the same topological charge as carried by each of the time copies. For this
summation and the subsequent compactification of spacetime in the temporal direction
R* = R3 x Sra d. =5/, O make sense, one requires that each member of this “infinite string

of instantons” carry its topological information at its center and not at the edge of R%, i.e.,
the summed up instantons have to be in singular gauge and the resulting caloron is as
well. This procedure is illustrated in figure 2.11.4!

The simplest such caloron with topological charge n = +1 is called the Harrington -
Shepard (HS) (anti-)caloron [147] and is constructed by summing up infinitely many
singular gauge - BPST (anti-)instantons (2.4.27) according to (2.4.30) with p; = p and
C; = C + jpés, j € Z. This sum can be performed and reads

2

1+Z =

jEZ CC4+]/B))

np? sinh(2%|)€ =yel)
4 ik — $(X). (2.4.36)
gl1X -C ](cosh(2%]X — C']) — cos(25(t — )

Using the multi - BPST instanton form (2.4.30) together with (2.4.36) then yields the HS
caloron of size p centered at C"

41 [54]
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2B feeee .

Instanton > sum up
‘ periodically

_B ....... .......

Figure 2.11: A caloron made up of an infinite sum of periodic instanton copies in the
temporal direction. The instanton copies have identical properties and are
separated in the 7-direction of R* by units of 5. This summation yields an
overall temporal 3 - periodicity of the caloron, therefore essentially compacti-

fying the spacetime R* — R* x S,y _,, .
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AL(X) = =7 0¥ In(¢(X)) Z

L (2.4.37)

2

and analogously with n*** for the HS anti-caloron. The HS caloron is singular at its center
and covariant under spatial rotations SO(3) C SO(4). The singularity can for example be
mp2(Z—C%) (27rR COSh(Q%R)—Qﬂ'B sinh(2%R)) (Cosh(Z%R)—cos@%t)) —27R sinh2(2%R)

BR3 (cosh(%)—cos(z%')%ﬁ(){)

for R = ])? — €| \, 0 it diverges as R~!. The dependency on the coordinate Z breaks
rotational invariance, but, by the same reasoning founded on (anti-)’t Hooft symbol - based
SO(4) - generators as was discussed below (2.4.26), the caloron is again covariant under
spatial rotations (since ¢(X) is SO(4) -invariant and 0" transforms as a vector). The full
SO(4) - covariance is broken only by the boundedness of ¢. By design, the HS (anti-)caloron
satisfies the (anti - )self - duality condition (2.4.22) as well as the equation of motion and
has a classical YM action of Sym[A@ntiyus] = iggij (cf. (2.4.23)). Furthermore, as we
stated in our discussion on topology at finite 7, the caloron winding number is given by
the same term n = ﬁTr(@‘”GW) as for instantons. Finally, since Ays = Apg, o (2) like
the BPST instanton or the vacuum configurations determined by the maps (2.4.16), the
full su(V) - configuration is again given by an embedding analogous to (2.4.13):%?

: 2z _
seen in Ajjg = —

Ags ‘ O (v—2) )
, _ ) (2.4.38)
HS, su(N) ( O(N_z)XQ ‘ O(N—Z)X(N—Q)

In the limit of small distances |(X,¢)| < 3 the HS caloron takes the form of a BPST
instanton in singular gauge

IX| <8 252 (X -C)y o°
w ~  —=apv e 4
A = 1 oo i3 (1+0(1x1/8)") (2.4.39)
(cf. (2.4.27)) with modified, reduced size
p= (2.4.40)
1+ 55

The same is true for the HS anti-caloron and BPST anti-instanton given in (2.4.28)). This
means that on length scales much smaller than the temperature/periodicity scale the
caloron is identical to an instanton with modified size p and the actual 3 periodicity is
concealed in the far distance 43.

42154, 140]
43 [54]
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The resulting field strength component G*¥( Aysg) is not rotationally invariant, either,
but, as was noted below (2.4.27), the the Ays - singularity is now “only” a discontinuity
at the caloron center C. Both of these properties are illustrated in figure 2.12 for the
example of the G - component. Note, however, that actual observables constructed
from the field strength do turn out to be invariant under spatial rotations, as we are going
to use repeatedly in the numerical integrations of section 3.1.3 and as we discuss in some
more appendix 3.3.

Finally, note that, as temperature increases, calorons as tunneling solutions eventually
become the subdominant topological transition process since eventually the mean thermal
energy becomes comparable to the potential barrier between different vacuum sectors
A,y and A, . This allows for real time topological transitions, so called sphalerons, to
occur due to thermal fluctuations and dominate the tunneling transitions.*4

2.4.3 Caloron Density with massive Quarks

After having discussed instantons and calorons at length in the two preceding sections
2.4.1 and 2.4.2, we now show how one proceeds to perform the quantization of a theory
with massive quarks at finite temperature and a classical HS caloron background using
the background field method as described in section 2.4.2. In detail, we show how one
calculates the partition function up to second order in quantum fluctuations and thus
obtains the caloron density function.

Caloron Density from the Partition Function

The caloron density D is a way of expressing the regularized, vacuum - normalized caloron
partition function as

Z = BV D + O((quantum ﬂuctuations)g) (2.4.41)

up to 1 -loop order in the quantum fluctuations of the gluonic and matter fields. SV is the
volume of R? x Srla A =8/p." Compare this to the instanton density in (2.4.7) for the toy
model. The caloron density depends, as we show in the following, on the temperature,
the strong interaction coupling strength, the regularization energy scale, the types and
numbers of fields and their masses as well as the representation of the gauge group under
which they transform.*

441148, 149]
4518, 33, 54, 132, 141]
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(a). The HS caloron field strength component :
Glxy(p = g’xvyvout = 1%) (b). Glmy(p = gvmvoa zZt= ﬁ)

(e). G**¥(p=5,0,4,0,t) (f). G**(p = £,0,0,z,1)

Figure 2.12: The HS caloron field strength component G'#¥(p, X) in different planes of

R3 x Srlad vy (here we set the caloron center to C' = 0). If the field strength
- ="/2r

were rotationally invariant, figures 2.12a, 2.12b and 2.12c would be equal as
well as figures 2.12d, 2.12e and 2.12f.
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For a general discussion we therefore extend Euclidean QCD and consider a theory
containing not only Ny quarks ¢y and an su(/N) - gauge field A*, but also N4 real and NV,
complex scalar fields, ¢; and ¢;, respectively. The real scalar fields are uncharged and
therefore transform trivially under gauge rotations (T'sy(n), wiv = 0), while the complex
scalars can be taken to be composite objects containing numerous charged multiplets such
that they form arbitrary representations of SU (V) (compare [141]). We use a HS caloron
with n = 1 (2.4.38) as a classical gauge field background for this extended theory and
show how one obtains the important caloron density function 9D for this theory (following
the notion of the temporal instanton density (2.4.7) discussed in section 2.4.1).

As we stated in section 2.4.2, the caloron is a solution to the classical equations of
motion and thus describes a saddle point of the Euclidean YM action at finite temper-
ature. Following the background field method analogously to the steps from (2.4.3)
to (2.4.4), one considers a perturbative expansion, i.e., a saddle point approximation
using Laplace’s method, of the above theory in the caloron background, rewrites the
partition function in terms of caloron - dependent differential operator determinants and
calculates those. The gauge field then has the form A* = Aﬁs, au(N) T Ajm and the scalar
and fermion fields, having no classical background, are purely quantum/infinitesimal
Gis 05, = diqms Pjqms ¥ qm- Additionally, the background gauge condition

gbackground (Agm) = D¥ (A'LI_LIS’ su(N) )Agm =0 (2.4.42)

is enforced, which means adding a pair of Faddeev - Popov ghosts ¢, ¢ = cqm, ¢qm to the
theory (cf. (2.2.15) - (2.2.17)). These ghosts form an adjoint representation of SU(N).
As we stated, all interactions O(¢;, ¢}, ¢, Am)? are neglected in this approximation, i.e.,
one performs a 1st - order non-linear approximation of the full Lagrangian (2.2.26) up to
1-loop level. All in all, the Lagrangian is:

1 . . . —
L+ Lo = Lym(Ans) + Y 591 Mo (1) + 03 Mo (5) 0 + U My (F)oy +
) g f , y (2.4.43)
vV oav _ ? AUV v
+ @U'(Agm mz Aqm) + Ntr(c mghC) — @tr(G” G* ) s

with £y = —ifq(x) (cf. (2.4.19)) and the differential operators

o My(i) = —07 + M, (2.4.43.a)
o My(j) = —D% arp (Afis, suiny) + M, - (2.4.43.b)
® mw(f) = Z‘lbfund (Aﬁs’ 5u(N)) + Ml/lf = Z'ID(AHS) + quf s (2.4.43.0)
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v 2 v v
o MY = (= D (Aflg )0 — 2G§M(N)>adj (2.4.43.d)

o Mg = _Di, adj (Aﬁs, 5u(N)) ) (2.4.43.e)

where the subscripts “4/—" denote [ - periodicity/anti-periodicity of the respective fields,
the subscripts “arb”, “fund” and “adj” denote the arbitrary, fundamental/defining and
adjoint representation of SU(2) (embedded in SU(N)), respectively, and the factor +
compensates the Dynkin index of the SU(N) - adjoint representation (cf. (2.2.20)). In the
following, D is always to be read as D(Aps). The partition function (neither normalized
by a vacuum background Ay, packground = 0 nor renormalized) is given by

_87'r2 i " _ B
ZHS(G) =€ ?T+6/@[¢i7§0j7§0j7wf7wf’Agm’Qc]e / d4X£> (2444)

where Sym[Apns] was plugged in according to (2.4.23) and (2.4.19) was used. When
referring to the above operators (2.4.43.a) - (2.4.43.e) in a vacuum background, we
denote them with an additional subscript “0”: My , 4 A, gh,0- The caloron density is then
given via Zys = ¥ BV D.40

Laplace’s Method and Caloron Zero Modes

Following the procedure for the instanton toy model in section 2.4.1, one expands the
quantum fields in bosonic eigenfunctions y(X) of their corresponding 91 - operators,
¢i(X) = &5 xg,, AM(X) = £9x5%", etc., with (c-number/Grafmannian) expansion co-
efficients £, and eigenvalues \*: 9x* = A\*x“. The eigenfunctions are chosen or-

thogonal with respect to the inner product (x§,| Xi) = ﬁTr(Xgi (X )th (X)) = ug, 6%,

(XEFIXEHY = WTr(XZ“(X)Xi“(X)) = u4 6, etc., with I the Dynkin index of the
respective representation, e.g., I(def) = I(A) = 1. Now the path integral functional

u

1/2
2‘:’;’) / dg“j;i, etc. (for the bosonic fields) and

20 =11, (ugf)_l/ 2d§$f: etc. (for the fermionic/Grafmannian fields).4”

As in section 2.4.1, zero modes Z* = y* with \’* = ( again need to be treated
separately. Zero modes can only appear for 9t4. To see this, consider the individual
differential operators:

measures can be rewritten as Z¢; =[], (

46154, 140, 141, 150]
471140]
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Scalar fields ¢, ¢ and ghosts c:
Just as the 4 - dimensional Laplacian —93 , — D3 is also a positive operator [151, 152]
and M? > 0, so that M, ,, o cannot have zero eigenvalues.

Quarks 1) :

In an (anti-)self- dual background, 9, and —D? + M? are isospectral, i.e., one can
recast det M, = det(il) + M) in terms of det(—D? + M?) and an exponential factor
depending on the number of zero modes of iI). According to the above, the subscript “—”
in det(—D? + M?) means that the determinant is to be calculated with respect to only the
anti-periodic eigenfunctions. An analogous transformation links det 90, o = det (i@ + M)
and det(—0? + M?). By the same logic as for the scalar and ghost fields, 2, then has no
zero modes. We show this in three steps.

First, we use that zlﬁ + ¢, c € R is self- adjoint with respect to the fermionic inner

product, ((X), /(X ﬁ%ﬂ@@XM W(X) = [P X (X)) (X), ie

B S— 3
(i, ) = / d*X (ipy)y = —/ A* X it DTy TAAy =

8 R R
Josa () ()= [ () (7)o o

B _
—/&Xmmhwwmw.

Here, v*T = —~* and the anti-Hermiticity of the derivative in Minkowski spacetime

GLM = —0y, (given that boundary terms do not contribute) were used. Two fermion fields,

each $ - anti-periodic, are again periodic and thus the boundary terms do indeed vanish.
im

After Wick rotation of any vector v* = especially 0, one finds a mixed behavior of

. )
v

- D
the components under Hermitian conjugation: D*t = { i All in all, the determinant
7

is therefore real: det(ip + M) = det(il) + M) = (det(ip + M))*. Compare this with
(2.1.16).
Second, from det(AB) = det(A)det(B), (v°)? = 1 and {y°,v*} = 0 it follows that

det(i)+M) = det((y°)2(ilp+M)) = det(7®(—ilp+M)~®) = det(—ilp+ M) . (2.4.46)
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Thus, the fermionic determinants can be rewritten in terms of ]DQ and —0?:

det(id + M) = \/det(z‘a + M) det(—id + M) = \/det(a2 + M?) = (det(—0% + M?))?,

det(iIp + M) = y/det(Ip2 + M?2) = \/det(—Dz — %G“V’y“”yV + M?),

(2.4.47)
where the power of 4 (2 after the square - root) in the first line is due to the remaining
1 - matrix in Dirac space and G** = i [D*, D¥] was used. The operator i) + M has no
zero modes for finite M > 0 [140]. To verify that, assume o(X) solves (iI) + M)y = 0
and act from the left with (i) + M)Pg . (c.f. (2.1.8)) for a (an'fie-lz ;:ldflfaclllug?([,)> caloron.
Now anti-commute the right (iI) + M) to the left past Py, to find (1)? + M?)Pg 11 = 0
and use that, for (anti-)self - dual field strengths, [p?Pr;, = —D?Pgy [152, 153]. The
resulting equation (—D? + M?)Pg 1.9ho = 0 has no solution. Either (—D? + M?)1, would
have to yield 0, but, again, —D? is a positive operator and M? > 0, or one would
require Pg 11y = 0, but the eigenfunctions of (iI) + M) have no defined chirality, since
{ilp+M,~5} # 0. Thus, there can only be zero modes for M = 0. Then the eigenfunctions

negative (L) .
positive (R) chirality

come in chirality pairs (as {i[?,7°} = 0) and the zero modes have <
self - dual

(anti -self - dual

Third, the G*¥ - term can be dropped from the expression for det(Ip? + M?), i.e., the

spin - dependency can be eliminated and i) + M and —D? 4 M? are isospectral [61].

We prove that using Jacobi’s formula for the determinant of some matrix/operator A(s):

d, det(A(s)) = det(A(s)) tr(A~Y(s) ds.A(s)). For the operator )? + M? with parameter
M? this means

> caloron fields, i.e, they satisfy PR,Lwé’R =0 [152, 153].

(2.4.48)

1
2 2y _ 2 2
where Tr(-) again denotes the operator trace | fatx tI'Dirac, color(, etc.) ( (X)) X) ) In
[153] one finds the following expansion for the propagator of a massive fermion in a
self - dual gauge field background:
1 1 1

— Pr+ —
D2+ M2 —D? 4 M?2 RT3

d
da?

1
—D? + M?

(]1 .y zp) P, . (2.4.49)

Compare the part in brackets of the second term with the projection operator into the
subspace of i) - zero modes, P, ;. = (1 — Dﬁlb) Py, found in [152, 153]. Expanding
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_D21+M2 = _éQ - ¢ (_]\2[;) 3y, We can isolate this projector:
1 1 1 P, m.
= P P . 2.4.50
D2+ M2 —D? + M? RJrlD—D%(—DQ_jLM?)ID L ( )
Finally, using the identities trpjac(7"v") = —46", trpirac(7?) = tpirac(¥*77~?) = 0 and
tr(P,. m.) = rank(P,. m.) = #(il) - zero modes) = n #, we find for the trace in (2.4.48)
1 1 nf
Tf(zpuw) B 4T‘~’<_D2+Mz) NTER (2451
Solving the resulting differential equation for det(p? + M?),
Ldet(]PQ—i-M?) = det(p* + M?) (4Tr L\ (2.4.52)
dMz —D2 + M? M2 )’ o

by separation of variables gives the desired overall result [60, 154]:

Indet()? + M?) = 4TrIn(—D? + M?) + nyIn(M?) = 4Indet(—D? + M?) + In(M>")

& detMy(f) = det(i) + M) = M™ (det(~D? + M?))* .
(2.4.53)
Let’s assume an additional integration constant ¢ appearing in the integration of the
separation of variables - process. On the one hand, the same considerations with the
identical integration constant ¢ hold for the vacuum case A = 0, since both [ d(det) and
[ dM? work analogously (—D? + M? and —92 + M? have the same M? - dependency).
On the other hand, det(@? + M?)) = (det(—9% + MQ))4. Thus, we conclude that ¢ = 0.8
It turns out that the number n of i]) - zero modes is also determined by the caloron

background. Expand the massless quark field ¢ = &y, ¥ = € jX} in a basis {x;(X)}
—
of orthonormal i) - eigenspinors, i.e., iDx; = A\jx;j, (iDx;) = X;(—zﬂ)) = )\jX} and
il fd*x X}Xk = d;1, together with Grafdmannian expansion coefficients £;. A lengthy
and very technical calculation involving the regularization of the infinite sum X}VSX f
(see for example [3, 130]) shows that the caloron topological charge can be written as
n=—[fd'x X}yf’xj [151, 155]. Using v° = Pr — Pp, = P4 — P? (cf. (2.1.8)), ijf)xj can
be written in terms of the right-/left - chiral 2 - spinors x;r 1. as X;[fy5 X; = X; RXGR ™ X;f. LXG L
Performing the [ fd*x -integral of these spinor products amounts to computing the

*8Any other value ¢ # 0 would cancel anyway after regularization/normalization with the free theory, cf.
(2.4.65) or (2.4.82).
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scalar product of the Weyl spinor fields (x;rr, xjrL) = [ Patx X;[ RLXjRL and since x;r
and x;1. are related via parity transformation, the above terms cancel except for either
Xkxr = 0 or xxr = 0. This corresponds to 4-spinor eigenfunctions of defined helicity
PRLXk+ = Xk +. Since [Pry,ilp] # 0, the only xy 1 to contribute can be zero modes

with A\, = 0. In that case, the two terms in [ fatx X;,Y5Xj yield the number of right- and
left - chiral i [) zero modes ng 1, respectively, and the caloron’s topological charge fixes the
net number of these zero modes [151, 155]:

indextopological(iﬁ) =N =nL—NR = indexanalytical(iw) . (2.4.54)

The relation (2.4.54) between the topological and analytical index of I} is a special case of
the Atiyah - Singer index theorem [156, 157] relating the topological and analytical indices
of elliptic operators on compact manifolds (see also [135]). A caloron configuration of
topological charge n is thus accompanied by a net of n;, — ng unpaired left-/right - chiral
zero modes of iID.

An alternative way of obtaining (2.4.54) is to note that since {7%,i[)} = 0, the y; can
be grouped in pairs (x;, x—; = 7’x;) with opposite sign - eigenvalues (A\j, A\_; = —\;).
The ; are orthonormal by definition and thus the pairs (x;,7°Y;) are as well and do not
contribute to the integrated sum except for A\, = 0 when they share an eigenvalue.*’

In the case of an HS (anti-)caloron with n = 41, (2.4.54) sets n;, = ng + 1 and since
1) in an (anti-)self - dual background has no (left - chiral) right - chiral zero modes, one
finds

(anti-)self - dlEl background

ny In| =1. (2.4.55)
All in all, iI) + m therefore has no zero modes and, equally importantly, it is sufficient
to consider the determinants of —D? + M? (and —0% + M?) for a (free) j3 - anti-periodic
scalar field in a HS caloron background field together with the zero mode of the massless
Dirac operator iI) to calculate the fermionic contributions to the partition function.

Gluon gauge field A*:
The differential operator M 4 (2.4.43.d) has zero modes (as —G;‘i’( ), adi
negatively). Just like in section 2.4.2, these correspond to the symmetries of the caloron

and are parametrized by the corresponding collective coordinates v4°:

can contribute

413, 116, 130]
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e translation invariance of caloron center «+— four collective coordinates C*

» 50

* “dilatation symmetry” >” <— collective coordinate p

* su(2)-caloron Ays embedded in su(NV) - gauge field (2.4.38), i.e., SU(N) - transfor-
mations can change embedded caloron or embedding itself
— global (“rigid”) SU(2) - symmetry acts on caloron in on upper left corner:
Ans — Usy(2)(0) Ans Us}}(g) (¢)

- SU(N - 2) - transformations acting on “unoccupied” upper right and lower left
corner leave caloron invariant, one generator ()‘78 for SU(3)) generates trivially
commuting U(1) - subgroup = SU(N —2) x U(1) = stability group of caloron
embedding
= global “change of embedding symmetry” via G = mﬁg—%\glj(l) ,

Ans — Ug(0)AusUZ (0), dim(G) = N2 =1 — (N —2)2 = 4N —5
< 4N — 5 collective coordinates {©4} = {62}, _ 123U {91}, 45,...AN—5
Allin all, there are 4 + 1 + 4N — 5 = 4N zero modes x%°", ap = 1,...,4N, for an su(2) -
caloron in SU(N)-gauge theory, corresponding to 4N zero eigenvalues A\’ = 0 and

collective coordinates v4°. Analogously to d; X in section 2.4.1, they are of the structure

aAgs’ su(N) (X7 ’?A)
oy

Xyt = 20,(X,a) = + D" Ago (X, 74) (2.4.56)
where the function A, ensures the zero mode Z,,, satisfy the background gauge condition
(2.4.42). Unlike the A* # 0-modes, the caloron zero modes written in the form (2.4.56)
are not orthogonal: (Za,|Zp ) = g% Tr(Z602%,) = Uagpo- The factor g% in the zero mode -
inner product is necessary because the Jacobian matrix U can be understood as a metric in
collective coordinate space and with this normalization the collective coordinate - action
has the same g2 - prefactor as the YM action (cf. (2.1.22)).%!

Continuity®? fixes the integration measures for the zero mode expansion constants
£%5" analogously to the non - zero modes. Due to the non - orthogonality, the total zero

*’Due to the externally fixed scale 3, there is no dilatation symmetry in the usual sense as for the instanton.
In detail, under a rescaling X — ¢X one neither has A — ¢ A, nor is the periodicity preserved. Instead,
the combined transformation X — cX, 8 — cf (constituting a scale transformation p — 2) yields the
desired family of independent solutions and thus the collective coordinate and zero modes [158].

*1[140, 150, 158]

>2Infinitesimal changes to £, e.g., the insertion of an infinitesimal mass for the gauge field, turn zero modes
into non - zero modes for the calculation.
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. . dgeo . .
mode integration measure reads [ [, N /det(U). The integration over the zero modes
is performed by converting the £° - integrals into integrals over the known collective
coordinates %°. For that one inserts an identity into the £',° - integrals similarly to the

Faddeev - Popov gauge fixing procedure (cf. (2.2.15) and (2.2.16))

of
d t S

f('_)”A) = faoéao = - <Agm ‘ Zéfo (F?A)> éao = <A‘1—Lls(:);z4) — Ak ‘ Z«leO (:Y'> éCMo .

)

4N
= [ [ av s F)

ag =1

(2.4.57)

= ~ =, Ofa .
Here (N (f) = 6N (~Upya ™0 ) = 6N (UE) and aﬁgﬁ yields (2 [Za) = Ugoao

as well as a term O(Agm) which first contributes at 2 -loop order, so det a%: =detU.

Performing the ¢’ - integrals cancels the Jacobian determinant det U and the collective
coordinate integrals remain. The partition function then reads

_ _%'H‘e ugi uiugj 1 1 a ok a Jeo o Jo Pl a
Zus(0) = ¢ ¢ / Hfl;[ V or 5 5 o o 466,485, dEE, dEY, A& AR, deg; x

ua
i, J tpy “gh

1 N _
X eXp ( - Z Z <2(£$z)2 gzugl +£$j nggjugj +£$f£$f %fu%f—{_

i?j7f o

1 @ @, o ooy,
+§(5A)2)\AUA + 5gh§gh)\ghugh) ) =

_s2? dpd*c da®ed* 3y —1/2 -1
—¢ s H/ (Vo) Vdet U (det My (i) /(detf))Lp(j)) X
i7j?f

x My, <det(—D3 + M,f,f)>2 (det 94) "2 det Mgy,

(2.4.58)
where the Gaussian integrals were performed neglecting the vanishing eigenvalues \%°
as indicated by det’ 9,4 and where (2.4.53) together with (2.4.55) was used for the
iID - determinant.>?

31140, 141, 150]
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In detail, the caloron zero modes are given by

OAns _ 2 0 0"00"

. 70— _ (2.4.59)
g dp P
A
o Zgw = _% ;f + D' Afg = G (2.4.60)
N 5abau¢ 4 gabcﬁcuuav¢ O.b
o Zgo = Digi(67') 5 = - p 5 (2.4.61)

7,k
HT

u _1\ IOk . EET
« 2", = D" (¢ ) - —he = —((,8)- )¢ (i, —7) “he., (2.4.62)
with ¢(X) as given in (2.4.36) and the 4N — 8 collective coordinates ¥° and generators
T' relabeled with indices j € {£1,42}, k = 3,..., N such that (79> %¥)P4 = §iP§*4 and
Ti<0k —j73>0.k The zero modes are independent of the caloron gauge orientation
described by the 6% and ¥/** and, in fact, orthogonal, so that the resulting U - matrix is
diagonal,

" e
Ucrcv)uw
U: H pr—
(Uaaeb)ab
(Usios )i ANXAN
1672 (2.4.63)
g* )
Z%hm
= 472 p? )
77 L33
27I'2p2

77 L(AN—-8)x (4N —8)

N+7 [ 72,2\ 2N o . . .
and one has Vdet U = 22p5+ (”gé’ ) , which is again 6 - ¢ - independent. If one considers
only gauge - invariant correlation functions, one can therefore integrate out the gauge

1 1 - 4N — N-—
orientations®* [ d*¢d*V %y = vol( SU(N) ) _ 9N-5p2N-2

SUN—2)xU1) ) — (N-DI(N—-2)!"
Before plugging these results into the expression (2.4.65) for the partition function,
one notes that the partition function is infinite without proper normalization with respect
to a vacuum background and regularization/renormalization.

>*This expression for the gauge group volume holds for the choice of Dynkin index Cyef = 1. A different
choice alters the volume but leaves the overall density (2.4.66) invariant.
*°[54, 140, 150, 158]
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Renormalization is achieved by employing Pauli - Villars regularization [159], which
introduces additional copies of all quantum fields with large mass A > My, .. », and min-
imal coupling only to the background. For the vector and ghost fields one introduces fields
Apeavy and cpeayy Which add to the Lagrangian as 5 1 S AL avy . (AHS)Aﬁeavy AZAL . aVyAﬁ cavy
and CheavyMgh (AHS ) Cheavy — AQ@heavyCheavy, respectively. Therefore all physics is understood
as in relation to these heavy particles which probe physics at the asymptotically free UV -
limit. UV divergences then cancel in the difference of two theories (at physical mass versus
at A -mass). Pauli - Villars regularization is required (instead of the more conventional
dimensional methods), since, as we discussed in section 2.4.2, actual expressions for
SU(2) - instantons/calorons are only available in the 4-/3 + 1 - dimensional spacetimes
R*and R® x SL. /,.- The main drawback of Pauli Villars regularization, the fact that
it violates gauge - invariance in non - Abelian gauge theories, does not pose a problem in
this case, since for the background instanton/caloron fields the gauge is fixed prior to
calculations. In this gauge, every zero mode ng 05 A is accompanied by a factor A? and

every zero mode x d} ¢h carries carries a factor A so that one has to modify v/det U by a
factor VAN and finds°®

92N+7 /2 2 A2\ 2N

VdetU = “— <7T i > . (2.4.64)
p g

Combining this determinant (2.4.64) with (2.4.58) and inserting normalization by a

vacuum background (which, in this approximation, cancels the ¢; - contributions), the

overall partition function and the thereby defined caloron density 9 thus read:
8 2

de A2 2 A2\ 2N 1
16 4 P -
Zus(0) =e /dp/d (N DI(N 2>< e ) ke

det M, (A) det M, o(M,,) My, (det(=D2 + M ) det(—92 + A?) 2
Hdet?)ﬁ M )detim%o(A) A\ det(—D2 + A?) det(—@%—i—Mif)

det’ M (A) det/ 9y o det Mgy, det Mgy o(A)
det’ M4 det’ M4, 0(A) det Mgn(A) det Mgp o

(2.4.65)
1% / dpd (T, M,,, My,,p,\) = € BV D(T, M, My, ,A) = (2.4.66)

= €xp ( — Dfermion, complex scalar, gluon and ghost(g)) = ¢ /BV/ dp e ) ) (2.4.67)
0

561141]
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where SV = vol(R*x S | _ = #d*C and v(p) = —In(d) is the negative logarithmic

caloron density, “log - caloron density” for short. We denote the log - caloron density by ~
since BV e [Fdpe(P) = ¢ 1(0) 57

Determinant Ratios and Relations

The instanton/caloron - density (2.4.66) was calculated for the simplified case of mass-
less/almost massless scalar/fermionic fields at zero temperature in [141] and was extended
to finite temperatures in [54].

For T' = 0, My, = 0 and vanishingly small fermion masses My, p < 1, the fermionic,
vector and ghost determinants (2.4.43.c) - (2.4.43.e), using the background gauge and
given a self - dual SU(2) - background, are conveniently related. In detail, one has:

o dot' My = (det(~D2y))" = (det( spml)(det(—Dz))Q(N*”f, (2.4.68)

1
o det Mgy = (det’ Ma) T = det(—DZy 1) (det(~ D2y 0) "7, (2.4.69)
det(—D?) det(—0? + A?
det(—D? — A?) det(—9?

) = ¢o(3)+5n(A0) (2.4.70)
spin 1/2

)
)
. (det(—m) det(—9?% + A2)) o (+3n(Ap)
det(—D2 — A2) det( 2) spin 1
)
)

det My (My,) det My o(A) @453 My, (det(—D2+Mgf) det(—82+A2)>2
spin 1/2

(2.4.71)

det My, (A) det My, o(My, A\ det(—D? + A2) det(—0? + Mif)

My, p <1, (2.4.70) M
Y P Z % e2a(%)+%ln(Ap) _ wap erz(%)—%ln(Ap)7 (2472)
, detDy, detMy,0(A) _ —Lim(ap) ¥, C(t)-5,alty) 2.4.73)

det9M,, (A) det M0 ’

where the (not explicitly denoted) fundamental representation corresponds to spin %,
a(3) ~ 0.145873 and «(1) ~ 0.443307, the ¢; are the spins of the SU(2) - representations
making up the composite fields ¢;, the corresponding Dynkin indices are given by
C(t;) = 3t;(t; + 1)(2t; + 1) and the general expression for a(t;) is given in [141, eq.
(12.4)]. Furthermore, the instanton zero modes yield the same Jacobian matrix as (2.4.63)
and thus the same Jacobian determinant. Given the above simplifications and relations
one obtains the partition function:>8

*7[8, 54]
58154, 141, 160]
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ZHs(T = 0,M¢j = 0,M¢J,,0 < 1,9) =

= ewﬁV/ dpd (T =0,My; =0, My, p<1,p,A) = eieﬁV/ dpe ) =
0 0

‘ o g e—a)=2N-2-N)a(3) /4.2\2N
__ 0
= 51//0 dp (2> p51;[wapx (2.4.74)

m2(N — 1)I(N —2)! g

812 1 1
X exp _? + 3 In(Ap) (11N — 2Ny - 9 ZC(t]’)) - Za(tj)

j:t]' j7tj

In the following we are going to focus on a description of QCD in a caloron background
and thus drop the scalar fields ¢; and shorten the notation My, — M. The remaining
logarithm in the exponent, 1 In(Ap)(11N — 2Ny), coincides with the 1-loop 3 - function
for the coupling constant of SU (V) - YM theory coupled to Ny fermions in the sense that
2%2 — 1In(Ap)(11N — 2Ny) = 92(37221/’)) is the 1 -loop regularized coupling at scale % as
given in (1.1.2). Therefore, the factor g~V in (2.4.74) is often manually replaced by the
running coupling ¢4V (1/p).>°

As was established for massless quarks in (2.4.77) and [54] and as we are going to
verify for the general case (cf. figure 3.16), the preferred caloron size is small: pT" ~ 0.42
in pure glue with N = 3, which goes own to pT & 0.34 in the case of four light quarks. We
deduce that the replacement g=*¥ — g=%¥(1/p) in (2.4.74) adds only small corrections:
the large Pauli- Villars mass A > T yields (ln(Ap))2N =(nA)?N(1+2Ne+ O(€?)),
€= 11;1 2. Therefore, we choose to neglect the p - dependent e - corrections and keep only
the “constant”, i.e., p-independent, term In A.

This identification of the running coupling also allows for the relation of the above result
in Pauli - Villars regularization to other regularization schemes, for example the MS- or
MS - scheme of dimensional regularization as described in [132, egs. (82) - (89)] and
[161, egs. (3), (4)]. The MS - result was first established in [141]. Overall, the caloron

density at 7' = 0 for vanishingly light quarks (in Pauli - Villars regularization) reads

(2.4.75)

9e—oD)+4a(3)+n2—N(20(5)+2In2)+2Npa(5) /g 2\2N g2 I1; Myp
9 0°

e 92(1/0)
m2(N — 1)I(N —2)!

with the running coupling g(u = 1/p) (1.1.2).

>°0r even the renormalization group - improved running coupling (see [54]):
17N27§—£(13N273

gfé) = _gln(Ap)(11N—2Nf)+1n(1n(%p)) TIN 2N )+O(ln(1p>)~
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Compare the partition function (2.4.74) given in terms of D = fooodp d(p) and (2.4.75)
with the remaining collective coordinate p to (2.4.7) for the toy model. In the sense of
(2.4.4), d(p) can be seen as the topological transition rate (per caloron size) [8].60

In order to extend the above to the physically interesting case of 7' > 0 and M;p &« 1 as
well as My 3 4 1, the determinant relations must be reevaluated for these new parameters.
For that the determinant relations in (2.4.65) are split into the parts with 7" = 0, M;p < 1
and a correction factor £, i.e.,

‘[(T7 Mf:pa A) - J(T - Oapr < lapaA) ’ f(Ta Mfyp)7 (2.4.76)

and one uses the fact that (2.4.68) - (2.4.71) still hold at finite temperature [54].
For vanishing fermion masses but finite temperature this correction factor was calculated
in [54] and reads f (T, M3 < 1, Msp < 1,p) = f(T, My = 0, p):

(mpT)?
3

£(T,0,p) = exp(— (2N + Ny) — A(mpT) (12 + 2(N — Nf))> (2.4.77)

with A(z) & — 5 In (1+ %) + a1 (1 + -%5) ™, a1 ~ 0.01289764 and az ~ 0.15858.

For zero temperature but non - vanishing fermion masses, the fermion determinant
relation has also been evaluated and one finds analytical results for small mass- and large
mass - expansions

[Texp (M]%pQ In(Msp) + (ye — In2)M?p? + 0((pr)4)) : Myp <05
f
_Qa(l)
e~20(3 2 34
f(0,M;p) = exp( — — +
Loodea 15832 )
\ 2835 (M;p)6 148225 (M p)® ( )
2.4.78

as well as an interpolation between them, covering arbitrary masses, in [60]:

B e—20(3) %ln(pr) +2a(3) — (6a(3) — v +In2) (Mgp?) — %(pr)4
a P 1= 3(M;sp)? + 20(Myp)* + 15(M;p)® '
(2.4.79)

60154, 132, 161]
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Furthermore, an explicit numerical solution for arbitrary masses was found [61]:
o L
1 . 2
F(0, Mz, p) He (2 exp(— 2 lim ( > (2A+1)(20+2) Py, (1) +2L7 + 4L —
1=0,

1
13

1 Mip Mg p? 127 In2
(2.4.80)
where Py, ,(1) = Séé;rg (R — 0)+S,, +2’I(R — 00) and Sﬁ\j p(R) is the numerical solution
to the ordinary differential equation
st <dSlJ>2 (L 2d§12l+1(MfR) ds 4G -DG+1+1)  3p?
dR? dR R Iy (MfR) | dR R2 + p2 (R2 4 p2)*
(2.4.81)

with I, (x) the modified Bessel function of the first kind.

We aim to calculate the fermionic correction factor £(T), My, p) = e tem oc e 2% =
for the general case of heavy quarks at finite temperatures. Here, Y, is the negative
logarithmic caloron density due to a fermion and ~s, — is the logarithmic density for an anti-
periodic, complex scalar particle, i.e., the regularized, vacuum - normalized Klein - Gordon
operator determinant in (2.4.65):

det(il) + My) det(id) + A)) _
det(ilp + A) det(id) + My) ) —

o (det( D2 + M?) det(—02 +A2)> 1n<Mf) _

Y¥(P) D Vtermion(p) = _ln<

det(=D2 + A?) det(—92 + MP) A
M, M
= —2Yscalar, anti-periodic (p) —In <Af) = =27, — (p) —In <Af
(2.4.82)

A straight - forward calculation of 75 _ in (2.4.82) would require us to solve a com-
plicated, 2 - dimensional partial differential equation, which we derive in appendix A,
compared to the ODE (2.4.81). This is due to the broken spacetime symmetry for ther-
mal field theories described by the imaginary time formalism (cf. section 2.2.4) and the
caloron - rotational covariance being restricted to spatial R®. We instead follow an alterna-
tive approach which was first used for 7" = 0 in [60] and that we adapt and generalize to
finite temperatures. First, we calculate the correction factor f (7', My, p) for large masses
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(M > T, cf. section 3.1) and light quarks (M <« T, Mp < 1, cf. section 3.2), obtaining

exp(2s, —(MyB < 1,p)) : non - vanishigly small M;

— —2a %
S (T, My, p) e(A ;1) exp(2’ys, (M8 > 1,/))) : large M;
p 3

(2.4.83)

The factor e 2(z) (Ap)*% cancels {M} < 1-terms in (2.4.75). Second, we interpolate

between these mass regimes (cf. section 3.3) to obtain a result for arbitrary masses. This
is the finite 7" - generalization of (2.4.78) and (2.4.79).

As stated in section 1.3, our approach is motivated by the excellent agreement of

s, —(My, p) at T = 0 as given by the interpolation (2.4.79) in [60] with the full numerical
result (2.4.80) from [61] as shown in figure 6 of [61].

2.4.4 Dilute Gas Approximation for Calorons

So far, only BPST (anti-)instantons and HS (anti-)calorons of topological charge n = +1
have been discussed. In general, topological configurations can carry any integer topo-
logical charge n € Z, however (even at finite 7" only such configurations contribute, cf.
section 2.4.2). While the general ADHM - construction for higher charge - instanton con-
figurations is known and corresponding calorons could be constructed following [147],
explicit expressions are only available for HS (anti-)calorons.

Given that small calorons p ~ 0.358 dominate, however, (see [54] and our results in
figure 3.16) it is reasonable to employ the small constituent - approximation, i.e., to describe
more complicated background configurations as superpositions of spatially well - separated
and thus non - interacting®' single HS (anti-)calorons. At leading order, all higher charge -
calorons can then be described this way. A general caloron background is populated by
calorons of all topological charges and one describes n - caloron configurations by the
small constituent - approximation using n; HS calorons and n_ HS anti-calorons with
ny —n_ = n. This is the dilute gas approximation (DGA), as introduced for the periodic
potential in section 2.4.1, employed for calorons.®?

One defines again - analogously to the instanton case at 7' = 0 - the physical # - vacuum
0) = >, c,e ™ |v) and the operators Ty and T, that change the vacuum winding
number as T |v) = |[v £+ 1) and T, |v) = |v + n), i.e., T, |0) = ¢?|0) (cf. (2.4.31) and

®lInstanton and caloron interactions are short - ranged; e.g., for well - separated instantons at locations Z;

. . . . . . . 2 .
with typical separation scale d, the interaction corrections compared to an exact solution are < £3 in the
. o 4 . . .
“near region” | X — Z;| < p (for some ¢) and < 25 in the “far region” | X — Z;| = p Vi [162].

5
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(2.4.32)). From the point of view of these operators, the DGA then implies

5n,n+—n, n n )
To= > Ty ()T with [T, Te] = 0, (2.4.84)
ny,n_ €N

where the factor (ny!n_!)~! accounts for the overcounting due to indistinguishable
combinations of the HS (anti-)calorons. Compare this to figure 2.2b. Following (2.4.33)

and (2.4.34) and using Zys = Zgg = BV D (cf. (2.4.66)), the DGA transition amplitude
and the caloron background partition function Zpga(6) read

0] e Hnalilg) = SV (p| T, 0) = ST Bmns (g 7T | g) =

nyln_!
nezr n n,ny,n_
op N+tn——1

1
- Z n+'n_1A H de] <0‘T+‘9n++n7—1>"'<91+n, ‘T+‘6n7>x
ny,n_ j=1

><<9n_ ’T,’Hn_71>...<91|-r7|9> _

1 i n —3 n—
— (2m)™+ - 5(0) n+zn_ e (e Zus)"* (e Zezg)™™ =
= (27)"++7=5(0) exp(e®? BV D) exp(e™® SV D) = (27)"+ 1" 5(0) exp(28V D cos(h)) .
= Zpaca(0)
(2.4.85)

The overall factor 6(0) again reflects the infinite number of “starting point” |v) - vacua for
the transition (cf. (2.4.34) with ¢’ = 0 so that >, — oo or accordingly 6(¢' — 0) = §(0)).
This expression for Zpga(6) shows that it is fully sufficient to calculate the HS caloron
density D(T) to obtain the full DGA partition function.®3

The picture of a caloron tunneling process in imaginary time, connecting otherwise dis-
tinct |v/) - vacua, which is invoked by the expression (9] 3", e~#(4n-)5|9) and corresponds
to the instanton case discussed in section 2.4.1 (cf. figure 2.10, (2.4.20) and (2.4.33))
is insufficient to discuss the DGA for calorons. For instantons with an infinite time scale
for the “complete tunneling process” At — oo, the usual reasoning behind the DGA is to
assume temporally well - separated instantons C — 5;* > 0t Vi, j, where 6t is the instanton
size, i.e., time scale (e.g., see [8, 33, 38, 130, 132, 140]). At finite temperatures, the
dominant caloron size is not much smaller than the temporal size of the system, however,
and the calorons typically occupy most of the available space in the temporal direction
[164]. Therefore, the usual reasoning for the applicability of the DGA fails. The caloronic

6318, 116, 132]
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DGA is based on a spatial separation of the small constituents to justify (2.4.84). This
is realized by the caloron sizes p; being small enough, so that the field strengths fall off
quickly (cf. figure 2.12) and for every HS (anti-)caloron Z; = VD ~ V;D with disjoint
volumes V; C R3, V; N V; = (), U;V; = R3. This is also the reason why initially introducing
the T - operators in (2.4.32) was important, as for calorons the topological transitions
cannot be thought of as tunneling transitions in infinite time and thus require a general
description independent of this interpretation.

[141] and [54] also show why we abstained from discussing the DGA for instantons
in section 2.4.2 and only introduced it for calorons. Large caloron sizes are damped
exponentially with temperature, called Debye screening (cf. (2.4.77)), so that at T' = 0
infinitely large instantons populate the vacuum and dominate the instanton density. This
leads to both the failure of the DGA and an infrared divergence of the partition function.

2.4.5 Topological Susceptibility

In section 2.4.2 we reviewed how the topologically non - trivial QCD vacuum structure
and the presence of vacuum tunneling processes enforce the addition of the - term
—ifg(X) = —1i&;tr(G**G*) to the Lagrangian and in the the above section 2.4.4 we
presented the DGA, which shows that it is sufficient to consider only HS (anti-)calorons.
The “strength” of the topological term is thus determined by the value of the angle 6 and the
“strength” of the topological fluctuations caused by caloron backgrounds is measured by
the topological susceptibility x:op. Analogously to, for example, the magnetic susceptibility,
which measures the response of a system to (the strength of) an external magnetic field
B, one defines the topological susceptibility xtp as the response of QCD to a topological
background, the strength of which is determined by the fluctuation # away from its VEV
() =~ 0 (the value predicted by both experiment and theory, for the latter cf. section

2.5.3). Given the magnetic susceptibility xmag o % (e.g., see [6, p. 572/573]), the

topological susceptibility is defined as (cf. (1.2.2))

(n*) = M) |g_o _ H)lo=0 _

0=0 v v (2.4.86)

51%
B
_ / d*X tr(g(X)q(0))

1 9*In(Z(9))
Xop = Tgy T g0z

where it was used that (n) = 0, since calorons and anti-calorons appear equally (they are
linked via the flip § — —6).64
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At temperatures 7' > T, above the critical temperature of chiral perturbation theory
(cf. section 2.3), where gluons are a fundamental degree of freedom, the DGA yields
a convenient expression for xip. Using the DGA - partition function (2.4.85), which
describes general caloron configurations at such temperatures, in the definition of xop
(2.4.86), the topological susceptibility takes the convenient form:

02 In(Zpga(6
Xeop(T > Te) P22 _BIV W = 20(T), (2.4.87)
6=0

with D(T) the HS caloron density (cf. (2.4.66) - (2.4.80)). From (2.4.75) and (2.4.77) a
temperature dependency xiop oc 74 /3, a ~ 7 can be deduced. The exact coefficient
of Xtop in this regime depends on chromo - magnetic and -electric screening and is not
precisely known, however.%®

At temperatures T' < T., QCD as a perturbation theory fails and strong interaction
matter is described chiral perturbation theory, which we introduced in section 2.3. For
low temperatures and at leading order in chiral perturbation theory, the topological
susceptibility reads

) chiral pe;t. theory fz (T)Mz (T) M, MM,
(Mu + Md)(MuMd + M, M + MdMs)
(2.4.88)

and has been calculated at zero temperature /xop(0) = (75.44+0.34) MeV [51]%°. In the

Ms> M,
limit M, > M, (2.4.88) simplifies to xuop(T < Te) -~ = ** f2(T)MA(T) ilubla, 67

Xtop (T <T¢

2.5 Observable Effects of Topology

After having discussed at length the role of topological effects and instantons (calorons) in
QCD (at finite temperatures), we now present some of the most important and well - known
phenomena that make the non - trivial topology of the QCD vacuum observable as well as
their implications.

%5[44, 49, 165, 166]

®This is in good agreement with other recent results as {/xwp(0) = (75.6 + 0.6)MeV [52] or the
SU(2) - chiral perturbation theory result v/xwp(0) = (75.5 = 0.5) MeV [44] and lattice QCD results
V/Xtop(0) = (75.6 £ 1.8aristical = 0-9systemaric) MeV [531, where the b - quark was included.

%7144, 48, 52, 165]
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2.5.1 Axial Anomaly and the missing Nambu - Goldstone Boson

In sections 1.2 and 2.3 we introduced the 7 -7’ - puzzle: the large mass gap between the
7’- and the 1 - meson and especially between 7’ and the pions. This mass gap seemingly
disagrees with n’ being the singlet accompanying the light meson octet according to the
SU(3)y - product representation 3® 3 = 8¢ 1 and it directly disagrees with n’ serving as a
pseudo - Nambu - Goldstone boson (pNG boson) for U(1)a like the light octet for SU(3)a.
The 7 -7’ - puzzle is solved by an anomalous explicit breaking of the U(1)a - symmetry,
which is in turn explained by topological effects. This quantum anomaly is called the axial
or chiral anomaly [29-31].98

The anomaly is due to U(1)a - transformations 5, — ¢™qp by, — 1,e7™ of
the, in general, Ny, light quark flavors 1)f,. These transformations leave the the quark
Lagrangian (2.1.15) invariant/only lightly broken by terms oc My, (cf. (2.3.9)), but
actually change the path integral measure ((2.2.10), (2.2.19)) by a Jacobian determinant
Iy Dby, DYy — 11 7 Dy, Dy, J, which turns out to add to the Lagrangian a term
proportional to the topological charge density [167, 168]. To see this, one neglects the My, -
terms (they are treated as perturbations in this approximation) and, us1ng the Lagrangian
Y111y, expands the now equal quark flavors ¢y = &x;j, V5 = ng in a basis {x;(x)}

of orthonormal i) - eigenfunctions, i.e., iPx; = \jx;, (iDx;)1 = ( le) = /\jXJ and
le,sd (Xij = i, together with GraSmannian expansion coefﬁc1ents &;. The path

integral measure [] fi Dy, Dy, = (H d¢; dgj) Nt can then be shown to change by the
Jacobian determinant

7= = ew( -2 p [ i) =
RL,3

iN - , o
= exp<87}:f d4xtr(G“MVMG#MVM)> = exp <2@Nfl ﬂ/R4d4X q(X)) .

RL.3

(2.5.1)

Below (2.4.34) it was shown that this topological term is covariant under Wick rotation
and in (2.4.19) it was identified as the topological charge n = fR4d4X q(X) (analogously
for calorons at finite 7). Here one finds again the important relation between n and the
infinite sum X;r,,y5 X; mentioned above (2.4.54). In conclusion, the axial U(1) 4 - symmetry is
no symmetry at all, not even for the light quarks, as it anomalously changes the Lagrangian
the action by —2N;, Bn. These terms are not small like the mass terms and thus cannot be
neglected. The associated current (in Euclidean spacetime) is broken explicitly but lightly

6813, 4, 33, 38, 111]

84



by mass terms as well as explicitly and strongly by a topological term:

Mg = 2iZMfl&m5¢fl + 2Np tr(GHYGHY) = 2¢Zz\4f@m5wﬁ +2N;q. (2.5.2)
fi fi

Compare this with the “naive” expression (2.3.9).%9
In the truly massless case, the associated charge Q)4 is therefore changed by 2Ny, n units
of axial charge[142]:

AQa = Qa(t — 0) — Qa(t = —0) = 4d4Y Mgk = 2Npyn . (2.5.3)
R
This can be shown analogously to the derivation of the Atiyah - Singer index theorem
for iIp (2.4.54) in section 2.4.2. In detail, an instanton (caloron) of topological charge
n creates 2Ny, n units of axial charge by creating/annihilating a net of n; /ng unpaired
left-/right - chiral zero modes of i) (or by helicity flipping existing unpaired ones [141]).7°
In the language of Feynman diagrams, the discussed breaking of U(1)a can be under-
stood via the triangle diagrams shown in figure 2.13 which describe the coupling an
external axial vector current and two external photons via a loop of massless fermions. As
it turns out, these diagrams are non - zero and the associated matrix element, describing
the divergence of the axial vector current creating the two photons, is non - vanishing
as well. This result is unchanged by renormalization, as there exists no regularization
scheme that preserves the U(1) 4 - symmetry.”?
Furthermore, topology also determines the mass of the 7’ - meson via the Witten -
Veneziano mechanism [34, 35]. Considering Ny, light quark flavors, the Witten - Veneziano
relation for the 7 - mass at zero temperature reads

2Nfz XtOP(Nfl ,0)
f2(0)

where xop(Ny,,0) and f(0) are the topological susceptibility and pion decay constant (cf.
(2.3.10)) at zero temperature, respectively, and My is the (average) kaon mass. In the chi-
ral limit My, = 0 Vf;, where the chiral SU(3)a - symmetry is restored, the non - anomalous
mass contribution to 7’ and the two other meson mass contributions largely cancel, so that

only the anomalous mass contribution remains in (2.5.4): M,?/ u = Wf};‘igg‘;(m
fl =0 k

the point of view of the light quarks, thermal field theory at high enough temperatures

= M} + M}, — 2Mj; (2.5.4)

. From
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VvV —_—
k

Figure 2.13: Taken from [3] and modified: A UV -divergent quark loop generating the
according divergence of the axial vector current and the chiral anomaly, here
in Euclidean spacetime. An axial vector current (momentum ¢) couples to a
(diverging) loop of massless quarks - e marks an axial vector vertex v>4” -,
which in turn couples to two vector currents (momenta p and k) - via vector
vertices v* and ~".

(T" Z Agcp or “no higher than T' ~ A,”, for both cf. section 2.3) corresponds to the
chiral limit, i.e., chiral perturbation theory has broken down, the light quarks are again
fundamental degrees of freedom in the quark- gluon plasma and the thermal kinetic
energy has grown much larger than the light quark masses, i.e., my, = My, ~ 0. At such
temperatures, it is therefore technically no longer sensible to speak of (light) baryons.
Nevertheless, one can still look for the masses of excitations in the quark - gluon plasma
with quantum numbers corresponding to the respective baryons (this can be implemented
by corresponding external currents in correlation functions, for example [4, p. 402]).
The excitations corresponding to the light octet of pNG bosons are all essentially massless
at such temperatures and the mass of “n’ - excitations” has to fall as well according to

%‘%ﬂ, where both f(T") and xp(7") decrease with increasing temperatures. For ex-

ample, at 7' = 200 GeV, the mass of an “n’ - excitation” was measured to be at least about
200 MeV lower than the zero temperature mass M,/ (7' = 0) ~ 958 MeV [169, 170]. The
thermal 7’ - mass therefore depends critically on how the pion decay constant and the
topological susceptibility fall off at finite temperature and on how the system transitions
into a quark - gluon plasma. Current theoretical predictions do not agree with experimen-
tal results, therefore a better understanding of x:op(7") (and f-(7")) at high temperatures
is required.”?

Topology thus explains both why U(1)a is not a symmetry, i.e., no ninth (fourth)
pNG boson is required, and why the large mass of 1/, not being a pNG boson, is not in
contradiction with theory, i.e., it is indeed the singlet accompanying the light meson octet

721129, 171]
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of pNG bosons. Furthermore, U (1) 4 - transformations flip a particle’s helicity/parity, as
can be seen by employing (2.1.10) and {y°™,4™} = 0. If U(1), were actually a good
approximate symmetry for the light quarks, all light hadrons made up of the light quarks
would have to appear as parity - doublets of similar masses. This is not realized in nature,
however - for example, the pions and p-mesons would be such parity partners with
identical quark content and opposite parity, but their mass difference is ~ 640 MeV.”3

This is the first important example of symmetry considerations - the chiral symmetry,
in this case - leading to further developments of a seemingly established theory - the
realization of the relation between anomalous U (1), - breaking and the 7 -7’ - puzzle -
which we was advertised at the beginning of section 2.1.

2.5.2 Strong CP Problem and its Resolution by Axions

While including the topological sector of QCD explains the axial anomaly and its conse-
quences, it also creates problems, namely the strong CP problem: the topological 6 - term
in the Lagrangian is odd under combined charge conjugation C and parity transformation
P, while, experimentally, QCD has proven to be invariant under the CP - transformation.

The 6-term in the Lagrangian is £y = —ifq (cf. (2.4.19)). In section 2.4.2 it was
shown that this term is covariant under Wick rotations. With the chromo - electric and
-magnetic fields E™ = GO and B™ = e, . GiM one can rewrite this term (using
E0p ™M i€ M ik = 1) as Lo = — L tr(E™B;,,). Under parity transformation P and the
charge conjugation C

Y -1 AOM(t’_?_(:) v -1 HM
PAM (X )P~ = —/Y(t P = ANM(t,—{), CAMC™ = —A4 (2.5.5)

the chromo - electric field picks up two factors of —1 (it is P- and C-odd), while the
chromo - magnetic field picks up only one (it is C - odd but P - even, as it is a pseudo - vector).
Therefore, the action term Sy is CP-odd, CPS,P~'C~! = —Sy, and CP - invariance seems
to be broken in QCD.”4

As we discussed in the introductory section 1.2, the strong CP problem is the fine -
tuning problem [0| < 1.2 - 1071% by experimental results compared to the full range
of theoretically possible values # € [—m, 7). This also means that strong CP break-
ing cannot play a role in any CP violating process compared to CP violation by the
weak interaction. To see this, one considers, for example, the decay of neural kaons.
The neutral kaons K° = d5s and K° = sd introduced in section 2.3 are not their own

7[5, 33, 111]
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anti-particles (like 70 = %(uﬂ — dd), for example), but they oscillate into each other

K° « K via box diagrams (figure 2.14) and are CP-partners CPK°C~'P~! = KO,
This means they cannot be the true physical eigenstates

of the theory. The linear superpositions K1 = % (K% + ) wt _
K% and K, = %(KO — K°) are each their own anti- ° T AN d
particles, i.e., they are flavor eigenstates, and are A Y

CP eigenstates as well with CPK; ,C™'P7! = + K 5.
However, due to small complex phases in the CKM ma- { —»—— "~ ~A"A"t—»— 35

trix, CP is (slightly) broken by the weak interactions W=
f the box di d the t hysical igen-
f o b g nd he e S/ s e 14 ek om 3
. . v s 1+e? 173 2 Kaon oscillations
and K| = W(Kg + eKy) with e = 2.2 - 1077; this

is called direct CP breaking. The names of these eigen-
states correspond to the fact that K} has a mean lifetime of circa 5 - 107®s and is thus
long lived compared to K¢ with a 556 - times shorter mean lifetime of approximately
9-10~!!s. Additionally, there is also indirect CP breaking due to decays. In detail, the
dominant CP conserving decay channels for the CP-even K; (or KQ) are decays into
two pseudoscalar pions, while the CP-odd K> (or K)) predominantly decays leptonically
or into three pions. However, K> can also violate CP and decay into two - pion states.
For kaons, this indirect CP violation is suppressed by a factor ¢’ ~ 1.65¢ - 10~3, however.
Therefore, the ration of decay rates %
strength of (direct) CP breaking in weak interactions. From this ratio and the comparison
to the upper bound |0| < 1.2 - 10~!° given above, one deduces the following: if either CP
were actually conserved by weak interactions and instead strong CP breaking (in some
loop process) were the source of ¢ or if the weak interaction broke CP, but strong CP
breaking were to actually play a role, a much higher value for # would be required than is
allowed by, for example, the neutron dipole moment bound.”®

Many ideas within the SM have been brought forward to solve the strong CP problem,
e.g., a spontaneous CP - breaking modifying the Higgs mechanism and thereby the CKM
matrix Y so that § — 0 + argdet(Y') or a truly massless u - quark allowing for a U(1)a -
transformation and a shift 6 — # — 2/3n due to the Jacobian (2.5.1), but none has proven
satisfactory. Both the Higgs and the CKM model of weak interactions work well and
have been verified experimentally (for example by observation of the Higgs boson in the
predicted mass range [19, 20]), with CP being explicitly broken in weak interactions, not
spontaneously. The u - quark is not a truly massless particle (as would be required by a

= ¢ provides a good measure for the
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symmetry), so even if it were extremely light, this would just be a different fine - tuning
problem, now for a vanishingly small u - mass.”®

A very promising solution of the strong CP problem is the extension of the SM in terms
of the axion, the (p)NG boson of the U(1)peccei Quinn - Symmetry, as discussed briefly in the
introduction 1.2. The theory of axions, its role as a dark matter candidate, the dependency
of its mass on the topology of the gluon field as well as experimental setups for axion
detection are discussed in more detail in the following section 2.5.3. The strong CP -
problem as a whole and the introduction of the axion as a possible resolution is the second
example of symmetry shaping theory mentioned at the beginning of section 2.1.77

2.5.3 The Axion and its Relation to Topology

Standard Model - Extension, Resolution of the Strong CP - Problem and Axion as
Dark Matter Candidate, Axion Mass and Topology

As stated before, the axion is introduced by extending the SM by the U(1)pg - symmetry.
This has to be done such that this symmetry is unobservable in the current universe except
for the existence and interactions of the axion. The two most important “benchmark”
models that achieve this SM - extension are the Kim - Shifman - Vainshtein - Zakharov (KSVZ)
model [172, 173] and the Dine - Fischler - Srednicki - Zhitnitsky (DFSZ) model [174, 175].
For this short overview on the theory of axions we employ the simpler KSVZ model and
only briefly mention the DFSZ model at the end.”®

The KSVZ model introduces the U(1)pg - symmetry via an additional vector - like quark
@ = QL ® Qg and a complex, “SM - singlet” scalar field ® which are both PQ - charged:
Q1 carries PQ - charge i% and ® has PQ - charge 1. For early - universe temperatures
T > f,, which is the very large energy scale setting spontaneous U(1)pg - symmetry
breaking, the temperature - dependent Lagrangian reads

L = Lov+ Lxsvz = Lsm +]0, @ +iQDQ — (y QLQr® +h.c.) — V(D,T), (2.5.6)
2\ 2

with: e potential V(®,7T) = % (|<I>2 — J;“) + §T2\<I>]2 (2.5.7)

o DV = O — iAW Ty — SV Thyq) — iB". (2.5.8)

Since f, > Tew =~ 160 GeV, the electroweak symmetry breaking scale, the gauge bosons of
the weak interaction are still massless and intermixed with the photon and the covariant
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derivative contains the gluon AiTgU(?’) as well as the gauge bosons V7 TgU@) and B of
the electroweak symmetry group SU(2)y, ® U(1)y.”° The additional quark ) transforms
under general representations of SU (3)..1or and SU(2)w described by the corresponding
generators. The additional quark and scalar field interact via a Yukawa term; a detailed
review of electroweak and Yukawa theory can be found in [3, sections 4 and 20] and [4,
section 29], for example.®°

Due to cooling of the universe, spontaneous symmetry breaking of U(1)pg occurs at
. a(X)
Trg = \/g fa- The scalar field then takes the form ¢ = \% (Fu(T) + ¢(X)) €' Fa , with

the temperature - dependent scale F,(T) = / f2 — %TQ and axion field a introduced as
the corresponding Nambu - Goldstone boson. The KSVZ - Lagrangian is thus of the form

2
Lusvz = 3 (0°9)2 — 22262 + (ora)? + — L) ((9)2, 6, T) + L2 (6,T) +
2 r,o 2t o (2.5.9)
+iQDQ ~ (SE@Qne T +he ) + L1 (66, QQ.T) .

The axion is indeed massless, while the “radial excitation” field ¢ acquires a mass
My = V/AF,(T), which grows from M,(Tpg) = 0 to be much larger than any SM - mass
My(T < fq) ~ fa > Mswm as the universe cools further. Now one performs an axion

_ii‘l(x) . .
field - dependent axial U (1)pq rotation8! Q — e "2Fa(™ "* ), thereby removing the axion
from both the ¢ - independent Yukawa term %FGQLQR ¢'Fa 4+ h.c. — %Fa@LQR +h.c.
(3)

int?

a mass Mqg(T) = vk \“/(ET), which, as before, vanishes at 7pg and grows large at lower

temperatures Mqg(T < fq) ~ % > Mgy. Due to the anomalous nature of this axial

and from L./, which originates from the Yukawa term. Therefore, the quark obtains

transformation (cf. (2.5.1)), it introduces not only interactions of the axion with @, but
also axion - gauge boson interaction terms; after a proper normalization of the axion field
one has

= _L a YUY YUY ZI(V) a T
B 1 A i @ . 5.
167‘(2[(/1) Fa(T)B B+ F,(T) £1nt (Oa,QY°Q),

7>The weak electroweak coupling strength gyea and the U(1) - charge Y were absorbed into the V- and
B -boson, respectively, following the geometrical normalization for the gluon.

#0147, 50, 176, 177]
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where I(A) and I (V') are the Dynkin indices of the SU(3)o1or- and SU (2) - representation
and V*” and B*" are the field strength tensors. Their appearance is due to an analogous
axial anomaly in the electroweak sector as was discussed in section 2.5.1 (e.g., see [3,
section 19]).82

At temperatures below the electroweak symmetry breaking scale but above the critical
temperature of chiral perturbation theory (cf. section 2.3) Tc < T < Tew < fq - i€,
F,(T) ~ f, and quarks and gluons are the degrees of freedom - the additional fields
Q and ¢ form a decoupled sector of super heavy particles that can be integrated out.3
Also, the fields V and B form the W*- and Z- bosons, which gain a mass via the Higgs
mechanism, and the massless photons Ay (e.g., see [3, section 20], [4, section 29], [5,
section VIIL.2] or [6, section 10]). (2.5. 10) then yields f, ! - damped coupling of the axion
to gauge bosons

i a iI(V)

ALY (Y v _—_— +;w H—
0Lxsvz = T 1672 f, G 16m21(A)s2, faW v
lI(V) a “y % Z pj/ B
16721 (A)s2,c2, fa 16721(A) f, A( e R
iI(V) Ry Z ’

B 16721 (A)swew fo - ()

where WEr | zmv, A% are the respective field strength tensors and sy, ¢y are short-
hand notations for the sine and cosine of the weak mixing/Weinberg angle given as
sin?(Oy) = 0.23 [2] = cos(6y) ~ 0.77. £\¥) has been removed, since the quark Q and

scalar @ are considered as integrated out (;r%tthe now effective theory. These interactions
(2.5.11) allow for experimental searches of the axion, as we are going to discuss below.84

As the temperature falls below T¢, strong interaction matter is no longer described
by quarks and gluons as the degrees of freedom, but by light hadrons. The topological
term and thus also the axion interaction with the hadrons is retained by performing a
transformation of the light quarks and thus of the light quark mass matrix (cf. (2.1.24)

and (2.3.11))

U ) 5 v
@) 0074 () ) = 0+

S S

; 5 . 5
= My, — et AN 0 A = M (a)

a(X) -
fo ' u(d) = (2.5.12)

5246, 47, 176]

8The resulting effective theory without Q and ® is already valid in the wide temperature range Tew < T < fa,
the only difference is that the electroweak symmetry is still intact.

54147, 176]
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so that the axion - modified Lagrangian of chiral perturbation theory now contains a mass
or interaction term —%tr(Mql(a)U L= UMgl(a)). The other interaction terms in (2.5.11)
remain intact, as there is electroweak confinement. The axial transformation (2.5.12) is
justified, as the axion can also couple to SM - quarks, either directly as in the DFSZ model
which we briefly discuss below, or via loop level interactions in the KSVZ model (the
interaction is then still O(f, 1), but one should include a damping factor in the exponential
to account for the higher order nature of the interaction). &

The above axion - gauge boson interactions (2.5.11) contain the topological charge den-
sities for the gauge bosons. The U (1) - topology of photons is trivial: [ Patx ﬁ’{%A% =0
and the photon vacuum is always homeomorphic to 0. Thus there are no photonic in-
stantons/calorons, but this term does constitute an interaction a E(v) . E(W the so - called
Primakoff effect or Primakoff conversion. The SU(2) - theory describing the weak inter-
actions is topologically non - trivial, analogous to QCD, but its effects are exponentially
suppressed as e_gv;faﬁg;ring due to the classical action of the electroweak calorons com-
pared to the gluonic ones. Furthermore, electroweak calorons only contribute in baryon-
and lepton - number violating processes. All in all, electroweak calorons could only have
been relevant during the phase of baryo- and leptogenesis at very high temperatures in
the early universe. The gluonic topological interaction term in (2.5.11) is therefore the
dominant interaction term. It becomes significant for temperatures < Agcp, where the
non - perturbative topological effects of QCD become significant, i.e., calorons start to
matter.86

At temperatures T, < T < Tew, the interaction of axions with calorons determined
by £ D —ifq — i¥q = —ifeq yields an effective potential for the axion. This can be
seen by followingathe discussion in section 2.4.4. The axion - modified DGA partition
function (cf. (2.4.85)) reads Zpga (fefr) = N exp (28V D cos(fesr)) and the effective action
is T'[{a)] = —In(Zpga) = —In(NV) + 28V D cos(feg). Comparing this with the definition
of the effective potential (2.2.28), the effective axion potential, normalized by a vacuum
containing no calorons and thus also only fully decoupled axions, reads

_ b
= o7

a
( — ln(ZDGA(Geff)) + ID(ZDGA(O))> = 2@(T) (1 — COS <0 + <f>)),
(2.5.13)
where the normalization in terms of fully decoupled axions canceled the term — In(/V) and
the HS caloron density D(T') is to be obtained as discussed in section 2.4.3. Comparing

this expression for the axion effective potential with the topological susceptibility in the

Vefr, pca((a))

85 [44]
86138, 178]
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DGA (2.4.87), one notes that Veg((a)) can also be written as

Vet poa((@)) = xtop(T) (1 — cos(Oegr)) ,  Oegr = 0 + <;> . (2.5.14)

At temperatures T' < T, one can also derive an axion effective potential from chiral
perturbation theory, which reads

Xtop (T)

102
w2 () ™ (Oefr) (2.5.15)

Vet ehpr((a)) = —MZ(T) f2(T)4 |1 —

with the chiral susceptibility in chiral perturbation theory as given in (2.4.88).87

Due to its effective potential (2.5.14) and (2.5.15) the axion settles into its VEV
(a) = —fa0, thus minimizing Vegr((a))| ey — — s, = 0 and canceling the angle 6, so that the
overall effective angle vanishes 0| () — _ 1,0 = 0 and the strong CP problem is resolved.

Furthermore, the axion also picks up a very small mass (cf. (1.2.1))

MX(T < f,) = 9?Vei((a)) _ 1 OVesr(ber) _ Xuop(T) _
“ Na)y* |y pe  f2 00% fugp = 0 fi
2D(T) T >Te
- . M, M M,
2 20MYM2(T uVdMs T <T.’
fa fﬂ-( ) ﬂ-( ) (Mu + Md)(MuMd + MuMs + MdMS) = e
(2.5.16)

which slowly grows as the temperature falls. We gave the current available evaluations of
Xtop(0) and M, (0) in section 1.2.88

From the point of view of the ® - potential (2.5.7), the “creation” of the axion mass via
interactions can be understood intuitively as a tilt of the Mexican hat potential. This is
sketched in figure 2.15.

All of the above features make the axion an excellent candidate for dark matter: Firstly,
all its interactions are, at current low temperatures T’ < f,, strongly damped as f, !,
making it de facto non - interacting with SM - particles. Secondly, it is a very light boson
and would constitute cold, i.e., slow - moving, dark matter, which is favored by cosmology
and astrophysics. Thirdly, the detection of the Higgs boson [19, 20] proved that the
process of spontaneous symmetry breaking is realized in nature, validating the axion as
the pNG boson associated to the spontaneous U(1)pg - breaking.®’

87144, 46, 49, 52, 165]
88139, 44, 49, 52, 165, 179]
89 [43]
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Noep < T < f, T <

Figure 2.15: (Tilted) potential V(@) at high and low temperatures. For temperatures

Aqep < T < Tpq, the spontaneously broken potential V allows for a mass-
less axion (e) as the excitation of angular propagation along the potential
minimum (O). As temperatures fall, T < Aqcp, and QCD topology becomes

relevant, the axion - caloron interactions effectively tilt V, associating a mass
to the angular axion trajectories.
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The discussion so far used the KSVZ axion model. Instead, the DFSZ model could
also have been employed. Just like the KSVZ model it introduces a SM - singlet complex
scalar @, such that the axion is the Nambu - Goldstone boson of the spontaneously broken
U(1)pg - symmetry in the ® - potential. Also, the ® - radial mode becomes f, - heavy at
low temperatures and decouples it from the theory. The DFSZ model is more intricate
than the KSVZ model, however, as in DFSZ the SM - quarks are PQ - charged as well, just
as an additional Higgs doublet interacting with ® and with the SM - quarks (via Yukawa
terms). The interaction of the axion with gauge bosons then enters via an axion - valued
axial transformation of the SM - quarks, similar to the KSVZ model. The DFSZ model is
discussed in more detail in [47], for example. Qualitatively and as far as the free - axion
Lagrangian is concerned, the DFSZ model agrees with the KSVZ model. One of the main
differences is that the DFSZ model includes tree level interaction terms of the axion with
while in the KSVZ model such interactions
1) 90

happen only at loop level (nevertheless at first order in f,

Experimental Searches for the Axion

A nice overview of the most important (current and future) experimental ventures on
detecting the axion/measuring its mass and coupling strengths as well the experimental
results is given in [50], which serves as a general reference for the following. We briefly
present the concepts for a small selection of experiments employing the Primakoff effect -
interaction of the axion with photons aE( ) B(W) i.e., the conversion of axions into
photons/light in the presence of a (strong) magnetic ﬁeld - and vice versa.

The basic idea of “Light shining through Walls” - experiments, as illustrated in [50, figure
4], is to use a high intensity laser to inject photons into a cavity with a strong magnetic
field, at the end of which an opaque wall absorbs the laser. By means of the Primakoff
effect, some photons get converted into axions which, due to their weak interactions, pass
through the wall unhindered and get converted back into photons in a second magnetic
cavity behind the wall. Two photon sensors then detect whatever photons might have
passed through the wall (through radiation or otherwise) and the surplus of photons after
the back conversion chamber which was produced by the axions. The goal of such Light
shining through Walls - experiments therefore is to measure the squared axion - photon
coupling, which is proportional to f; 2.

Another type of experiments, so - called “Dark Matter Haloscopes”, make use of the
fact that axions, as dark matter, should be present as a background even in local physics.
The galactic dark matter halo has local energy density density e ~ 0.2 to 0.56 CG% [180,

0144, 47]
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181]. Assuming dark matter to be made up entirely of axions and using the axion mass
26.2 eV, the local cold axion density then is nagon ~ (7.6 to 21) - 108 % In the
standard halo model, the axions move “slowly” (given their small mass) with a virial
velocity (i.e., purely due to galactic gravitation) of v ~ 10~3¢. All in all, the global
collective of dark matter axions is then best described by a classical field (rather than
a gas). The field is coherent over length scales comparable to the non - relativistic de

Broglie wavelength Aaxion = m ~ 1.240m <W€[\;eﬂ) ~ 47.3m and thus spatially

constant on laboratory length scales. Furthermore, it oscillates with a frequency given by

the axion mass v ~ %O)CQ ~ 242101 (W) ~ 6.34 - 100 1, with a frequency

spread of about §v/v ~ 1075, The idea of dark matter haloscopes shown in [50, figure 5]
is to convert the dark matter axions into photons in a magnetic cavity via the Primakoff
effect and detect these using a low - noise photon amplifier and a photon detector. If the
resonance frequency of the magnetic cavity matches the axion frequency in the narrow
bandwidth given by dv /v, the production of photons from dark matter axions is resonantly
enhanced by a factor ~ (6v/v)~!. By fine - tuning the magnetic resonance frequencies,
dark matter haloscopes thus aim to measure the axion mass.

The third type of axion detection experiments we wish to mention are “Axion Helioscope”
experiments, which aim to detect axions produced by the sun. In the strong magnetic
fields inside the sun, produced by the high density of charged particles, axions are
produced from solar core photons via the Primakoff effect. The typical core photon
energies ~ 3keV (corresponding to the core temperature of ~ 1keV, for the factor 3 cf.
the discussion concerning 7 in section 2.3) yield highly relativistic axions with energies
~ 3keV > M, (T ~ 1keV) which leave the sun as an axion flux independent of M,. As
illustrated in [50, figure 9], axion helioscopes aim a magnetic cavity with subsequent
X - ray optics and photon detectors at the sun, hoping to partially convert this flux of solar
axions back into photons via the Primakoff effect and detect these photons. This way, the
axion - photon coupling is to be measured.
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3 Caloron Density for heavy Fermions -
Large and Small Mass - Expansion

In the following, we now show how to obtain s _ in (2.4.82) including (non - vanishingly)
heavy quarks. For that, we perform the expansions in (2.4.83).

3.1 Large Mass - Expansion of the Caloron Density

3.1.1 Schwinger Proper Time - Representation

First we consider a heavy quark and expand the fermionic log - caloron density (2.4.82) in
powers of the inverse mass (M3)~2*, N > k > 1. For that, let the fermion mass M be an
energy scale much larger than the temperature: M? >> T? = 372, We start by rescaling
the fermion and regulator masses M, A — m = M3, A = Aj as well as the caloron size
p — o = pB~! to dimensionless properties and by transforming the dimensionful X -

coordinates of R? x Srla 4=/ to dimensionless z - coordinates of R3 x Srla d—1, centered

on the caloron located at C':
X=X t)ma=F=p(X-C)r=p5"1t-0C"). (3.1.1)

This change of coordinates also makes explicit the dimensions of integration and differen-
tiation - [ fatx — B[ 'd*z and 0x — 3~10,. Furthermore, it implies the introduction of
/3 - rescaled and therefore dimensionless fermion and gauge fields: ¢(X) — 5~3/2¢(z) and
a . w02 sinh(27r
Afig(X) = B Al (2) = =B 90" In(¢(2)) %G with ¢(x) = 1+ roomtseny o (cf.

r(cosh(27r)—cos(27T
(2.4.37) and (2.4.36), respectively). We use the same symbols for thes(e ﬁélds Efmd the
(8 - )dimensionality is made clear by the X - or = - dependency. Accordingly, we also have
the field strength G*(X) — 372G*(z). In the following, we use the rescaled fields exclu-
sively. The fermionic part of (2.4.82) is dimensionless and thus remains unchanged by all
of the above (i.e., it can safely be reformulated in terms of the dimensionless coordinates
and parameters m, A, o). In order to discuss the “dimensions” of such rescaled properties

and of final expressions as well as for dimensionally verifying our results, we assign each
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object in this dimensionless picture the “/3 - dimension” of its non - rescaled counterpart,
e.g., m is of 3-dimension [m]; = Length 2.

The determinants of the free Klein - Gordon operator —9? +m? and the one in a caloron
background —D? + m? are inherently divergent. To regularize and renormalize these
divergences, employ the Schwinger proper time (s) - representation of the (anti-periodic,
scalar) log - caloron density (see [4] for a good review of Schwinger proper time and [60,
154] for the T = 0-case):

det(—D? +m?) det(—02 + A?)\
det(—D? 4 \2) det(—9% +m?) )

(%) 1
_ _/ @ (e—m25 - 6_)‘25) / d4.%'t1‘ <$’ (e—(—D%)s - 6_(_63)5)
0

“Vscalar, anti-periodic(@) = s, —(0) = ln(

:c> . (3.1.2)

S

In this representation, the mass is separated from the now purely caloron - dependent
operator —D? and from —0?. Note that the proper time s is also 3-rescaled and
thus dimensionless with j-dimension [s]s = Length®. (x|e_(_D3)s|y> = (xs|y)” and
<x|e’(’83)s\y> = (xs|y), are the anti-periodic proper time - Green’s functions, i.e., they
satisfy proper time - Schrédinger equations: —9; (zs|y)” = —D3 _ (zs|y)~ and analo-
gously for (xs|y), . These Green’s functions describe a propagation from y to « in proper
time s. From them, the ordinary anti-periodic propagators from y to = in Euclidean time

are reproduced by s - integration: A~ (z,y,m?) = (x| s ly) = [o ds (zs|y)” e~m*s

(analogously for Aj (x,y, m?)). As the ordinary propagator has [A?B)] 3= Length ™2 and

the s-integration is of §-dimension [ds]g = Length?, the proper time - Green’s func-
tions must be [(zs | y)i))] 8= Length™*. This is confirmed by the fact that their 3-4-
dimensional z - integration then yields a dimensionless quantity. All in all, the proper
time - representation allows us to consider the proper time - Green’s function of a massless,
anti-periodic boson. The proper time - Green’s function is also called the heat kernel of the
operator, here of —D? and —9?, with respect to proper time.!

The log - caloron density (3.1.2) is then given by the spacetime integral over all traced,
closed loop - propagators of the anti-periodic scalar in a periodic spacetime with a caloron
background. This is illustrated in figure 3.1. Closed loop propagators are called coincident
propagators and they diverge. In order to regularize the caloron density, one performs
an asymptotic expansion in the inverse mass, the so - called heat kernel expansion, of the
coincident proper time - Greens functions. Said expansion is possible, because the term
e~™" in , together with the large fermion mass, leads to an exponential suppression

11154, 182]
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of large proper time - regions, i.e., only very small s < m~2 < 1 contribute to ~. Thus,
the heat kernel expansion, which is valid for s \, 0, can be employed. We discuss this
expansion in detail in the next section 3.1.2 and perform it numerically in section 3.1.3.

3.1.2 Heat Kernel Expansion at finite Temperature
Heat Kernel Expansion at zero Temperature

We first present the details of the heat kernel expansion at 7" = 0, i.e., in infinite, dimen-
sionless 4 - dimensional Euclidean spacetime2 Rﬁim.less with coordinates T+ (the barred
notation again denotes the 7" = 0 - case), and a BPST instanton background Agpst (2.4.27),
as discussed in [60, 154, 182-184]. To emphasize the difference to the finite temperature
heat kernel expansion in the following section, we also employ the 7' = 0 - barred notation
for the BPST instanton A4,e and its field strength G**. The coincident heat kernel in R*

can be expanded as
S
)

in terms of Seeley - DeWitt heat kernel coefficients agy; and analogously for —92. The large -
mass expansion corresponds to inserting the series expansion (3.1.3) in (3.1.2), switching
the order of the & -sum and s - integral, and performing the s - integral followed by the
operator trace. The uniform convergence properties needed to exchange sum and integral
are not generally fulfilled, so the large - mass k - summation is generally only asymptotic.
Therefore, it is valid to consider only its first few terms. The known Seeley - DeWitt heat
kernel coefficients for —D? read

0 Sk—2

> (an)2 aok (Appst(T)) (3.1.3)
keN

Il

(zs|Z) = <§ ‘ e~ (=D%)s

1
ap = lax2, a2 =0, a(z)= —EGWGW7

1/20—, ,—,.— 1 — _
e = —— [ Z2GrYGVRGRE — 7GVN;MGVH;M) ,
6776 (15 20
1 1 = — = 11 = — —,,— 2 — =

oo — — [ _ 7GMVGVHGH>\G>\M 7GMVGK)\G[AVGH>\ 7G,U,VGMVGHAGKZ>\
s 24( 21 T 10 T35 *

4 — 67 —, == 8T — =111k = 11 ]

7G,LLI/GVI€G,U,AG)\K, 7GI€)\G)\Z/HLLGVK/,,U, 7GK)\G“V’KG‘LW’/\ o 7GI€)\,V,LLGI<LA“UJ/>
+ 35 + 35 + 105 70

(3.1.9)
ayp is given in appendix B and a9 in [183], the @y - 12 are unknown. Here we use the
notation GH* = DFGH =[D",GH], GHirA = GHisA = DXDEGH, etc.

23 -rescaled and centered around Z for consistency
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Figure 3.1: Some closed loop - propagators in the periodic spacetime R3 x S}ad_ _1,, as

they appear in the log - caloron density (3.1.2). The periodicity of the space-
time is made explicit by showing all the time copies of the boson and BPST
instanton making up the thermal boson and HS caloron, respectively.

The anti-periodic boson copies are located at (o) x + jé4, j € Z and are
connected by closed loops; the solid lines (—) show “aperiodically closed
loops” which do not encounter the spacetime periodicity, the dash - dotted
lines (—-=-=) show loops which encounter the periodicity j times and close
(anti-)periodically for j even (odd). The caloron is made up of periodic instan-
ton copies located at (W) 0 + jé,.

All boson copies and all connecting, closed loop - propagators are affected
by all periodic copies of the instanton; this is symbolized by the dashed red,
green and blue lines (— — —) connecting the instanton and boson copies.
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The “traced integral - heat kernel coefficients” by, i.e., those appearing in the traced
and integrated heat kernel expansion used in the log - caloron density

)2y

keN

5k—2

Tr((zs|z)) = Tr( <j ‘ o~ (=D?)s

'3 (b (Rapse(2)))
Gz o z tr( bor, (Appst(Z)) )

(3.1.5)
can be simplified using trace cyclicity, IBP as well as the equation of motion and the
Bianchi identity.® These traced integral - coefficients are

i

bo = ag, BQ(E) = as, b4(f) = a4, 66 = goéuuéynéwf’
68 _ i Eéw/éyyén)\éﬁ)\ + Eéyyéunéu)\én)\ + iéuuéunén/\é)\u_i_

24 \ 210 35 105

1 — =
e 222Nl Al
P ETIACAR e ) ,

610 :i Lé“”é”Aéa“éV”éAa _ ﬂauuéuuén)\é)\aéan_}_

120 \ 945 126

T — =\ TGS T 115 — =A== ua=
7G/U/GH)\G}U/G)\O£GOU{ 7G,uz/Gw-cG,u)\G)\aGan . 7G/U/GH)\G)\VG}LO¢G&H
* 126 * 63 189 *

+ %é#”élméf&\é)\aéa# + %Ctua@o&\aynménk;u _ éémkaya;uéyaa,{)\m_
2

2 ARAAVOG U AON AVES L i*ﬁ)\*n)\*ua;u*ua:u E*un*n)\*ua;u*ua;)\
189GG GG +63GGG G +63GGG G"
i*n)\*)\ufua;,u*an;,u
+ 13 9G GV G"HHG ) :

(3.1.6)

For @, the corresponding simplification to b;, is unknown, i.e., bia = @12.
Counting 3 -dimensions in the heat kernel expansion, the heat kernel coefficients
(regular and traced integral) have to be a3 = Length 2% = Mass?* to reproduce the
[ - dimension of the proper time - Green’s functions. In general, the expansion of the heat

kernel <§ ‘ e~ Ds ’ E> for some general second order differential operator of Laplace type

D = —G,, (VF iAW) (VY —iAY) + f(Z), with metric g, geometrical covariant derivative V
and some gauge - invariant matrix - valued function f(z), has its coefficients @, constructed
from all possible invariants formed using f, the Riemann, Ricci and scalar curvature, the
gauge field strength and their covariant derivatives. All these tensors are of 3 - dimension
Length~2 and of even rank 0, 2 or 4. Therefore, odd Seeley - DeWitt coefficients @oy |

3GHit = (0 and e"MAGN = 0 & GFNH 4 GHRA 4 G = 0, respectively.
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. 1_ _ ok
corresponding to s**2 72 cannot be constructed, as they would be [aa;1]s = Length k=1

which requires an odd number of covariant derivatives that cannot be contracted with
tensors of even rank to form an invariant. As can be seen above, in the case of D = —D?
in flat spacetime, all invariants are constructed from the field strength.

Since regions of larger (i.e., “non - infinitesimal”) proper time give strongly exponentially
damped contributions, it is reasonable to both truncate the heat kernel expansion after
the first few (or finitely many) terms and keep the full s - integral over R.

The free coincident proper time - Green’s function is described by a single heat kernel

= sN\O0  _ _
coefficient (s | z), = (z|e~(-0")s|z) = (ijz ao(0) with @o(0) = Ggree = Dfree = Toxa.?

Structure of the Expansion at finite Temperature

At finite temperature 7' and for the /3 -rescaled spacetime R? x Srla d =1/, containing

a HS caloron background Aps(x) (2.4.37), the coincident heat kernel expansion reads
(analogously to (3.1.3))

with heat kernel coefficients of (- dimension [agy)|5 = Length_% [185, 186].

These heat kernel coefficients ayy, are given by linear combinations of, firstly, the ' = 0 -
coefficients @, and, secondly, the chromo - electric and -magnetic fields £ = G** and
B! = LUk Gk and their covariant derivatives, together with matrix - valued combination
coefficient functions

0 -2
Y g aon(Ans(2) (3.1.7)

4
kzeNuN—k%( )

iR

(xs|x)” = <x ‘ e~ (=D%)s

Y 0s/ferm pod 2
(T, 0,8) = Z /471_31‘;1 (Z-pgos/ferm IOz, Q))l es(zpz /f —an(x,Q)) ’ (3.1.8)
a€Z

2o bosonic
bos/f _ bos/fi —_
where paos/ erm __ Bwaos/ erm __ (27r(a N 1/2)>’ « € 7, are the ﬁ-rescaled <fermionic)

Matsubara frequencies (cf. (2.2.24) and (2.2.27)) with [pP°¥f™]; — Length™" and

1
Q(Z,0) =T exp (z/ dr Afs(Z, 7')) (3.1.9)
0

is the untraced Polyakov loop (2.2.29). The coefficient functions ¢; are dimensionless
- see [185, 186] for the non - S - rescaled expressions. Note that now also odd ao, with

4160, 154, 182-184]
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half - integer k are possible. They can be constructed using temporal derivatives that
do not have to be contracted and the chromo - electric and -magnetic fields, which are
tensors with [E]s = [B]s = Length? and rank 1. For —D? the finite-T heat kernel
coefficients have the structure agy even = ©0 G2k even + Ak even (@1 evens D@ E, D B) and
Ao odd = Ask 0ad (€1 0ad, DY E, D®) B), with fermionic Matsubara frequencies in the ¢;
to encode the anti-periodicity of the corresponding eigenfunctions and Ay, denoting the
finite - 7" terms.
The traced integral - heat kernel coefficients b, in the operator trace (cf. (3.1.5))

) T

ke NUN+1

Sk—2

- /1d4x tr (bgk (AHs(x))) 7

(3.1.10)
are of the same structure as the aq - coefficients, but contain simpler finite-7" terms
Bow (¢, D E, D B) and the traced integral - heat kernel coefficients at 7' = 0:

Tr((ws|z)” ) = Tr( <;,; ‘ o—(=D2)s

i 7 + 202 i i
bo(Ans) = w0 = ¥obo bs(Aus) = @obs — %E E",
be(Ans) = pobg + ———— ( (E"")" + (GY*)” —2E'GVE? ) —
60 2(( (e ) (3.1.11)
®o Y2 P4 i:4\ 2
— R 2= _r= E 3
(245 @y,

b6 < 2k < 12(Ans) = pobay + “unknown”;

the other coefficients either vanish in general (2k € {1,3}) or in this case (2k € {2,5}),
are unknown beyond by, (6 < 2k < 12 and 2k = even) or are completely undetermined
(2k > 6 and 2k = odd). In appendix D.1 and the ancillary files we present our method
to find the detailed functional forms of the known coefficients b, <2k <12(Ans) and finite
temperature terms By < 2 < 6 (Ans) as given in (3.1.11); for that we use the OGRe - package
[187] for Mathematica.”

The free contribution resulting from —d? can be calculated more straightforwardly,
i.e., without employing the elaborated techniques described in [185, 186] that lead to
the coefficient function - structure. Instead, a simpler method from [185, 186] can be
utilized, where the temporal part of the asymptotic expansion, that is, the expansion in
Matsubara frequencies, is split off and the heat kernel expansion is only performed in the
3 - dimensional spatial part for —92. This yields

>[185, 186]
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(ws|2)g = (@ e |a) = 37 <£ ¢~ (0= GEm™?)s :E’> =
a€Z
0 s 1 ) . (3.1.12)
= Z e \Pa 7 loxo = ﬁ@O(ﬂUaOaS)hx%
a€Z (47TS)2 ( 7T8)

with Q(Z,0) = 1 in the free case. This is equal to a 4 - dimensional heat kernel expansion
with the —9? - heat kernel coefficient agee = bfree = Y0l 4—g = 1.6

The coefficient function ¢( can be transformed using the Poisson summation formula
[185, 186]. Treating f(p) = exp ((ip—In)?) as a continuous, aperiodic function of p € R
with a Fourier transform f(7), one has ) ., f(p) = ez f() ie,

;- bos/ferm 2 . . j
w0 = Z [drs es(zpﬁ; /f _ln(Q)) - Z(il)j Q) e—% (3.1.13)

a€ZL JEZ

bosonic

with +1 for the ( ..
fermionic

> case. Therefore, for small s all terms with j # 0 are

exponentially suppressed such that ¢q 20 Tox2 with 1945 the identity in SU(2) - color
space. This Fourier back - transformation connects the momentum space of Matsubara
frequencies back to Euclidean time. This means that modes with j = 0 correspond to
loops in the heat kernel expansion that close “aperiodically”, i.e., without crossing the
(anti-)periodic boundary at = = 1 = 0, while j # 0-modes correspond to loops which
close by “(anti-)periodically” crossing the boundary j times, cf. figure 3.1.

Furthermore, reintroducing the explicit dimensionalities we observe an exponential
-2 52

damping factor e i which, in the zero temperature limit 8 — oo, goes to O for j # 0,
i.e, in this limit all finite 7" - effects vanish as expected.

We can also use the Poisson summation formula to calculate higher ¢; - (. For that,
notice that by modifying the coefficient functions as ¢;(a) = Y-, v s(HD/2 Q! 5Q*+aQ

with Q = ip — In(€), we have the general form ¢; = s'/2 (&Sl)cpo(a)) |a = 0. Now we Fourier
transform ¢ (a), employ the Poisson formula and perform the a - derivatives before finally
setting a = 0. For the first few coefficient functions up to [ = 4 and the combinations
appearing in the known traced Seeley - DeWitt coefficients (3.1.11) we find:

®The sum over the n - modes (and thus over the Matsubara frequencies) gives a well - defined object, the
2nd Jacobi theta function 92 (0, e 4™ *).
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_i2 g 22— 2s
golz—z :I:IJQ]e 45#/2’ gpgzZ(:I:l)jQ]e Is P
JEZ JEZ
4% j(4* — 6s) 2t = 1275 4 1252
=Ny ie w22 =N (£1)y e
Y3 J;Z 853/2 ) Y4 ];Z( ) 1652 5
. . i2 i2
po+2p0 =Y (F1) Qe % :
JEZ s
o | P2 2p4 2 j(5% = 25)
L2 5 Nl L 2
15 + 3 + 15 j;Z( ) 120s2

(3.1.14)
We note a general structure: ¢; even/odd CONtains terms /2 with even/odd 0 < ¢ < [. Again
all modes j # 0 are exponentially suppressed and for ¢ 0dd the 7 = 0-mode vanishes

identically (i.e., they contain only terms with ¢ > 0). The limit s \, 0 produces the j = 0-

mode: 9 iy —11ax2, ¢4 =t 21, (p6 ) —21, s At L1 and ¢y 505,7) =0

as well as g + 2p2 >0 () and R4+ 2+ 2“"4 >0 (). From this we can also see that the

(known) finite T - terms, which contaln only j # 0-modes, vanish for 5 — oo, just as was
discussed for ¢ above.

The j-th powers of the untraced Polyakov loop (2 appearing in the ¢; - coefficient func-
tions can be calculated stralghtforwardly For that, we first perform the 7 - integral of

Al = —n"79" In(¢(r, 7)) % = =9l - ¢ = _a%ﬁ £9 (result confirmed in [188]):
—i/ldT 6r¢ 0% (2mr cosh(27r) — sinh(27r)) + 2r? sinh(27r) B
0

\/2 r2 4+ w20%) (cosh(4nr) — 1) + 4mo?r sinh(47r)

= 2miw(r, o).

(3.1.15)
The untraced Polyakov loop then reads 2 = exp (irw ?) As shown in figure 3.2,
w(r,p) > 0Vr,o > 0, especially w(0,0) =1 and w(r,0) = 0 (the latter correctly re-
produces the vacuum background case) with an according discontinuity at » = 9o = 0
that we can make obvious by a simultaneous Taylor expanding of w(re, ge) for € N\, 0.
This expansion yields w = ((r? 4 ¢?)/2 — r)(r? + 0?)~1/2 + O(c?) and we see that now
taking r \, 0 yields 1 while p “\, 0 produces 0. Furthermore, w falls off quickly at large
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Figure 3.2: w(r, o) as it appears in the untraced Polyakov loop © = exp (irw ite ).

r

radii; by expanding” we find w = Qi’f +0O((£)?). Second, we expand 2 using (?)2 =1
and find Q(Z, ) = cos (T w(r, 0)) Laxe +isin (7w(r, 0)) 2. The inverse is therefore given
by Q7! = exp ( —iTw g) = cos (ww(r, g)) 1 — ésin (7r w(r, g))@ and the general j-th
power reads

OV (Z,0) = cos(jww(’r, g)) Toyo +isin(j7rw('r, g))g VieZ. (3.1.16)

Since w " =7 0, 7 approaches the free case Q7 (Z,0) = 1 V; at large (enough) distances
from the caloron as expected.

It is important to note that the leading terms of (3.1.11), i.e., those given by by, times 1 C
@o (cf. 7 = 0in (3.1.13)), yield the same expansion structure as at 7' = 0. Here, “leading”
means dominant compared to the j # 0-modes of ¢y and ¢;, which are due to finite
temperature, exponentially suppressed as s N\, 0 (cf. (3.1.14)) and which we find below to
be of O(mPe~™), b ~ 1. Therefore, the leading expansions are equivalent for the periodic
and anti-periodic operators D? and D?, while the summations should actually differ.
The exponentially damped B - terms, which introduce boundary condition - dependency,
cannot be thought of as the required corrections, however, as they are of the order of the
typical ambiguity associated with summing an asymptotic series like the heat kernel series.

7w r — 00 1 ,,‘2821r7‘+927”,e27r7‘

2
_ R e 2)\2
r/r2ednr 1202 rrednr =1 \/1_"_292,r - 2 +O((r) )

™

106



The finite- T terms in (3.1.11) are therefore uncertainties in the 1

summation and we have to ensure that m is large enough to allow 2 .
us to neglect such terms. The exponential damping of the finite - T’

terms is due to heavy quarks m >> 1 exploring R® x SL, _, poon T ..
length scales m~! < 1, i.e., essentially as they would R*. Figure 3.3 /
sketches this: a typical caloron ¢ ~ 0.5 (gray) and the heavy quark - 0 mt R3

propagation range (red). Temperature then only enters in the way
that it modifies the caloron fields; the short-range propagation Figure 3.3

only feels the boundary conditions in an exponentially suppressed

fashion because propagation of a heavy field over a distance 5 = 1

is exponentially small.

In the end we also connect the large - m expansion to the small - m one which, as we
are going to see in section 3.2, contains explicit boundary condition information and thus
serves as a “boundary condition” itself for the interpolation between small - m and large - m
expansion (cf. (2.4.83) and the short outlook below), ensuring the correct anti-periodic
properties.

3.1.3 Heat Kernel Expansion Order by Order - Numerical Results

Now we plug the finite temperature - heat kernel coefficients with the above (; into the
log - caloron density of the heavy, anti-periodic scalar particle in a HS caloron background:

> ds —m?3s —A%s 1d4 Sk_Q A
¥s, — :_/0 ?(e —e )/ x tr Z 1Wb2k( HS(«T))_bfree
keNUN+1
(3.1.17)

We note that only the leading contributions of the coefficients (3.1.11) contain “actual
physical information”, while we use the finite - 7" uncertainties to find a lower limit on the
large masses.

As we stated before, we perform the s-integrals first. In general, these integrals are of
the structure (analogously for \? instead of m?)

c 00 2, 2 .
I(m2,kaj2; 5) = / dse™ ™% s 373 ) (3118)
0

with ¢ the semi-positive definite integer resulting from the ¢; in (3.1.14). For j = 0, i.e.,
the non - suppressed/leading modes, this integer is ¢ = 0 and the integrals are
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— 00 1 ke{0,1,2}
I(m?,k,0;0) 1 - (k — 3)! : (3.1.18.a)
where by I' we denote the Gamma function [189]. Note that there are no leading
contributions for half-integer k. To parametrize the divergences in (3.1.18.a), one

introduces a a small - scale cut - off ¢, for the s-integral and finds [189]

o0

I(m?0<k<2,0;0) = lim dse™m?s gh—3 —

Es €s

(

e*m255(1 —m?e)  m? 9 9
262 + > (In(m?e;) 4+ 7E + O(m’ey)) k=0
- ef%+waw#m+w+0wkn p—qp (3118D)
Elsiir}of(O,m%s) = —In(m?es) — g + O(m3ey) t k=2

where g is the Euler - Mascheroni - constant and f(O, z) is the upper incomplete Gamma
function. For j # 0 with general ¢ # 0 we obtain

1(m? k% 5) = 2739 (

’j’ k_2_§ . m?2>1

poee Kij—a—g|([dlm) — <
w1 (4k—2-5)%—(20-1)?)

ul(8]j[m)* ’

(3.1.18.0)
with K, (z) the modified Bessel function of the second kind. Since the K, - expansion
is an asymptotic one, it is justified for large (enough) |j|m to keep only the first few
terms. The integrals I(m?, k,j% §) are e~ - exponentially suppressed, but part of the
infinite summation over all j # 0 - modes of the coefficient functions ¢;. Therefore, one
cannot simply neglect them and we compute the total finite- 7" terms to quantify the
large enough masses required to keep these terms suppressed compared to the leading
contributions. Note also that for the j - summation I (m?, k, j%; §) has to be multiplied by
the corresponding factor o j¢ from the coefficient functions (cf. (3.1.14)).

In the following we consider the different orders of the traced integral - heat kernel
expansion and present our analytical and numerical results for the resulting log - caloron
density contributions. A detailed description of our numerical methods can be found in
the appendices D.1 and D.2 and the ancillary files.
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Order k = 0:
-2
The leading j = 0-modes of both by(Ans) = o(Aus)l = Zjez(—l)j(lje_ffs (3.1.13)

) 2
and the vacuum term bgee = ¢0(0) = >, ¢ z(—1)7 e~ % 1 both give rise to quadratically

divergent contributions I(m?,0,0;0) (cf. (3.1.18.b)) and multiply the spacetime volume
spacetime V = vol(R* x S1 . _, /QW) = 'da?. These divergent contributions therefore
cancel identically and the leading k£ = 0 - contribution to the log - caloron density (3.1.17)
vanishes: 7o = 0 (we denote j = 0-mode terms from by, as Yoz ).

For the j # 0-modes of by(Aps) and by(0) we find finite s -integrals I(m?,0,5%;0).
Plugging these s-integrals into the infinite j - summation of ¢y (3.1.13), we find the
contributions from by (Aps) to be given by

3
S (el ya T elim (1 0y ogm ). (3.1.19)
j €20} 12 "

Here and in the proceeding treatment of the large m - expansion’s finite - temperature
terms we drop all contributions which are additionally (to the overall e~ - damping)
mass damped by inverse powers of m with respect to the leading j = 0-mode: for k = 0
the “leading” term is 0 and thus O(m?), therefore, we neglect all terms O(m~'/2) and
lower in (3.1.19).

We plug in €/ (3.1.16), keeping only the traceful part of €%/, i.e., cos(jm w) 1, which is
denoted as “=¢”, and perform the j - summation:

3
. 2 i 1
> (a2t yr el (14 875) .
j € Z\{0} ViE jm
3
. 5 . 1
=tr Z (—1)? cos(jmw) 2%\/7?7722 e Im (1 + 75>]1 —

j €N+ Jz 8jm

1
15m2
8

N (mi Re (Lis (—e™ ™)) + Re(Liz (6‘”“’_7”))> 1=

— 2%\/7?<L%7g(m,w(r, g)) + %L%% (m,w(r, g))) 1, (3.1.20)

where Li(z) is the polylogarithm® and we abbreviate a (hereafter) often recurring pattern
by introducing the function

Las(m,w(r, 0)) = m" Re (Lib( _ e”w(w)*m)) . (3.1.21)

®Not to be confused with the polylogarithmic function.
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For leading order mass terms O(m?) our rule about dropping mass damped terms thus
translates to neglecting all contributions L, ; with a < d.

The free case for by(0) is calculated analogously with 2 = 1 < w = 0 and we obtain
the contribution

15m?

25 /7 (md Lig (—e™™) + Liz(—e™™) +O(m™4)) 1. (3.1.22)
The overall contribution to the log - caloron density is therefore given by the space(time)
integral (additional factor of (27)~! due to a factor of 2 from tr(12x2), the heat kernel
. —9 2 . 1 . .
expansion prefactor (47)~?, the volume element 4772 dr and the integral [ dr trivially
yielding 1)

5
2

Wm0 = —= | drr?(L

ot
3
(S
=
=
+

[S]Ie]

)

(3.1.23)

By 74 (m, 0) we denote the finite temperature contribution to the log - caloron density at
heat kernel expansion order k coming from the j # 0-modes of ¢ybsy.. The corresponding
terms from By, we denote as v5, (here obviously 75 = 0).

Note that w falls off quickly with increasing r, so that the caloron background - terms
in 7 quickly approach the r-independent vacuum terms which renders the overall
spacetime integral finite. To see this, first note that vJ° is a positive definite function which
we prove by employing the Fermi - Dirac integral - representation of the polylogarithm

function [190]: ,
-1

s =2y 11 > U
Liy(—e *) = -T (b)/o du76u+z+1. (3.1.24)

This holds VRe(b) > 0 and Vz € C, 2 # +im + z, z < 0.% In our case this excludes only
the pathological combination 7 = 0 A m < 0. The O(m?) - terms of §° (a = 2, 3) are
then determined (up to positive prefactors m® - const.) by the integral

- 00 B 1 1+ €"t cos(mw)
() / duu’! - 3.1.25
(b) 0 wu evtm 41 e2(utm) 4 eutm cos(rw) + 1 ( )

with b = a + 1, 2. This integrand is positive Vu +m > 0 Aw € [0, 1]. In the limit » \, 0 =

. . o re b—1,u+m . . . . .
w 1 = cos(mw) — —1 it simplifies to % which is finite given « > 0, m > 1. In

°Le., it holds Vz € C except z € RA z < —1.
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Figure 3.4: The general splitting of the m - o- plane required for parametrizing the finite
temperature heat kernel corrections (3.1.27), (3.1.29), (3.1.34) and (3.1.35).

the limit » — oo = w \, 0, the integrand falls off as w? oc r—* (cf. below (3.1.15)) and for
large u as u*~'e~*, rendering the u - integral finite and v¢§° as a whole “[;dr r~2 - finite”.

In the ancillary files we provide the data for 4¢°(m, ¢), which we obtained using the
SymPy [191] and mpmath [192] packages'®. It is difficult to provide a good functional fit
to this data - and indeed for all finite temperature corrections; the best approximation for
the finite temperature ambiguities is given by the function

¢(m,o,0; a, l;, éa,bc) =e ™ <ZL mb 5+ ambgc> , (3.1.26)
where the choice of § or ¢ depends on the ¢-value as we see in the following (g = g
(2.4.40) describes HS (anti-)calorons at length scales r» < 1, where they resemble BPST
(anti-)instantons of modified size ¢ (cf. (2.4.39)). We compute 75" ® on an m- o- grid of

15000 points formed by 100 fermion masses m € {1.001 - (200} |N 5 i < 99} “times”

150 caloron sizes o € {1073 - (1%(),()3)@ IN 3 i < 149} with mpi, = 1.001, gpin = 1073
and Mmax = Omax = 200, splitNting the m - ¢ - plane in nine sectors (i) - (ix) as shown in
figure 3.4. The coefficients a, b, ¢, a, b, ¢ in these sectors as well as the sector boundaries

are given in table 3.1. We write this using the short - hand notation

3

—_

.26)

180 (m, 0) ¢ ¢(m, 8,03 @,b,é a,b,c) (3.1.27)

Table 3.1

9These packages allows us to handle polylogarithms in symbolic and numerical Python - calculations,
respectively.
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Figure 3.5: Relative error 6%3”0 of the fitting function (3.1.27).

@ (i) Gi) | Gv) ) vi) | oi) | vii) | @x)
a| 8878 |8.107 |5.000 |a\”(o) | a o) |aP) |0 0 0
b|1.03 |1.17 |142 |1.03 |1.17 |142 |0 0 0
1300 |300 |3.00 |313 |313 [3.13 |0 0 0
al0 0 0 al’(o) | (o) | a{(0) | 3.075 | 2.823 | 1.700
b0 0 0 1.04 | 1.18 | 1.42 | 1.04 | 118 |143
c|0 0 0 225 | 226 |226 |200 |200 | 200

Table 3.1: The (m, o) - sector boundaries corresponding to figure 3.4 are m; ~ 2, mo ~ 8,
01 ~ 0.22 and g, ~ 1.2, the upper values are mg = g3 = 200. The @ and a
functions in sectors (iv) - (vi) are required due to the rapid transition of small-
caloron (g) to large - caloron description (p); they contain step functions for
which we choose the logistic function approximation ©;(o,u) = (1+ 6‘2“9)_1:

) = 11.24(1 — ©;(0 — 0.4,7.5)), &} = 10.29(1 — ©)), &) = 6.350(1 — ©y),
all) = 2.9040,(0—0.4,7.5), P = 2.6570,,a® = 1.6500,.

The boundaries in table 3.1 are roughly set by hand to minimize the fitting error, which
is shown in figure 3.5.

Concerning the \? - regulator terms: the j = 0-modes cancel again like for m? and the
Jj # 0-mode contribution 77 (), ) vanishes exponentially as A\ — oo.

All in all, the diverging j = 0-modes in the caloron and the vacuum background cancel,
just like for T = 0 (where by(Anstanton) = 1 = bo(0)) and we find the finite - temperature
term —v5° (m, o).
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Orderk = 3:
The coefficient b, is always 0.

Orderk —1:
For —D? (and —0?) the coefficient b, vanishes (just as for instantons).

Order ik = 3:
The coefficient b3 is always 0.

Orderk = 2:

The j = 0-mode of b, is given by (b, (again only the traceful part of ¢y contributes)
and diverges logarithmically as I(m?,2,0;0) f(O) (cf. (3.1.18.b)). This logarithmic
divergence is canceled by the Pauli - Villars - regulator term (see [60, 154] for T' = 0 - case);
the ~g - terms cancel as well. Thus the physical j = 0- mode contribution at asymptotic
order k = 2 reads

2 2 1
Y4(m, A) = In (;;2)(471)2%(64) =1In <T;\12>12(i7r)2 / d*z tr(G’“’G’“’) = %ln (%) ,
(3.1.28)
where it was used that integrating tr(b4(Ans)) yields the caloron’s topological charge:
ﬁTr(&(AHS)) = n = 1. This result is analogous to the instanton - case in [60].

In order to verify our numerical methods, we also perform the x - integral numerically
for 35 o -values ranging over several orders of magnitude ¢ € {0.005- 1.5/ |N > i < 34}
with omax = 4853.70 and find excellent agreement with the analytical value. As can be
seen in figure 3.6, and our data in the ancillary files, the relative error of the numerical
integration with respect to % never exceeds |8, max| & 2.3 - 107°%.

The j # 0-ambiguities from by = by — %EiEi come from ¢y with ¢ = 0, i.e.,
from the integral I(m?,2, 5% 0), and from % (o + 2¢2), where 1]—225 means ¢ = 2 and the
integral in question thus is I(m?,2, j2;1). For both by oc GWG** and E'E® only the trace-
ful part cos(jrw)1 of Q7 in ¢y and @ + 22 contributes. The traceless part 4 sin jww)@
yields: & sin(jmw) LGP GEM giabo® =4 —1 sin(jmw) LGP GEH e 1 = 0 due to the
exchange symmetry for the field strength - analogously for the chromo - electric field.
Performing the j - summation in the first term gives 23/2\/rr (L_ 11+ ...) by and we ne-
glect this contribution completely as it contains a mass damping. The second term
yields (mind the factor % in this j - summation) —2%/ 2/m(L L 11t ...) B'E*, where

tr(1 B'EY) = E* EYi (% 4') = 1 E*iEoi gave a factor of 1, so that we obtain the overall
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Figure 3.6: Relative error 6., of (3.1.28) compared to the theoretical value of .

finite temperature contribution

1
25 .3/

(3.1.26)

1 o)
B(m, 0) = / dr / dr® Ly 1 (m,w(r, 0))(E*E*))(r,7, 0) =
0 0 272

(3.1.29)

5o i b b :
¢(m, 0,05 a,b,¢,a,b,c) Table 3.2

6] (ii) (iii) @iv) W) (vi) (vii) (viii) (ix)

0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0

-0.092 | -0.069 | -0.069 | -0.088 | -0.061 | -0.061 | -0.085 | -0.057 | -0.057
0.27 0.50 0.50 0.23 0.50 0.50 0.17 0.50 0.50
0 0 0 0.05 0.10 0.10 0 0 0

Q|| | Ty

Table 3.2: The sector boundaries corresponding to figure 3.4 are m; ~ 3.4, my = 8§,
mg = 45 and 01 =~ 0.3, 03 = 2, p3 = 45.
45 &

Here 55 fermion mass values m € {1.001 - (557)%4 | N > ¢ < 54} and 85 caloron size

values o € {1073 - 1045 [N 5 ¢ < 50} U {103 - 10'%% - 39.08331 |[N* 5 i < 34} form a grid
of 4675 points. The corresponding data and the relative fitting error of (3.1.29) are to be
found in the ancillary files.

This integral (3.1.29) is finite - just as (3.1.28) and the other heat kernel contributions,
because the field strength and thus the chromo - electric and -magnetic fields vanish fast
enough for r — oo (cf. figure 2.12).

Overall, the contribution to s, _ is —y4(m, \) with a finite - T uncertainty —~5 (m, o).
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Orderk = 2:
For —D? the coefficient b5 vanishes.

Order k = 3:
I(m? k, j%; %) is always finite for k > 3, e.g., I(m?,3,0;0) = m~2. Here we find the
physical 75, _ - contribution

1
14407 m?2

Y6(0)
m2

1 B 1 00
= I(m?,3,0;0) 72Tr(b6) = / dT/ dr 2 g2 Garv GPrEGevE
(47) 0 0
(3.1.30)
The corresponding ) - terms thus vanish as A — oo. We calculate ~4 for 150 caloron sizes
0€ {1073 1.1*|N 24 < 100} U {1073 - 1.1100. 1.075" |NT > i < 49} with gmax ~ 476.74
and obtain

0.013
52002 10 <0<0.267
v6(0) ] 0.1285'%°  0.021
m2 mz T ogimgz P0207<es 184, (3.1.31)
0.008  0.052
Q2'00m2 m2 :1.844 < o

where 0.013 ~ % is the prefactor of the corresponding instanton heat kernel expansion
[60] - in fact, the full numerical result agrees with % = 0.013 to eight decimal places.
Furthermore, the difference between “z” and “x.00” in (3.1.31) and other numerical
results is that the former denotes the exact integer number (either obtained by analytical
calculation or set by hand), while the latter means a numerical result that is given to
two decimal places. The data and fitting function as well as the latter’s relative error
compared to the data are shown in figures 3.7a and 3.7b, respectively and can be found
in the ancillary files.

In (3.1.31) we can identify three ¢ - regions: for small caloron sizes or low temperatures
0 = pT < 0.267 the heat kernel coefficient ~¢ is best described by g (2.4.40); for large
caloron sizes or large temperatures p7" > 1.844, o describes the coefficient; in the inter-
mediate region, both ¢ and ¢ play a role. This means that for p < 3 the caloron is small
enough to only effect physics on length scales much smaller than the temperature scale.
Therefore, such a small caloron essentially behaves like an instanton. As the caloron gets
larger, its actual periodic nature becomes increasingly important for its effect on particles.

The j # 0-modes at k = 3 are due to (I) o with I(m?,3,;2;0), (ID (o + 2¢2)

with I(m?,3, j2;1), where we study the terms (IL.1) g (0 + 2¢2) ((E”)Z + (Gij?4)2>
and (I1.2) —tr(g5(po + 2p2) 2E°GYE7) separately, and (III) —(£2 + £2 + 2%) with
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(a). m~2 - coefficient 4 (3.1.31) of v, _ (3.1.17): our data (orange) on the left, data points (blue) and
fitting function (orange) on right. The vertical, dashed gray lines again mark the boundaries
of the piecewise defined function (3.1.31).
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(b). Relative error ¢.,, of (3.1.31) compared to our data in %. Again, the vertical lines mark the
boundaries in the fitting function. We see good agreement in the physically relevant region
01501

Figure 3.7
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(II1.1) I(m?2,3,5%;1) and (II1.2) I(m?,3,5%2). For the j-summation we use that
in all (I) - (IIL.2) only cos(jmw)l C € contributes. For the traceless part we find:
(D 229G GersGirraiobotod =y 20 (G GPHFGYYR + (v 5 k) + (1 <> K)) = 0 be-
cause of index symmetries; (II.1), (III.1) and (III.2) give vanishing contributions due
to 0%l = 2iec together with exchange symmetries in G and FE; (I1.2) yields
2 EY G EY 6%t 0? = 229 (EGYUEYT — (i +» j) — E**G EYY), where the first
two terms cancel and the third again vanishes owing to index symmetry. Finally, the
corresponding traceful contributions with all mass damped terms neglected are:

() V2rL_y abs =u g Log 1 e¥CGUGIIRGEE L
2 2

(LD 7 (L g = § Loy ) (B9 4+ (G0,
(I1.2) 27\/415 (L L s - %L_%_%)EabCEaiGbi]‘Ecj]l’
(IIL1) 3% 15(L7;’7% iL %77%)(Eai;4)2]l,

(L2) 3 (Ly s+ 2L s s — $5Ls 1) (B*¥)°1.

2’2

Performing the trace and plugging the result in the spacetime integral we find the finite
temperature corrections at k = 3:

1 1 [e’e)
o (m,0) = 54—— / dr [ drr?L_s 1 WG GorRGers (3.1.32)
22 - 45 /7 Jo 232

5(m, o) ! /1d /ood 2<1(L 'y
m,0) = ——— T rro| (b 3 —< L3 _
ol e 23 .15\/7 Jo  Jo 2V T2z 8 T2

S 5 1
. EabcEaszz]ECJ) o (L%,—g o éL—%,—% + 172811_%7 %)(Eazél) >

)((Eaz z) + (Gaij;4)2_

M\H

(3.1.33)

The numerical values for these ambiguities
75°(m, 0) = non - trivial function(m, g) - e~™ (3.1.34)
W (m, 0) “E ¢(m, 6,05 6,5,¢,a,b,0) (3.1.35)

Table 3.3

were again obtained on the grid of 4675 (m, o) - pomts m € {1.001- (1551 001)54 IN> i <54}
and o € {1073 - 101 IN > <50}uU{1073-10% W - 30.08351 INt 5 4 < 34} and can
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be found in the ancillary files. Note that the “non - trivial function” of 7§ contains a
transition from negative to positive values and is therefore difficult to describe by the
function (3.1.26).

0 (i) ) |G | W wi) | mi) | vii) | @x)
a|0.012 | 0009 |0.003 |a” o) |a? ) | a0) | 0O 0 0
b|-004 | 003 |068 |007 |-016 |061 |0 0 0
&[-1.99 [ 200 |-2.00 |-227 |-1.90 |-1.63 |0 0 0
a0 0 0 a” (o) | a(0) | a¥(0) | 0.029 | 0.048 | 0.012
b| o0 0 0 0.66 |-0.11 |0.65 |0.62 |-025 |0.74
c|o 0 0 0.08 |-0.16 |-0.28 |-0.00 |-0.25 |-0.02

Table 3.3: The sector boundaries corresponding to figure 3.4 are m; ~ 2.2, ms ~ 3.5,
m3 = 45 and o1 =~ 0.2, 0o =~ 2.5, p3 = 45. The a and a functions are:
al) = 0.007(1 — ©(0 — 0.65,7.5)),a” = 0.013(1 — ©;), @ = 0.007(1 — ©),
al’) = 0.0300,(0 — 0.65,7.5), a2 = 0.0500;, > = 0.0200,.

The relative fitting error of (3.1.35) on the above m - ¢ - grid is also provided in the
ancillary files.

We find the & = 3 - contribution to the log - caloron density —7;—(2@) with boundary con-
dition dependent ambiguities —¢° (m, o) — 75 (m, o).

We showed, that despite the infinite j - summation, the finite 7" - ambiguities at k = 0,2, 4
are not only exponentially damped for small s, but also for large m, and decrease in
importance. In keeping with the nature of an asymptotic expansion, we can therefore
neglect all further finite 7" - terms, where the By, ~ ¢ are unknown.

All in all “the finite temperature corrections are negligible in the ultraviolet region” and
“temperature does not modify the renormalization properties” [185]. In figure 3.10 and
(3.1.40) we quantify how large a mass is necessary to limit the particle to said UV region.

We now continue the heat kernel expansion up to higher orders. Due to expected com-
putational cost in calculating the explicit form of b12(z, 0) and performing the integration
of this term, we compute the physical terms only up to & = 5, leaving out the last known
k = 6 - contribution. All the following results are also documented in the ancillary files.
We find the ~s, _ - contributions:
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103 oot : 1 5
1024 ) :
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100,
0.001 0.010 0.100 100 10! 102 0.0 0.2 04 0.6 0.8 1.0 1.2 14

Q 0
(@). m~* - coefficient 5 (3.1.36) of 45 _ (3.1.17).

: ! =7 : :
0001 0010 0.100 10 1ol 02 0001 0010 0100 100 100 102
0 0
(b). Relative error 4., of (3.1.36) compared to our data.
Figure 3.8
Order k = 4:
78(0) 2 1 7
=17 4,0;0)——= Tr(bg) =
0.023
W 0 < 0 < 0.120
1.
0.090 0.021 ) < (3.1.36)
= pRE + s :0.120 < p < 1.183
0.020 0.096 0.388
oSy T 19,1 i 1183 <o

plotted in figures 3.8a and 3.8b. The full small - ¢ coefficient in (3.1.36) fits the expected
instanton coefficient 71775 [60] up to 1%. For the numerical calculation of (3.1.36) we used
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130 caloron sizes ¢ € {1073-1.2¢|N 34 < 25} U {1073 -1.225.1.085" |[NT 3 i < 104} with
Omax ~ 461.56.

Orderk = 5:
Y10(0) 9 1 7
=1 5,0:0 Tr(b =
mb (m g )(471_)2 I'( 10)
.082
— % :0<0<0.298
gmm (3.1.37)
0.463 0.267 . < 4 o
= " P T By 0208 <o <1348,
2.280 5.106
— pEREm: — 5 :1.348 < o

which is plotted in figure 3.9. The small- p coefficient here agrees with the instanton
coefficient 222 up to —0.21%."!

Finally, we give the large mass expansion of the log - caloron density for an anti-periodic

scalar particle in a HS caloron background (3.1.17) up to m~%:

1 A
s, —(m large, 0, A) = 6 In <E) - <77i§29) + ’V;Ef) + 71731(69)> +O0(mPe™™), b~1.
(3.1.38)

In order to estimate the validity of (3.1.38), we modify the idea of [60] and demand
that the expansion (3.1.38) be asymptotic, i.e., that each additional expansion order
contribute less to the existing expansion than the one before. For that, we find the “lightest
heavy mass” so that 1) 1% > % and 2) vgfn 5 > %mﬂﬁme. Additionally, the finite -
temperature ambiguities in (3.1.38) need to be small compared to the physical expansion

and we therefore demand 3) 7;55) + Vj;(f) + 71,?129) > 1.2(7¢ (m, o)+~ (m, 0) +~¢ (m, o),
where the factor 1.2 gives a conservative estimate and we abbreviate the full T > 0-
uncertainties at order 2k as 'yg;g. We consider conditions 1) and 2) for 650 caloron sizes
0 € {10730755) . 0,159 |N 3 j < 249}, ¢ € {0.153' 7 - 1.55% N 3 j < 249} and
0 € {1.514' 155 . 1002 |N 3 j < 249} with minimal caloron size 0.001 and maximum

size 100 an find the combined, conservative (meaning that in 1) and 2) the higher order
term contributes at most about 67% of the existing series) restriction:

Hve would like to specifically thank Simon Stendebach for setting up the code for the numerical z - integration
of tr(b1p) in (3.1.37) and perfogming the integrals (using the Cubature package [193-196] to handle the
highly oscillatory integrand tr(b10)).
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(b). Relative error 4., of (3.1.37) compared to our data.

Figure 3.9
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1757 ¢ 10 < 0<0.094
21072 4+ 0.5 :0.094 < 0 <0.44

Miarge, min, (1.2)(€) = 17571 230791 49224 1044 < <139 (3.1.39)
0.160 %t + 3.4 :1.39< o

Condition 3) cannot be inverted and we show the numerical results, obtained for 650
sizes o € {0.31'72% - 0.62% |N 5 j < 249}, o € {0.601' 725 - 335 |N > j < 249} and
0 € {3.019'" 15 . 257 |N 5 j < 249} with minimal caloron size 0.31 (for smaller o,
condition 3) is satisfied, see figure 3.10a) and maximum size 25, in figure 3.10b.

All in all, the lightest quark mass for which our heat kernel expansion is valid is

Miarge, min(Q) = Inax (mlarge, min, (1,2) (9)7 Miarge, min, 3(9)) . (3140)

Our large mass result (3.1.38) together with the estimate for the minimal mass (3.1.40)
gives the large m - correction factor f according to (2.4.83) - compare also the 7" = 0
result (2.4.78):

®|
[\
Q
—
SIS
SN—

Srarge (M = Miarge, min(0), 0) = 2 - =
(3.1.41)
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3.2 Small Mass - Expansion of the Caloron Density

3.2.1 Expansion Strategy

After analyzing heavy quarks the the large - mass heat kernel expansion, we now consider
light fermions with m <« 1, but non - vanishing. The straightforward procedure in this
limit is a Taylor expansion of the log - caloron density (2.4.82) up to first order in m? using
144

with the massive anti-periodic closed loop - propagator A~ (z,z,m?) = <x\_D++m2\x>
Including higher orders in the Taylor expansion would require convolutions of such
propagators and we thus avoid them.

Since these closed loop - propagators are naturally divergent, we achieve regularization
via point splitting, i.e., by considering “almost closed loop” - propagation A~ (2, x, m?)
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20 0.1

(a). The leading heat kernel expansion ‘”fn—(f) + 7;—@ + %ﬁg)‘ shown in orange compared to

1.2(vd + 4T + +F) depicted in blue (the factor 1.2 allows for a conservative restriction).
The ¢ = 0.31-plane shows that for smaller caloron sizes the finite-T" ambiguities are always
smaller, while for ¢ > 0.31 a large enough quark mass is required.
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(b). The minimal, i.e., lightest, possible heavy mass marge, min, 3(0) determined from condition 3).
We choose it conservative so that |25 + 25 + 2i¢ | exceeds 7{ + 77 + 77 by at least 20%.
The blue lines mark data points and fill the area of allowed masses. We identify a roughly
logarithmic growth of myarge, min, 3(0)-

Figure 3.10
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fromztoa’ = x+4¢, e — 0.12 To retain the gauge invariance of e, an appropriate Wilson
line P exp (z f;’dzuAgS(z)) = 1+iAly(z) eu+§(z'auAﬁS|z_(A;SA;S)(x))eugwo(sS)
(2.1.28) has to be added to the propagator. Using also (2.4.77), we find the Taylor
expansion up to O(m?):13

thom = = 3 (00) ~ 203 ) + g (r0)? ~ 24(m0)-
)

— 2m? lim0 Tr<<x’ :L'> Pexp <z/ dzt' Alfg(2) — <x’
€— "
(3.2.1)

Such a Taylor expansion is not possible in the limit 7" \, 0 < (8 — oo. At zero
temperature the known result for «s; _ contains a term (Mp)?In(Mp) [60], which is
non - analytical at Mp = 0. This IR non - analyticity corresponds to eigenmodes of —D?
with arbitrarily low momenta that get effected arbitrarily strongly by the introduction
of even an infinitesimal mass. At finite energy, however, particles in equilibrium always
carry a non-zero thermal energy with typical energies ~ T’; in detail, fermions have
anti-periodic boundary conditions which raise the lowest fluctuation frequencies in D?
to the lowest fermionic Matsubara frequency wgerm = 7T (cf. 2.2.27)). Therefore, as
longas M < T \, 0 = m = M < 1, the introduction of a such small mass only
infinitesimal effects on the particles and the fluctuation determinant. Therefore, the above
Taylor expansion is justified, but its convergence radius in m will drop to 0 in the limit
T\, 0 < S — oo. In other words, the lower T' gets, the smaller M and thus also m have
to be to ensure convergence of the Taylor series.

In order to verify the Taylor series expansion, one could also also adapt the procedure
developed in [60], which is suitable to produce the non - analytical expansion at 7' = 0, to
finite temperatures and compare the result to the Taylor expansion. For this, ~s _ is used
in its Schwinger proper time representation (3.1.2) and s, is expanded in m? as

m2 8 ~ 9
~ Vs _[m ] m
Yerm = Veerm | — —2/ dm? ( — > —1In (—), (3.2.2)
o mim =0 0 om? s -regularized A

with the integration only up to m? < 1 and the m? - derivative regularized not via point
splitting, but by using instead a lower integration cut - off €5 < 1 in the s-integration. We
discuss this approach in a bit more detail in appendix C.

1
—H?

-D?

12Technically speaking, the d,,,» - derivative above cannot be performed, before the diverging integral (without
) is regularized, via point splitting or otherwise. This is of importance in appendix C.
3[54, 60, 141]
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For the Taylor expansion (and the alternative expansion in appendix C), the massless anti-
periodic scalar propagator in a caloron and a vacuum background are required. In general,
any (anti-)periodic propagator AE—B)(az, y,m?) can be obtained from the corresponding

aperiodic propagator A )(z, 7, m?) in R* by adding up time copies [54]:

JEL

Also compare this with the construction of the caloron from instantons described in section
2.4.2, especially (2.4.36). Performing the time - copy sums amounts to compactifying the

spacetime in the temporal direction R* — R3 x Shd 1 Jon? therefore the bars are dropped:

A = A, 7|, 9| = rery, T 7* — T, 7y, etc. The (almost-)closed loop propagators in
(3.2.1) correspond again to the system sketched in figure 3.1. Thus, before proceeding,
we have to obtain these massless propagators.

3.2.2 Periodic and anti-periodic massless scalar Propagator in a HS Caloron
Background

Aperiodic Propagator

First we calculate the aperiodic R* - propagator for a scalar field in a HS caloron background.
An ansatz for this propagator can be found by employing the results of [152]:

1 F(z,7) 1 o) — 7o? sinh(277r,)
AN Sm e - e - M0 T

o MT — ke otV (g —kéy)
Fzg=1+2Y 7
(,9) +o = (T — k é4)2 (J—keés)?

rz(cosh(27r,) — cos(2m7y)

(3.2.4)
where o# = (7,i) and & are the Pauli matrices. Since ¢ is periodic in the z* - direction,
the 7 - and x - coordinates are equivalent for ¢. All of the summations (3.2.3) and (3.2.4)
performed in the following are presented in detail in the ancillary files.

We expand F'(Z,y) and compute its traceful and traceless parts separately, beginning
with the traceful part. For that, we denote 7 — 5 = A with 7% — 77* = A*:
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TG E R k) +i@E k)i - k)T G+iT X )G

=1+ =5 =9 = =tr
9; m TEAG R R B2+ (3 R K)? t

T-y+ @ -kE -k _

IR PR <5 g e By

= = :’ 34 . N

=1+ 1 Re(T; ;j ’Zé'f'iz4)2; (W= —i|7) —p(1+2 +i|7) | + @< 7),
(3.2.5)

with ¢(z) = LG he digamma function; I'(z) again represents the Gamma function
I'(z)
@D( ) + wcot(wz) (reﬂectlon formula for the digamma function

Employing (1 — z) =
[189]) with 1 — 2z = —7* — i|7| & 2z = 1 + Z* 4 i |Z| as well as the periodicity of the

cotangent cot(a + ) = cot(a) gives
.= = = A4
F =1 +1¢* Re(fc v ol mn )
z| (2 — (|z] — iA%)?)
X (p(1+ 2+ [F]) + meot(n(z* +4 [Z]) — (1 + 7 +iT)) | + (F < 1),
(3.2.6)
so that the ¢ - terms now cancel. The cotangent of a complex argument can be expanded
—4 12 sin(27z?) . sinh(27|Z|) :
COt(7T(£L‘ T ‘$|)) " cosh(2r|Z|)—cos(2nT4) ’Lcosh(27r|§|)fcos(27rf4) and we obtain
.= = = = A4 .
F(z.5) = 1+ Lrg? Re< oy B ot +ux|>)> FEoD) =
z| (2 — (|z] — iA%)?)
=14+1—=—" — A*(A)?sin(2rzt) +
c(|z], T ) (!w\ 191,747 (
+(|Z](A)* + &5 -5 (A)* + 2Io”f\(fig y)° 207 5?) sinh(%\ﬂ’?l)) + (T <)
(3.2.7)
where we shortened our notation by introducing the functions
c1(z1, 22) = cosh(2mz1) — cos(2mz2) (3.2.8)
(3.2.9)

d(zl, [gl, =%, %) = (12 - [7)* + @ = ")) (7] + 17)* + @* — 7))
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Now we consider only the traceless part - denoted by “=\:

(z4 —k)a 71— @ k)G T+ (T xy)- &

F =\ i¢ k;z 7252 4 TR gE k2t (T k2P — R
e (i +Z4>§nh(1r<|§r i)
71( (171~ 171 + &%) (1) + 5] - ia%) )
L p(=E =) — (1 + 7+ i T)) G (o) (3.2.10)
(1Z] = [y — iA1) (1] + |y| — iAY)
th(w(|Z] + izt
+i7792 Re( — == Cg (ﬂ-(‘j| +:Zx >): VI
z|(|z] - [g] +iA1) (|z] + [g] + iA*)
coth (w([y| + iy S
(=(ly ) ) (T xy)-0.

G1(12] = [g] +iA%) (1Z] + [g] — 1A
Using again the digamma function reflection formula, the cotangent periodicity and
complex expansion as well as coth (7(|g| +7%)) = icot(r(—g* +i|y|)) we obtain
Fle.y) o (B8 (A2 sin(2rpt) AY(Z2+ 7% + (A")?) sinh(2n (7))
L,Y) =\tr 1O S02 =4 = = _ =2 12 =4 = = N
- d(z], [, z,5*) enlyl,wt)  [yld(zl 19l z49%) eyl g?)

T2 — 72— (A%? sin(277?) 2|z|A4 sinh(27|Z))
- : - TR T T — 1 yo'_(xHy)""
d(|z], |y| 74y ) a(zl,z4)  d(z], g, 7%, 7*) (] z)
4 ing? - sin(27rx4) E_j —22 —:)(éj)il sinh(: |§|)
!iﬂ| Iy\ 74, 74) e (|z] 74) 2|$|d(|x|»|y|a$ 74 allzl,z4)
gy ey BB i) ). G2
(Il‘l,!yl,x ) eyl yt) 20l (val 91, 74,7%) (|9l 7

The aperiodic scalar propagator reads A(Z, ) = ;-3 (x’y; \/¢> with the traceful
(diagonal) and traceless (off-diagonal) parts of F(z,y) as given above. Note that the
diagonal part of A(Z,7y) is T <+ ¥ - symmetric, while the off-diagonal part is  « 7 - anti-
symmetric. Taking the limit p — 0 = ¢ — 0 (no caloron), the free aperiodic propagator
A(@,9) = g2z is reproduced.

We use this result to calculate the (free) periodic and anti-periodic propagator A(io) (x,y)
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by performing the summation over time copies as described at the end of section 3.2.1:

A*(z,y) = Z M . (3.2.12)

Vo ) <2 47r (A — jéq)?

Note that ¢(y + jé4) = ¢(y) Vj € Z (cf. (2.4.36)), i.e., the ¢ can be pulled out of any time
copy sums due to their periodicity.
We can also obtain the R* - propagator for 7' = 0 from the aperiodic propagator by

reverting the (coordinate) transformation (in (3.1.1)), (f, ) = (B71X,87'z), 0 = %
(keep the caloron centered at the origin) with the bars again denoting the zero temperature
case, and taking the limit 8 — oo:

_ F(B7'X, 7Y, 7)) 1

h_)moo I (X V)2 — — =tr

5 2 VolX.p.B)8((Y . p.8)
X|IV|+ 0 ex by .

m(X V(X2 4+ 0) (V2 +2)

(3.2.13)
=tr 1

This is shown in the ancillary files.

Periodic Propagator

For calculating the traceful part of the periodic propagator in a caloron background with
the caloron centered at the origin according to (3.2.12) and using (3.2.7), we identify
three types of periodic time copy sums:

1
W= 2 eE e

JEL
(2)+ — Z _ (A_’ )
Y7 S drd(F]L G2 )
(3)+, = Z( ) (IZI(A = jéa)* + &5 - § (A — jéa)® + 2[7((e5 - 7)* — 27| 5°)
R Am(A — jéa)? d(|Z], 7], 74,7 + 5) ’

(3.2.14)
where (2), and (3), are not (explicitly) 2 <> y - symmetric and a factor = was absorbed
into these terms. The traceful part of the full periodic propagator thus reads:
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At ) = 1 ()" + g (@, O gy T

Yy (re, Te) Y e(ry, y)

r <(3) 4 sinh(2mr) 3+ sinh(2ﬂ'ry)>> ¢(1

Y e, ) YT er(ry, my) 2)o(y)

Here we dropped the barred notation, because performing the j - summation describes

s 4 3 1
the transition from R* to R°> x S rad. =1/,

Explicitly, we find for the periodic case, denoting similarly to above 7, — 7, = AT,
ry —ry =Ar,and ¥ —y = A:

(3.2.15)

Q= sinh(2r|A|) (3.2.16)
an|A| e (|A], A7)

sinh(27r) sinh(277r,) sin(2w A7)

iy = 2.1
(2)zy 8ryry c1(rg + 1y, AT) c1(Ar, AT)’ (3.2.17)
(3);_@/ _ 1 sinh(2wAr) B sinh(27 (1, +1y)) n %s1nh(%ﬂ\A]) ‘ (3.2.18)

Yo 16re \ryci(Ar, A7) ryei(re +ry, AT) Al (|A] A7)

Plugging our results (3.2.16) - (3.2.18) into (3.2.15) yields the traceful (diagonal) part of
the full massless, periodic propagator:

1 sinh(27|A|)
9@)oy) [4r|Aler(|A], A7)
+ 0* (cosh(2mr,) sin(277,) — cosh(2nry) sin(277,) + sin(2wAT))) x
sin(2w A7) sinh(27r,,) sinh(27ry)
8ryTy 1Tz, Ta) C1(Ty, Ty) €1 (1e + 1y, AT) 1 (Ar, AT)
e < 1 ( sinh(27w Ar) sinh(27(ry +1,))  2sinh(27|A|) ) sinh(27r,)

167, \ ryci(Ar, A7) ryei(re + 1y, AT) IAlei(|A, A7) ) ci(re, 72)

1 ( sinh(2w Ar) sinh(27(r, +1,))  2sinh(27|A]) ) sinh(27ry)

16ry e (AT AT rpe(re + Ty, AT) Al e (A, A7) | eilry, Ty)
(3.2.19)

As a quick check for our method, we we show in the ancillary files that the back-

transformation (z,7*) = (B‘lf, Bz, 0 = & and limit 8 — oo of our result (3.2.19)
reproduce the result in (3.2.13).

AJF (.’E, y) =tr

_|_
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The free periodic propagator by is obtained taking o — 0:

1 sinh(27|A
A(J)r('ray) :trﬂzﬁ:ﬂ(l)+_ ( | D

= = = = (3.2.20)
o A2 (D — jéa)? ar|K|e(1X], A7)

and in the limit of zero temperature we reproduce the well - known free R* - propagator:

" B Bsinh(2r| XY |31) B o0 1
A (Y) =v b R S lcon@r R 7[5 o 515 T) (k)

Anti-periodic Propagator

In the anti-periodic, traceful case of (3.2.12), we are interested in the following anti-
periodic time copy sums of (3.2.7):

- (=1)
1" = j;Z pRT I

(2);,3/ _ Z _(_1)1(54 t .7)

Ard(|7, |g], 74, 74 + §)

- Y (IZ1(A — jea)? + éz - § (B — jea)* + 20| (65 - §)* - 217 §)
R Ar(A — jea)* ([, [l 24, * + ) ’

(3.2.21)
where (2),, and (3),,, are again not (explicitly) = «» y - symmetric and contain the factor
m. The traceful part of the full anti-periodic propagator thus reads

A @) = 1 () 42 (@ iz

9~
Y e(ry, Te) T )y’z Cl(ryaTy)

L <(3) sinh(2mr,) (3)Wsinh(2wy)>> ¢(1

DY 1 (re, Te) c(ry, 7y) 2)o(y) '

For numerical reasons we have to split up the sum (3);, into three parts/individual

(17 (|Fl+e.7) (—1713 (- 7)°

sin(277y)

(3.2.22)

sums: (3-1)oy = 2jez fra@ maigies O e = 2 i apaEme s o Vel
- _ (—1)7|Z| 72 - . .
as (3.3)g, = —2_; G e IR G5 Additionally, we introduce the function

co(21, 29) = cosh?(mzy) — cos?(mz9). We find:

inh(r|A A
(1)~ = Smh(rlA]) cos(rAr) (3.2.23)
2r|Al e1 (JA], A7)
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(cosh(2mry) + cosh(27ry) + cos(2rAT) + 1) sinh(7r; ) sinh(7ry) sin(m A7)

(2)“/ - 16731y co(ry + 1y, AT) c2(Ar, AT) ’
(3.2.24)
3= — — <(1 — éz - ég)sinh(m(ry +1y))  (1+éz-ép)sinh(rAr) 2 sinh(7r|A|) B
Yy (rg +1ry)ca(ry + 1y, AT) Ar co(Ar, AT) |ﬁ‘ (32(]&‘7 AT)
o sinh(w(ry + 1 sinh(m|Ar cos(mAT
— (re +ryéz - ég) (Ty (ot Ty() C(l(rx fi;, AT) cl(A(r,| AT|)) )) 1(6@ :
(3.2.25)

Using again (3.2.15) yields the massless, anti - periodic scalar propagator’s diagonal part.
As it is very lengthy and not needed for this work, we do do not present it in full, however;
especially because we only find one simplification for the explicit form:

sin(277y,) sin(277y)

o)~ T
o )y’m c1(ry, 7y)
= (cosh(27rrx) sin(277y,) — cosh(27ry) sin(277,) + sin(QTrAT)) X
y (cosh(27ry) + cosh(2mry) 4 cos(2rAT) + 1) sinh(7ry) sinh(7ry) sin(rA7) '

16731y c1(1s, T2) c1(1y, Ty) C2(rg + 1y, AT) c2(Ar, AT)

(2)z,

Ty (rg, o)

(3.2.26)
Analogously to the periodic case, we find for the free anti-periodic propagator:

_ —1)J _ sinh(r|A|) cos(rA

Ay (2,y) =« 1) % =1(1),, = (lAD cos(mAT) (3 5 57y
jeZ47T (A — jéq) 27| Al c(|A|, AT)

For T = 0, this also yields the familiar free R* - propagator: A, (X,Y) oo ﬁ.

Closed Loop - Propagators

Finally, we calculate the finite and infinite parts of the coincident (anti-)periodic propaga-
tor AT (z, x) (3.2.3), which correspond to (anti-)periodically (j # 0) and aperiodically
(j = 0) closed loops, respectively. Compare this to figure 3.1, where these anti-periodic
propagators are shown and discussed.

For the finite part of the coincident propagator, first set = y in the calculation of the
aperiodic propagator’s traceful part and include j # 0. This drastically simplifies the
calculation of F' as given in (3.2.4) (cf. also (3.2.5)):
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F(f,f +]é4) =—tr

FAT 4 k)2 + (@ - k2@ - k)2 (3.2.28)

143 1272+ (@ - k)@ +j — k)
—tr = 25, _
P’ T4+ 72Tt — k)2

+
(422 + 52) (|2, 4)) '

We can now perform the j - summation according to (3.2.12) and find the traceful finite
part of the coincident (anti-)periodic propagator:

_1 (1 N 47 0?7 2 sinh (27|

S (E)AETAje) = Y (£1) F(2,7 + jés)

272 -t
j €TV} j<m AT
(1) (1 1 1 7o? sinh(27|Z|)
=tr Z A2 () \ 72 +l =3 EPRN =02 —a =
i< AT P(x) \ j J2 0 4F2 4 Z| (|7, 74) (3.2.29)
1
12 N 1 ¢%sinh(277,) | o coth(27r,) |
1 16773 ¢1 (12, 72) ¢() csch(27mry)
24
where we used that j2(4§12+j2) = 4512],2 — 4%2(4%%;‘2)' We abbreviate {, —5;} = C*.

This finite contribution contains the corresponding finite contribution to the free propagator

(£1)

=1C*. 3.2.30
47242 ( )

> (EA(Z, T+ jéa) =

j €Z\{0} JEZ

Second, the finite traceless part vanishes. To see that, we calculate the traceless part
(again with the general formulae (3.2.4) and (3.2.5))

F(Z,T+jés) =\a Y ~i%j -7 _
I T L B R k2 4 22T ) — k)2 (T — R)2E ) — k)2
_ 2img*sinh(2n|Z))éz -G j
o(|7), z) 472 + 52

(3.2.31)

and note that it is odd in j, i.e., the time copy sums vanish:

_ +1)75
> (EA(T,Z+jés)) s Y G20 A 0. (3.2.32)

=92 2\ 2
j 7N {0} jemqoyAT: + 3%
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Note that the connection to dimensionful coordinates and parameters X, ¢, p for the
finite contributions is achieved by rescaling ; — ;3 before performing the j - summations.
This introduces an ove;rall factor of 372 in (3.2.29) so that the caloron background term
reads 1 p? sinh(2n] XI5~ (1 - 27r|):(|ﬁ_1 : {.‘.}). As expected, (3.2.29) vanishes

167X 1% ¢ (|X]8-1,16-1) ¢(X)
as ff—oo=T\,0.

Third, we turn to the infinite (or rather, regularized) parts. We cannot employ the
Schwinger proper time representation and heat kernel expansion in this case, as there
is no large parameter to take the place of m > 1 and enforce s \, 0 as in section 3.1,
which would ensure convergence. As discussed section 3.2.1, point splitting can instead
provide regularization. We choose a temporal splitting ' = Z + &, é4, &, \, 0 to find the
regularized part of the coincident propagator from 7 to z’. Note that this procedure for
the j = 0-mode is equivalent for the periodic and anti-periodic case. In temporal point
splitting regularization, the traceful part of F/(Z',Z) as given in (3.2.4) and (3.2.5) reads

F(T',Z) =u
141Y o (22 + (@ +&, — k) (@ - k)
=tr = =5 =5, — — — — =
k€Z$4—|—x2(ac4—k)2—|—x2(x4—l—5T—k:)2+(x4+6T—k)2(x4—k:)2
2

ﬂ — — — —
=1+ = (2 |Z| sinh(47|Z]) — 2 |F| sinh(27|F]) (cos(2nZ*) + cos(2m(Z* + &,))) —

472 + 22

— &, cosh(2r|Z|) ( sin(27(zt 4 ;) — Sin(27r:f4)) +E; sin(27ré.r)) X

1
c(|z], 74)c(|Z), 2 + &-)
(3.2.33)
and for the traceless part described in (3.2.4) and (3.2.10) we find
2= =2 S
., 10°E+ T -0
F(@,z) =\ Z T4 224 2 2274 4 = 2 (74 2 2(=4 2
STt Tt - k)P + (@t e — k)P4 (T B — R - k)
. iﬂQQ éj -0

VeI (’T sinh(4r7|Z|) 4+ 2|7| Cosh(27r|.%|)(sin(27r(.f4 +E&;)) — sin(27r?v4))—
T2 4 &2

— &, sinh(27|F]) ((cos(27F*) + cos(2m(F* + 2,))) — 27| sin(27réT)> X

1
c(|z], z)e(|z], 7 + &)

(3.2.34)
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Finally, we obtain the full coincident propagator at finite temperature, regularized via
point splitting in the temporal direction, by plugging (3.2.29) - (3.2.34) into (3.2.3),
performing a Taylor expansion in € and dropplng the subscript “z” for clarity of notation:

F(i Z Zl:ljFxx+]€4)_

4222,/ o( J o 7252 ¢(x) B

. coth(27r)
1 ¢% sinh(277) (1 —27r - { esch(2nr) })

:I: _
e 16773 ( cosh(2mr) — cos(2n7)) ¢ (x)

AT =z +eréq,1) =

=) 2
2

643

(sinh(67rr) + 4mr cosh(47r) cos(2m7) — sinh(277r) X

< 83 o%r sinh(27r) sin?(277)

cosh(27r) — cos(27rr))¢(x) — 2cos(2nT) — 3) — 4( sinh(47r) — 37r7‘) cos(2mT)—

— 47y cosh(27r) (cos(4nT) + 3)) (( cosh(27r) — COS(QT('T))3 Qf’(a”)) *1+

io*o"(z) [ 2 2 2 -

[ <r sinh(87r) 4 mo* cosh(8mr) + ((47°0” — 6)r sinh(67r)+

+ 4 (r? — o) cosh(67r)) cos(2mT) — 277((4r2 — 0%)(2 + cos(477)) + 92) cosh(47mr)—
— 12120 sinh(477) + 8rsinh(4nr) — 2(27%0? — 3)r sinh(47r) cos(4mT)+

+ 4 cosh(277) (1472 4 ¢®) cos(2nT) + 7% cos(677)) — 2r sinh(277) cos(677)+

+ 4(572 0% — 3)rsinh(277)) cos(2m7) — 7(8r% 4 02)(2 cos(4nT) + 3)) :

-1

(o) - a0

ig” o' (x)

o <27r7“(27r7“ cosh(677) + 872 0% sinh®(277) + sinh(677)) sin(277)—
o

— 47y sinh(47r) — 4m%r? cosh(2mr) (6sin(277) + sin(677))+

+ 277 sinh(277) (2 sin(477) 4 sin(677)) + 167%r s1n(47r7')) X

: (( cosh(27r) — cos(27r7'))4 ¢>2(x)> - +O(er), (3.2.35)
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. g1 A\ == o rooN A o cos(f)  sin(f)e~
with C* ={4,—5;}, - =ro’(z)and 0" (x) = é,(x) -0 = <sin(0)ew ~ cos(6)
function of only the polar and azimuthal angles 6, ¢ of 7. Note: tr(c") = 0 and (¢")? = 1.

The first two (constant) diagonal terms in A*(z/, z) correspond to the periodic/anti-

periodic free field coincident propagator AT (2/, z) = A*(z/, z)| 0=0 = —L ., +1C*. The

4m2 &2
spacetime - dependent diagonal terms (third and fourth term) we write as 1 Adiiag finite (T)-
In the periodic case, this finite contribution due to the caloron centered at the ori-

. o . . + T — 00 . 92 .
gin z = 0 vanishes polynomially as A diag, finite X 4. for large distances from the

caloron, while for the anti-periodic scalar of interest this term falls off exponentially as
2 . . .
diag, finite T —53 e~ cos?(n7). The off-diagonal part of the coincident propagator
(fifth and sixth term) contains an “c, \, 0-diverging” term and a finite one, which we
denote as io" (z)e; leff_diag, infinite () and 707" () Aoft.diag, finite (), TESPeCtively. They fall
r—00 2 T — 00 2 _o .
off as Aot diag, infinite ~ X &iﬁ and Aot diag, finite X _% e~ sin(277).

The fact that the anti- periodic propagator falls off exponentially at large separation,
but the periodic one does not, explains why it is possible to perform an m? - expansion
in the anti- periodic but not the periodic case. For periodic boundary conditions, the
lowest Matsubara frequency is zero, and the logarithmic IR effects present in vacuum
become more severe, appearing as a linear divergence in the m? - coefficient. We expect
the true m? - dependency to be non - analytic o< m, similar to what happens in the finite - m
expansion of the pressure [197].

Close to the caloron center, i.e., for » Y\, 0, the coincident propagator - terms scale

0 2 2 2 2 0 2 2 2
as: A(—i’—ia finite r&‘ o reline) 75 A(;ia finite T&( B e cos(x) 5 for the
& 2 (27r2 Q2+1—C0S(27T7')) & 2 (27rzgz+1—cos(27r’r))
. . q. N0 7202 (2+cos(2n7)) csc?(nT)
(anti-)periodic traceful terms and A.diag, infinite X ; (gﬂ — )
0%+1—cos(27T)

r\0 73 02 (12#292—%9—8 cos(27rT)—cos(47rT)) cot(m7) cse?(
Aoff-diag, finite X —T

as well as

)
. for the traceless parts.
12 (27r2g2+1—cos(27r7))

Using all the above abbreviations, we write the closed loop - propagator (3.2.35) as

io" ()
- 472 8% diag, finite c, Aoff—diag, infinite (7, 7) +

+i0" (x) Aoff-diag, finite (Ty T) + 0(87—) .

+1C*+1A% (r,7) +

(3.2.36)
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3.2.3 Taylor Expansion

Now obtain the Taylor expansion as described in section 3.2.1, using the results from
section 3.2.2. According to the temporal point splitting employed above, we have to
include a temporal Wilson line. Using again Afg(x) = —%¢ 7"(2) \ve find an expression

¢ 2
for this temporal line
il AT Al (@) = q iAfs(x) er + = <18 Afs| . — (Af‘fls(a:))2> 24+ 0(e) =
_ ]1(1 1 T¢ 0 "(z) ( . 000 2 07 Orh 52) (3.2.37)
2 o 20 7 202 T/,

é 2

We note the large and small distance behavior of the caloron field: Afjg &g T30 _ng?

and 2-¢ &0 ., 8o (2+cos(27r7-)) .
¢ 3(27r292+1—cos(27r7—)) (1—008(27”—))
With this, the m? - coefficient of ¢, reads

. . _ 1 0
211m/da;tr(422+110 327r2< p

1 O

+5 Aoff—diag, infinite (7> T) ?

(r,7)+

) YA

diag, finite

1 ()
— —/(; dT/O dTT'2 <_ 7‘¢ —|— 1671' Adlag ﬁmte(r? 7')_|_ (3238)

Or )_
1 o] ’
= - / dr / drint™(o,r,7) = —27s™l ()
0

+ 87 Aoff-diag, infinite (7> T) &
= VYferm = 'Yferm’m 0 2m? small( )+ O(m4)’ (3.2.39)

With Yferm|,, — ¢ given in (3.2.1). Due to the aforementioned large- and small - distance
3r¢ + : small fe find

behaviors of =2, A diag, finite and A diag, infinite’ the integral v;™"(p) is finite and we can

calculate it numerlcally for different values of the parameter p. In the periodic case, the

corresponding integral fysmau is linearly divergent, as we discussed before. This is due to

+ P :
Adlag finite (7> T) Scaling as r~< for large distances.

The set p € {5-107%-1.0757 [N > j <30} U {5-107*-1.075%° - 1.12¥|N 3 k < 79}
of 110 p- caloron sizes - with a minimal and maximal caloron size of ppi, = 5 - 10~* and
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Omax ~ 33.8 - is chosen for the numerical integration of (3.2.38). Detailed information on
the numerical procedure is provided in appendix D.2 and the ancillary files: !4

—0.500521n(0.9465)  : 0 < o < 0.082
pmall (o) = ¢ —0.8501% +0.595'% 1 0.082 < ¢ < 1.045, (3.2.40)
—0.769%%0 :1.045 < o

where, as explained in section 3.1.3, “z.00” again means the coefficient is numerically given
to two decimal places in comparison to “x” which is the coefficient set to the exact integer.
The o-boundaries 0.082 and 1.045 again separate the regions of small, intermediate and
large caloron sizes. The fitting function (3.2.40) and our data as well as the fit’s relative
error are shown in figures 3.11a and 3.11b.

We gauge the validity of our expansion (3.2.39) with —2+5™3! as in (3.2.40) by modify-
ing the method proposed in [60]: we compare (3.2.40) with the expected terms of O(m?)
in the Taylor series:

1 g2 10t :0<p<01
m
5 d;fer;n =m'- Qe fezpt 101<0< . (3.2.41)
m
m=0 ca0t l<o

The coefficients c1, ¢4 and c2+c3 are expected to be of O(1) and we set themasc; = ¢4 = 1
and c; = 0.8, c3 = 0.2 (c9 and c3 are chosen as such for later convenience). The boundaries
0.1 and 1 are set to simplified versions of their counterparts in (3.2.40). We estimate the
upper limit of the Taylor expansion by determining the maximum m - value mgmai max, 1(0)
such that the O(m?) - contribution (3.2.41) is at maximum about 2 of the O(m?) - one
(this value of % is chosen in accordance with [60], where it is used as the maximum for the
m?* - instanton contribution). We obtain this maximum rm - value for 750 caloron sizes given
by the sets o € {1073(1721) . 0.17% |N 5 j < 249}, 0 € {0.102' 3% - 135 [N 5 j < 249}
and o € {1.009' "2 - 5071 | N 5 j < 249} with minimal and maximal caloron sizes 0.001
and 50; the coefficients c; and c3 were chosen by hand such that jumps in the mgmai max, 1 -
values are minimized as well as possible. We obtain the conservative, simplified fit for

Mgmall, max, 1-

14To improve the interpolation function we added the apparent point (g, —2+5™") = (0, 0) to the interpolation

data set only. It turns out that this point is also covered by the resulting interpolation function.
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1074F - : :
1075} /
10750 7 ‘ " i | O i i i

0.001 0.010 0.100 100 10! 102 0.0 0.5 1.0 15
o o

(a). m? - coefficient —275Ma! of the fermionic determinant ratio (3.2.39). Our data and the bound-

aries of (3.2.40) are shown in orange on the left and the right figure shows the data points in
blue together with fitting function in orange.
Despite the deceiving similarity to a simple quadratic function, even close to o = 0, such
an ansatz becomes an arbitrarily bad fit to the data as o — 0. 4£m! is is non-analytical
at o = 0, just as the small mass expansion at 7' = 0 given in [60], which contains the term
(Mp)?1In(Mp), is non-analytical at p = 0. This is shown explicitly below in figure 3.11c.

0.001 0010 0.100 g° 10! 102 0.001 0010 0.100 100 10! 10?

0 0

(b). Relative error 8. smai of (3.2.40) compared to our data in %.

16F 116

14} 114

12t 112

10¢ {110
small [ 152¢0° ]

—7D small gl 18 1= [%]

s, — ol l —2 il ()

41 4

21 2

of 0

0 05 1.0 1.5 20 2.5

0

(c). The non-analyticity of vs _ for small g. Despite looking very similar to a quadratic even for
small caloron sizes, this fit becomes arbitrarily bad as o ™\, 0.

Figure 3.11
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5
—g (@) 0 < 0<0.07

Mamall, max, 1(0) = 4 0355198 1 53,017 _53 :007< <100 242

o ! :1.00 < o
Additionally, this small mass Taylor expansion requires M to be small compared to 7,
which gives a second upper bound m < Mmgman, max, 2 = 6, Where we chose § = 0.5. All

in all, the full maximum mass which limits the “small mass regime” and thus the Taylor
expansion’s applicability is

Msmall, max(@) = min (msmall, max, 1 (Q)a Msmall, max, 2) . (3.2.43)

Our small mass result (3.2.39) together with (3.2.40), the finite 7" - corrections at M = 0
(2.4.77) and the estimate for the minimal mass (3.2.43) gives the small m - correction
factor f according to (2.4.83) - compare also the 7" = 0 result (2.4.78):

2
_ T
a1 < Mt m(2):0) = F7,0) ¢~ = exp (=T 4 24(ng) = 2o
(3.2.44)

3.3 Interpolation between Mass Regimes and Topological
Susceptibility

Having performed the large and small mass - expansions, we can now insert the cor-
responding correction factors (3.1.41) and (3.2.44) into the general correction factor
(2.4.83), which we define in terms of an exponent p(my,, 0):

Fflmy.,0) = e 22(z)7#(ms0) = =2a(3) {62“(5)]‘5111311 Py S Msmall, maX(g)} _

620‘( )J[large DM, > Miarge, min(@)

1 . (7"9)2 A _ 2 small . <
exp| 2« +2 (WQ) 2mfh'Y o (Q) Mg = Mgmall, max(@)
)

=

) 2 3
=y 26(0)  2(0)  2110(0)
YelO REINY Y10l 0@
T exp ( 5 — e 6 ) tmy > Miarge, min(Q)
(mfh 0)s My, mp, my,

(3.3.1)

We use the function p(my, , o) to interpolate between the regimes of small and large

masses, i.e., we demand it produce the correct form in these limits. For that, we make the
“Padé - like” approximant ansatz
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K 2
> i _opilo)m 1 .
p(m, o) = K_‘_i*OP (2) + fln(mZQQ + 52(Q)) , P >0V, 0. (3.3.2)

[I72 (L+B(e)m?) 6

For m < 1 this ansatz approaches an m - independent function of o with O(m?) - corrections
and for m > 1 the logarithm correctly reproduces the corresponding term in (3.3.1),
while the rational part falls off as m~2. (3.3.2) contains 2K + 3 o-dependent coefficient
functions py(0), ..., pr (0), P1(0), ..., Pr+1(0) and £(p), which we fix in terms of the five

functions available in (3.3.1): —2a(1) + % — 2A(mo), v and ~6, 78, Y10. This
means we have to set K = 1. In order to fix the coefficient functlons, we perform a Taylor
expansion of (3.3.2) up to O(m?) for small masses as well as a Laurent expansion up to
O(m~9) for large masses and identify these expansions with the corresponding ones in
(3.3.1) by equating the ¢ - dependent coefficients. This yields a non - linear, but solvable
system of equations.

It is important to note that one cannot write an ansatz of the structure (3.3.2) with an
even number of coefficients. Therefore, if one has a large m - expansion up to, for example,
m( )| one cannot extend the general p - expansion up to higher K > 1, but is limited to
solvmg an over - determined system of equations for the five p - coefficient functions.

With p we can then describe the full caloron density (2.4.76), using (2.4.75) and the
factor f(Ny,, N, 0) (2.4.77) due to light quarks and the gauge and ghost sector. For, in
general, Ny, light and N;, heavy fermions, Ny, + N;, = Ny, in SU(NV) - gauge theory we
have:

X

p \ 26—a(1)+4a(%)+1n2 N(2a(5)+2In2)+2Np,a(3) In A(11N — 2Nf) 2N
(mf”mfh)gu ) - 7T2(N71)'(N72) < 3 )
X e Q(Nf Nl/g) Hf fo(Nfz,N, 0) He_p(mfh’g)
iy

(3.3.3)
with g(1/p) given in (1.1.2) and with the replacement of g~V by only the ) - dependent
part as discussed below (2.4.74).

With K = 1in (3.3.2) our ansatz reads

po(0) + pi1(e) m7 1
p(my,.0) = ( L + —In(m} 0* +&%(0)) , P12 > 0Vo.

(1 + Pi(p) m?h) (1 + P2(p) m?ch) 6

(3.3.4)
Performing the Taylor and Laurent expansions of (3.3.4) for small and large m , , respec-
tively, and equating them to the respective expansions in (3.3.1) we find:
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small my, :

1 2 ! 1 70)2
potg In(¢) + <p1 — poP1 — poPe + Q) mj = —2a<> + (ro)” _ 24 — 2m3fh*y§fnfu,

6£2 2 3
(3.3.5)
large my, :
1 1 ( ) 4 6p1@2 + T15P2§2 121701’1{?2@4 — 12p1T1@4 — 12}715?2@4 — .’P125P22§4
3 e 6P, P, mffh 0% 1292 P2 m;%hg"‘
 18po P} Pao® + 18po P15 o° — 18p1P7 0" — 18p1 PP — 18p1 B5 0° — PPBIEC |
18P} P mf b
1 2 2 2
= gin(mge) + o+ T
3 m m m
Jh Jn Jn
(3.3.6)

2 4

Using the m?-, m~2-, m~* - and m~° - coefficient, we analytically solve for py(0,£(0)),

p1(0,£(0)), P1(0,£(0)) and B (0,&(0)) and finally, using the O(m°) - terms, obtain &(o)
numerically. We find the following analytical results:

V2 3 2 2 4, eay , L
f18710Q6+§6) <\/§(6769 ¢ )(12789 +¢& )+§Q q1(0,§) x

xJ%ﬁm%&J&M%w—%%M4M£%—M%8meMﬁ,

(3.3.7)
B 6yg0° — €2 plo§) /3¢
B (075(@) B 3 (45(976) . 3‘13(975)(12’7894+£4)> ( q lq )
qn lq] (3.3.8)
(2129 N V345 (6760° — €%)
i ra ’
") 0* /3¢
2 (o, = , 3.3.9
20° @ /3g(6y0" — €7)
2 (o, — ke 3.3.10
2(0.6(0)) %_¢%@M¢Hﬂ<%+ 2l (3.3.10)
Q 1]
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with
71(0,€) = &8 — 24v6€%0% — 72956 0" — 7271062 0% — 432(7§ — Y6710) 0%, (3.3.11)
2(0,€) = 3 (—(1+4p5)£%0% + v6¢ 0" — 12756%0° + 72(767s + Y10p0)0%) (3.3.12)

33(0,€) = (74 36po + 48p5)€"? — 3676(5 + 12p0)§'%0° + 108(1345 — 298 — 4yspo) 0" —
_ 144(2473 — 187675(1 — 2p0) + 710(2 + 9p0 + 12p§))§6 6_
— 1296(6737s — 276710(2 + 3po) + 73 (1 + 12p0)) €10+

+ 15552 (v672 — 278710 — ¥8710p0) €200~

— 15552 (39248 — Hiyio — rmtop + po(1E — Fopo) ) 012,

(3.3.13)
91(0, &) = — 3((1 +2p0)e® — 1296(1 — 2p0)€%0° + 12(372 + 78 + 127sp0) €40 —

— 72(27678 — Y10p0)E20° + 432(75 s + 278 p0 — ’76'Y10P0)98) ;
(3.3.14)
3(0,€) = — (54 12p0)&™ + 7846&%0* — T2(4v§ — 7s(1 — 2p0) ) 00" —
— 72(67678 — 710(2 + 3p0)) €1 0® + 432(5 — 4v6710) 2 0%~ (3.3.15)
— 2592(v678 — 275710 — VsV10p0) 0™

and the numerical results for £ as shown in figure 3.12a. The full set of 750 o - values for
which we obtained ¢ is the same as the one used to determine (3.2.42). In figure 3.12b
we also show the parameters ?; and 2, and verify that they are indeed positive - definite
functions as demanded in (3.3.4).

Finally, in figures 3.13 and 3.14 we present the full result of the “Padé - like” interpolation
and the agreement with the small and large mass results given in (3.3.1).

Having determined p(my, , o), we can obtain the caloron density 4 as given in (3.3.3)
for the case of N = 3, Ny, = 4 and N, = 1 (i.e., the light quarks are the u-, d-, s- and c-
quark and the heavy quark is the b - quark). To depict 4, we normalize it by the maximum
density of the asymptotic case m; — oo, which cancels any renormalization scale (1))
dependency. Here it is important to make sure that the caloron densities we compare
describe theories which agree in the accessible IR limit, as we briefly stated in section 1.3.
This means we have to ensure that both theories yield equal Ny, - flavor effective theories
in the IR. In order to do this, we define the running coupling constant (1.1.2) for the
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(a). Numerical values for the parameter £(p) of the “Padé - like” approximation (3.3.4), shown for
the physically relevant caloron sizes o (left) and for the full set of o-values (right).
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(b). The parameters P, (o) and P»(p) of (3.3.4), shown for the full set of ¢-values; the parameters
are positive - definite functions as demanded.

Figure 3.12: The parameters £(p), P1 (o) and P, (o) or the “Padé - like” interpolation (3.3.4).
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(b)
Figure 3.13:

| m—In(mo) + p(m, o)
\‘ m—1In (m@ 6’2”6)_]2111;\11)
| a—In (mg ezae)ﬁnmv)

The negative caloron density logarithm corresponding to the heavy quark
—1In (d(m,0)) D —1In (me eQa(%)f(m, 0)) (cf. (3.3.3) with (3.3.1); my, = m
for short.

The “Padé-like” interpolation function —In(mg) + p(m, o) ((3.3.4) with
coefficients (3.3.7) - (3.3.10) together with (3.3.11) - (3.3.15) as well as
figure 3.12a) is shown in blue. The small- and large-mass exponents
—In(mo) — 2a(3) — In (fsmall large) given in (3.3.1) are depicted as green
and orange grids, respectively.

For large and small masses the interpolation agrees well with the numerical
results for these regimes, in between it provides a reasonable analytical
interpolation. This is shown in for several ¢-values in figure 3.14.

As we can see here and in figures 3.14f - 3.14i, the choice § = 0.5 for
Msmall, max, 2 IN (3.2.43) is actually too large for large o, but this does not
effect our interpolation.
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theory containing asymptotically heavy quarks by

872 872 2 <mfh >
= + = In[ —= ). (3.3.16)

—2In(Ao)(11N—3Ny)

This is illustrated and described in figure 3.15. In figure 3.16 we now show the normal-
ized caloron density. These results also verify the small constituent - approximation, as
introduced in the section 2.4.4, for finite 7" and with heavy quarks.

Using the full caloron density (3.3.3), we can employ (2.4.85) to obtain the partition
function in the DGA and then use (2.4.87) to find the resulting topological susceptibility
given purely in terms of the (integrated) caloron density xwp = 2D(T, my,, my, , A). We are
interested in the effects of a physically heavy b - compared to a system of four light quarks (u,
d, ¢, s) together with an asymptotically heavy fifth quark (i.e., with the modified coupling
(3.3.16)), which is well - understood due to lattice QCD; all with a background of dilute
SU(3) - calorons. For that purpose, we consider the ratio of topological susceptibilities:

Xtop (N’ M My gPhYS) _
XtOp (N7 mfl ’ mfh, asy ? gaSY)

11N

% UN+N .
/Od@g 5 0 f(Np,, N, o) T1;.¢/my, p(mpqe)  (3.3.17)

o0 1IN +Ny, 5
/ doo™ 3 7’ f(Ny,N, o)
0

”(mfhv‘Nfz’]th’N) =

with f(Ny,, N, o) (2.4.77) the factor due to the light quarks, gluons and gauge ghosts.

We calculate (3.3.17) for the physical case x(my, 4,1, 3) and 160 bottom quark - masses
given by m; € {0.1-10% |N 3 j < 49}, m, € {1.048'" 5 . 245 [N > j < 49} and
my € {2.027'73 - 1045 |[N 5 j < 49}, together with the large and small outliers
my, € {0.01, 0.025, 0.05, 12, 14, 16, 18, 20, 22.5, 25}. This is our main result shown
in figure 3.17. We see that for the temperature range of main interest for axion physics,
400MeV < T < 1.1GeV (the temperature most important for the cosmological history
of axions, see [55] and the discussion in the introduction 1.2), and thus the mass range
4 < my < 11, the difference between the physically heavy b and its asymptotically heavy
counterpart used in lattice QCD is < 5%, i.e., x = 0.95. Only for high temperatures
myp < 2 do we see k < 0.9 and an appreciable (= 10%) difference between the topological
susceptibilities of finite temperature 2 + 1 + 1 + 1 theory (including a dynamical b quark)
and the 2 + 1 + 1 case of lattice QCD.
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Figure 3.14: The caloron density term —1In (mo eza(%)f(m, 0)) (cf. (3.3.3) and (3.3.1))
shown in figure 3.13 presented for several caloron sizes.
The agreement of the small-mass (= = =) and large- mass (= = =) results
with the Padé approximation (—) and the latter’s interpolation between the
mass regimes is shown for several caloron sizes in the physically interesting
region 0.1 < p < 1 as well as for a vanishingly small caloron ¢ = 0.001 and
some “unphysically large” calorons ¢ = 1.25, p = 1.5 and o = 10.
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\QCDI In(my) In(my, asy)

Figure 3.15: The running coupling g—2()\) for a theory with four light and a heavy b quark.

At large energy scales >> m;, one has a 5- flavor running (- - -) which switches
to 4 - flavor running at the energy scale m; (—). For a theory with an asymp-
totically heavy b quark, the switch occurs at the UV scale my, asy (===) and
the two theories disagree in the IR, with the asymptotic b-theory failing to
describe known 4 -flavor QCD/IR theory.

In order to compare the my, - and my, asy - theory with matching IR physics,
we modify the coupling gasy and describe it in terms of the coupling gphys
(3.3.16) for scales > m;, (—). Overall, gasy is thus given by (—). This is
arbitrarily off compared to the physical description in the UV (which is, how-
ever, inaccessible to reasonable physical description anyway), but agrees
in the IR and thus corresponds better to what happensina 2 + 1 + 1-flavor
lattice calculation.
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d(my, 0) mp=15
dmas(m = 00) o —my =1
— my = 0.5
02 —my, =0.1

Figure 3.16: The caloron density ' (Ny, =4, N = 3,my, 0, A) (3.3.3) with the correction

factor e~22(2)~-#(m.0) (3.3.1). We normalize it by the maximum density of
4 -flavor theory, represented by dmax(my, — 00, gasy) With gasy as in (3.3.16),
which is located at ¢ ~ 0.3428. This value is marked by the dashed line.

We see a decline of the maximum caloron density with decreasing m; and
a slight shift of the density peak: for finite m; g 1.073 the peak moves to
higher o-values as m; decreases and then progresses back down to smaller
sizes (for my, ~ 0.569 the peak is again located at o ~ 0.3428).
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Figure 3.17: The ratio of topological susceptibilities x(my, 4,1, 3) (3.3.17) comparing a

theory with a four light and a physical b quark in SU(3) gauge theory to lattice
QCD, where the b quark is asymptotically heavy. Due to the modification of
the running coupling (3.3.16), « depends only on the physical quark mass m,.
The interesting mass range 3 < m; < 12, chosen to be slightly wider than
the physically relevant temperature range 400 MeV < 7' < 1.1 GeV - given a
dimensionful b- mass m; ~ 4.2 MeV [2] -, is marked marked in purple.
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A. Partial Differential Equation

In order to solve the full problem of the topological susceptibility’s quark mass dependency

fini h he d . . det(=D2 +m%) det(—9% +)?)
at finite temperatures, one has to compute the determinant ratio det(— D7 +32) det(—0% +m)

(cf. (2.4.65) with dimensionless coordinates (3.1.1), masses, etc.), i.e., one has to solve
the eigenvalue problem

(=D% + m*)by, = Aty (A.1)

given in terms of coupled ordinary and partial differential equations (ODEs and PDEs).
We derive these differential equations in the following.

Following [54], the spacetime R* x SL . _, /5, AN be separated into three regions
as depicted in figure A.1: the “instanton region” I with |(Z,7)| = vVr? + 72 < 1, the
“asymptotic region” III with » = VZ?2 > 1, and the “transition region” II in between.

1

[T

0

Figure A.1: The three spacetime regions important for solving (A.1). As in figure 3.3,
the caloron is shown as a graded gray sphere. In the “instanton region” I
the caloron resembles a 4 - dimensional radially symmetric instanton; in the
“asymptotic region” III the caloron is reduced to a 3-dimensional, radially
symmetric object. The topology of R? x S1, _ 1, With its distinct, bounded

time direction and open space directions and the resulting broken down sym-

metry group (cf. the discussion in section 2.2.4) are relevant in the asymptotic

region III as well as the “transition region” II.

In the instanton region I the caloron Ay = —7%9”1In(¢) (2.4.37) resembles an in-
stanton of modified size g (cf. (2.4.39) and (2.4.40)). The behavior of individual solutions
to (A.1) in this region is the same as for an instanton. This determines the small - radius

boundary conditions for the solutions in the transition region.

In the asymptotic region III we can expand ¢ '3 1 + ”792 + 720? O(re=™). This

obeys 3 - dimensional radial symmetry and the resulting asymptotic caloron components
ad ™1 1 z¢ Iy, 2® ai "1 I aijz? . : P
read Afg = TF I, 7 = O (r)7z and Afjg = a, (r)e* 77; the caloron is static in 7.

We can thus exploigt this radial symmetry by adapting the approach developed in [141]:
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we use the regular angular momentum operators L* = —ic%/2'97 and define the isospin
operators 7% = "2—a as well as the “spin + isospin” operators J* = L% 4+ 7°. This means
that L? has eigenvalues [(I + 1), I € NUN + 1, 72 has the eigenvalue 3, and J? has
eigenvalues j(j+1),j = |l £ %| Using this, we find the —D? - operator in region III:

2ia11(7")

- - 2
L7  (af'r)” ., Iy -
r2 + r2 T" -0+ r ér-TOr =

2 L?
2 .
2. l(l+1 ~1 I+1) 3 (ay 2iay -
:—82—*84—(_‘_)4-1@11(] )(]++) (.Q) _372_+ Qér_rra7_7
T T
(A.2)
where we used a separation ansatz for the eigenfunction 1, ; ;(x) = x1,;(60,9)¥n, 1, (7, T)
with y; ; a function and ¥,, ; ; a 2-spinor. Furthermore, in the asymptotic limit » > 1
with 7 - independent calorons any ¢,, can be expanded in terms of fermionic Matsubara fre-
. T _inf .
quencies ™, = 27 (a+ 1), ie., ¢n7l7j(x~) =x1,(0,0) >0 c 7 Yn 1, j,a(r,pl)e"PaT. This
gives us the —D? -operator as it acts on ¥y, ; ; o:

r2 4 rrg?

2 I, f
2 I(l+1) (G-DG+1+1) 3(“1) 20y Dy . -
~DL = —0i =0+~ tay 3 i ) e T
(A.3)

Note that (A.3) gives a coupled system of two ODEs due to the isospin operators 7
(alternatively: é, - T = % 2”). Together with (A.1) this is the eigenvalue problem in the
asymptotic region which gives the boundary conditions for the transition region solutions.

For the transition region Il we again introduce L and 7“ together with the separation
ansatz ¢, j(x) = x1,;(6, cp)\Iln 1,5(r, 7). Additionally, we define the function ® = 207

T
so that Aﬁé (1 + 7“8;)) = —CLIQI(T‘ T) 5 and A?IZS = —ag(r T) 5“” x’ 6‘“8 ® We
thus find the differential operator acting on \Ilm 1,5

2 L2 Efi: T(P o r@
2= —ot 2o+ Ll vi0 %2 7 oi02
r r2 e r2 & P
(ab(r,7))" 0,0 2%l (r,r) - (A-4)
pe gy (IO o2 e T, =
r2 o r2
(1 +1 )G+l X
=—8Q—f6+ (J; >+ag(f ))(j; i )H&% e T —
&»‘I) 8 3/0,0\° ) QMIQI . (A.5)
- —l— + - -0z — ér-T 0y .
® 4r & 4\ B 2

Since V,, ; ; cannot be expanded in terms of Matsubara frequencies in this region, the
transition region - eigenvalue problem given by (A.5) and (A.1) is posed in terms of a
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2 - dimensional, coupled system of PDEs.'®> These are to be matched at small and large
V72 + 72 to the asymptotic forms in the other two regions.

B. Heat Kernel Coefficient @,

The heat kernel coefficient a1 for our case reads [183] (with the barred notation used
just as described in section 3.1.2, especially as used in (3.1.4) and (3.1.6)):

1 1 === T == — 1 — =y u=vo—=
=T 7GI€)\G}\MGNP;VGp,u;V _ 7GI€)\GVp;)\,quV;}M{ o 7GNAG}\MGVp;IiGpV;M
10 =120 (9 18 189 *

+ L@Vﬂmkuémw\n + Lémévmz\u@w@pv _ ﬁ@/\um@up;fwapk;v +
378 21

252
+ %én/\éyp;ué)\ﬁépu;u + ;T;ém\é,\uéuuéupépn _ %éﬁ)\é)\p;uuépn;uu_
_ %ém\é/\u@upwém;v + %ém\ékwu@w@w;u + %émévmuéw\éwm_

_ ﬁ@,\u;néyp;mépu;,\ _ ﬁ@,\u;néyp;#épu;m + ﬁém\@,\uéwéupépu_
S s 10 i 0
_ @GI{)\G,LLV,)\GKp,VGpIU, _ @Gm\GW,AGquw,p _ @GKAGAV,uGqupV,n+
+ %éﬁ)\é)\n;uéupépu;u + %éﬁkéup;uéﬂué/\n;u _ %éﬁkékuéup;uﬁépu_i_

n %éméméuwépw B gél‘i/\éuu;/\éupépu;ﬁ B %én/\é)\uéw}é/w;un_

_ %éméwéxp@méw _ %(;M@W;A@npéwm _ %@m\@up;uéu,\@pu;n_
— %éméku@wéwépu + %ém\@/\wuéﬁp;u@w _ %ém\@/\wu@w;péw_
3Ll — = v =vo Sk 34 =\ Fwk 0 A1 — == =ow:
_ %GHAGAI/GVPG/LKGpV _ @GHAGHV,)\GV}{”DGP/J _ %GHAG)\/LGUp“LLGpV,H_

5

31 AR INK YUY VP P 61 RN YR L YV 3 4 Y PV 61 RN YUY INR; P YV L 0
378GGGGG +756GG G"PhrG +756GGG G .

(B.1)

I3If one aims to solve this eigenvalue problem, one could expand ®(r, 7) in terms of radial and temporal
variables u, v given by r = 1 + uw and 7 = 1 — v, respectively. This simplifies the coefficient functions
in (A.5) to rational functions of v and v, thus possibly simplifying calculations, reducing numerical
cost and/or making possible the application of certain theorems from the theory or partial differential
equations.
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C. Alternative Small - Mass Expansion

In order to obtain a small m - expansion which is sensitive to possible non - analytical
contributions, we propose an alternative procedure following [60] and using techniques
from [154]: we propose to calculate

2
me o dys —(m? m
Verm = '7ferm|m:0 - 2/0 dm? ’)’s,dﬁi2) —In (K) , (C.1)

with the integration only up until small m? < 1.

The m? - derivative of ~s, _(m?) cannot be performed straight - forwardly. This can
be seen by employing the Schwinger proper time - representation (3.1.2) for the Pauli
Villars - regularized log - caloron density and neglecting the \ - dependent regulator terms
v — = — [0 e [dtrr (zf (e’(’Dg)s — ¢ (59%)%)|2) 4 “reg. terms”. Treating s, _
as a function s _ (m?) and noting that divergences appear at the lower integral boundary,
i.e., as s \, 0 where the heat kernel expansion (3.1.10) applies, one has two sources of
divergence: the ; = O modes at k = 0 and k& = 2 (cf. (3.1.18.b)). The first has its divergent
contribution canceled by the free terms before the m? - derivative is performed, but the
later divergence remains, as it is only canceled by the regulator terms (cf. the order - by -
order discussion of the heat kernel expansion in section 3.1.3). This remaining divergence
results in the divergence of the integrand e~™"¢ s~tr((xs|z)” — (zs|z), ) diverging as
s \¢ 0 and, according to Leibniz’ integral rule, differentiation and integration do not
commute for a discontinuous integrand. Thus, an integration cut-off ¢, < 1 has to
be introduced as in (3.1.18.b) so that the m? - derivative can be performed inside the
s-integral [154]:16

d’ys,_(m2) — 1 - —m?2s ! 4 — _
(dm? e = 6.191{17[‘10 5 dse /d ztr((zs|z)” — ((zs|z)y ). (C.2)

The cut - off can be understood as subtracting the divergent terms at s “\, 0 to yield an
overall finite result. This is an alternative regularization compared to the point splitting
procedure employed for the Taylor expansion.

For practical reasons, one however aims to replace this cut - off regularization and use
point splitting again. This is because one is then allowed to perform the limit ¢, \, 0 and
rewrite the above expression in terms of Euclidean time propagators as discussed below
(3.1.2). There we discussed how the anti-periodic proper time - Green’s functions (or

®The limit £, \, 0 must not be performed, even though, using the heat kernel expansion for small s, it turns
out the result would be finite, as this would correspond to having taken the m? - derivative without the
regulator.
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heat kernels) (zs| y>(0) produce the ordinary anti-periodic Euclidean time - propagators
via s-integration: A~ (z,y,m?) = (x]ﬁ]y) = [, ds (zs|y)~ e~™*s (analogously

for Ay (z,y, m?)). The m? - differentiated log - caloron density can thus be understood as
given in terms of ¢, - regularized propagators. Exchanging the cut - off regularization with
the point splitting requires one to subtract additional terms (not just the diverging terms
required for overall finiteness) which appear due to this exchange of limits. These terms
vanish initially (i.e., before the exchange of the two regularizations) as the point splitting
is sent to vanish inside the ¢, - regularized s - integral (C.2), but become finite after the
exchange.

Now we determine these additional terms due to introducing a temporal point splitting
2 = x+eréq, e \(0in (C.2), exchanging it with the ¢, - regularization and eventually
taking the limit €, \, 0 in the s-integral. We start by introducing the point splitting:

dfyS, —(m2) : . > —m?s ! 4 ! - / -
(dm2>reg = EE{,HO 51711\1510 5 dse / d a;tr( <a; s ‘ x> — <(x s ‘ a:>0 ) . (C.3)
Now we exchange the limits and identify the diverging s -integrals for taking ¢, \, 0
after e, \, 0. Since these divergences appear at s = 0, we can analyze them using a heat
kernel expansion (cf. (3.1.7)) with non - coincident, finite temperature Seeley - DeWitt
coefficients coefficients (s | )™ " e~ T Ykezuzsl a%; aor (2, x).7 Performing the
2

s-integrals [;°ds e~ L gh—2 using (3.1.18) with & — k + 1 (due to the m? - derivative
in (C.2) and (C.3) adding a factor of s compared to (3.1.2)), one finds divergences as
er \( 0 for & € {0, %, 1}. However, the ag,(2’,x) = agk(er, x) reproduce the agi(x) as
er \( 0, i.e., they contain terms which vanish in this limit and thus potentially cancel the
s-integral divergences. This is the source of the additional terms one has to subtract. For
a more detailed analysis, the general asy (e, 2) would be required, which are unavailable,
unfortunately. Nevertheless, we can analyze the general structure of the non - coincident
heat kernel coefficients and simplify them in case of temporal point splitting. In fact, it
turns out that the available parts of the non - coincident heat kernel coefficients are exactly
those which we find to be required.

In general, the ag;(z,y) are can be expanded in (z — y), such that the are given by
the known ay(y) and additional terms of order O(|z — y|) and higher. This means that
coefficients as;, which vanish in the coincident limit can be non - zero in general. At 7' = 0,

7 Actually, for the differentiated log - caloron density the traced integral - heat kernel coefficients by, are
required, which is discussed in the following.
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the first three of these expansions are given in [154]:

ao(x,y) = 1+ i(x —y)" Agpsr(y) +

¢ 1 v . v (C'4)
(o =)@ =) (0" Agpsy + iAgpsr Apper)ly + Ol — ).
1
ai(z,y) =0,  ax(z,y) = —<(z—y)*[D",G"]|, + O(lz — y[*), (C.5)

6

where (anti-)symmetrization over N indices is defined without the factor 1/N!. Notice
that ag(x,y) = P exp (z’f;dzﬂA‘ﬁs(z)) is given by a Wilson line from y to = (cf. (2.1.28)

and above (3.2.1)) and that as(z,y) = O(|z — y|?) with the commutator vanishing for an
instanton satisfying the classical YM equation. We thus use the following ansatz for the
structure of the general, non - coincident heat kernel coefficients:

agk(2,y) = po(x,y)am(x,y) + Y _ A (01, 0@A, DOE, DOG)|, (x—y)" - (z—y)"
JeN
(C.6)

so that in the limit z — y we have ag(z,y) — a2 (y) and >~ ;(...) = Asio(y) = A2 (y)
given by the known finite - 7' terms (cf. below (3.1.9) and (3.1.11) for the traced - integral
ones). By also demanding ¢;(z,y) — ¢;(y) we then reproduce the known as(y) in the
limit. The known finite- T terms A5 (y) only contain j # 0-modes (cf. (3.1.14)) and
the same has to hold for the unknown additional terms ) ; .+ (...). This is because
only these modes converge to 0 as 3 — oo and all finite 7" terms have to vanish in this
limit. Furthermore, Ao = 0 [185, 186] and the finite temperature generalization of the
Wilson line ay(z,y) is already obtained by plugging Ays into ag(x,y) instead of Appst.
In case of a temporal point splitting, we can use the fact that the coincident coefficient
functions ¢;(Z, o, s) do not depend on time, so that ¢;(2’, z) = ¢;(Z). This simplifies the
non - coincident coefficients in the caloron background:

ao(er,7) = @o(&)ao(erz) + Y AJ7(pr, DWE, DPGY)|, e with

J e N+ (C7)
1
ao(er, ) = 1+ iAfg(x) er + 7<i 8TA4S} - (Af‘fls(x))Q)sz +0(e2),
agk > 0(er, ¥) = @o(& Ak (e, @) + Y AN Plael, (C.8)
JeN

where @; = 0 in general and @, = O(¢2) in a classical background. As we stated above,
ap equals the purely temporal Wilson line (3.2.37) in section 3.2.3. We thus also find
the non - coincident vacuum heat kernel coefficient agee(e7, %) = free(2) = w0(Z)| 4 _ -
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Additionally, we now have leading j = 0-modes at odd 2k which get multiplied by ¢/ > !
due to the e, - expansion of the Gy}, 44q-

The log - caloron density and its (regularized) m? - derivative contain the traced integral -
heat kernel coefficients boy () = @o(Z )agk(x) + Bar (1, PP E, DO)G)|,, however, not the
ask (). But introducing non - coincident versions of the by (x) is not reasonable, as that
disagrees with their traced nature'® and with how they are obtained from the agy(z).
Nevertheless, just as the ag(z, y) produce asy(y) in the limit # — y, their trace appearing
in the spacetime integral has to yield (after the appropriate transformations using trace
cyclicity, IBP, etc.) the boi(y) and ) ; Ao, s has to produce By, in the limit and after
taking the trace.

Now we plug the coefficients (C.7) and (C.8) into the (C.3) - caloron background - term

2
lim . \ o [, ds e~m*s =5 f1d496' Dok (S:T; tr(agk(e7, x)) and perform the s - integrals using
(3.1.18) with, as stated above, £k — k + 1. The s-integral divergences are now due
to the j = 0-modes for k = 0 and k = 1. The leading j = 0-mode for k = % vanishes
due to a; = 0 and the 5 = 0-modes for k = % and k = 2 are rendered finite by the
m? - derivative (they would diverge without it). The j = 0-mode of (% )ao(s,, z) gives

I(m?,1,2;,0) = ‘i—’f Ki(me;) 0 E% (3.1.18.¢), which diverges quadratically, and for

k = 1 we find the integral I(m?,2,<2;0) to diverge logarithmically as —21In(3me, ). The
k = 0- contribution is thus given by an infinite, traceful term ﬁ and a finite, traceful
contribution — 5 1(m?,1,e2;0)(A*(x))?e2 = — =5 (A*(x))?. For k = 1 the logarithmic
divergence gets multiplied by terms O(g2), so that the overall contribution vanishes
as lim. \ o €2In(me,;) = 0. The finite temperature j # 0-modes of yo(7)az(er, )
and ), Agk‘;‘}uef are no longer exponentially suppressed (since m » 1), but remain
finite as long as m > 0. In general, we find them to be determined by s-integrals
I(m* k+1,j2+e%5) = I(m* k+1,j%%) = 2—('f—2—%)(%)kflfgf(lk,l,g,(yjym); here
we safely took the limit e \ 0. This is finite for j # 0. Plugging these integrals into the
j -mode summation and recalling the general ¢, - structure obtained in (3.1.14) in section

3.1.2, we find traceful contributions

> (VI k1,57 ) =

Jj e Z\{0}

= jo—(k—3—¢ jhire (€9
—tr Z(—l)jzi( - 75) COS(jFW)WK‘k,1,%|(jm) .

j=1

18Tt includes the spacetime integral over the closed loop proper time - Green’s functions, i.e., point splitting
makes no sense.
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We can analyze the (potentially) interesting regions of small and asymptotically large j:

* j<m™y/][k—1— %[+ 1: For k = 0 we have only j # 0-modes with ¢ = 0 in ¢
and thus K (jm) ~ (jm)~!, while for k € {},1} we have in general ¢ > 0 with
Kjp_y_gi(jm) ~ (jm)~F~1=2l for k — 1 — § # 0 and K|_y_g|(jm) ~ —In (%) for
k—1— 5 = 0. For k = 0 the summands are therefore ]% and for k > 1 they are

x (L), o j*2In (4) and o j% 2 fork—1-£>0,k—1-5 =0and
k—1— 5 <0, respectively. As expected, we can see non - analytic behavior at m = 0
and finite contributions as m > 0. Only finitely many of these small j - terms get

added up and yield an overall finite contribution.

* j>m Y ((k—1—%)* —1/4]: At first order of the asymptotic expansion of the
modified Bessel function of the second kind (sufficient for asymptotically large

k— % + % —im 5 . .
e, By Cauchy’s criterion

j) the summands fall off exponentially as < P s
mtT 272
(root test or radical test) the overall infinite j-sum converges to a finite value:

1

. k3¢ ) . 7 . 'k:—3/2+c/2
limsup; _, o 2_(]?_3)% cos(jrw)e™ ™| <limj_,j 1 e M=e"<1
m

1 1
for m > 0, where we used lim; , c a7 = limj_, ji =1V finite a. This is in-
dependent of k.

These contributions are either finite (Vag,(x) # 0 and Ay, o # 0) and thus require no
regularization or vanish (for Ay ;> 1, as they get multiplied by terms O(e = 1)).

All in all, we find two terms produced by the ¢ - regularized s - integrals at heat kernel
orders k € {0, %, 1}: ﬁ, which equals the free term that is already subtracted, and
—87%2(144(:5))2, which is an additional term resulting from exchanging the limits. In order
to keep the structure of the (differentiated) log - caloron density, we thus have to subtract

the second term, arriving at:

d’Ys,—_ . 14 —( 2 — (0 2 L4 2
Az = El:{‘no d xtr(A (', z,m*) — Ay (2", ,m*) + g(AHS(x)) > (C.10)

This is the finite temperature analogue to the 7' = 0 - result obtained in [154, eq. (2.26)]
and used in [60]. From this one can proceed as discussed in [60].
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D. Numerical Methods

D.1 Heat Kernel Coefficients - Obtaining the functional Form

We obtain the general functional form of the finite temperature heat kernel coefficients
given in (3.1.11) employing Mathematica and making extensive use of the OGRe package
[187] to handle tensor calculus computations.

As the functional forms of the caloron field strength and especially the heat kernel
coefficients (3.1.11) with (3.1.6) are quite complicated, Mathematica is limited to calcu-
lating their structures for a general, unspecified caloron field described not by In (¢(z))
as in (2.4.37) (¢(x) in (2.4.36) or (3.2.4)), but by the general function “funct(z)”, i.e.
Afis(z) = = 9" funct(z). We then calculate the caloron field and field strength as well
as the heat kernel coefficients with respect to funct and then plug funct = In(¢) in the
final expressions for (3.1.11). Furthermore, OGRe is designed to perform Ricci index
calculations in a general relativity setup and can only handle tensors with an explicit
coordinate - dependence - and since funct needs to be an OGRe - tensor object and g is not
a coordinate, using funct = funct(p, z) is not possible. Instead, we introduce p and its
specific values when plugging in funct = In(¢).

Moreover, despite ¢(x) = ¢(r, 7) being spatially rotationally symmetric, the caloron is
defined explicitly in Cartesian coordinates. This is because the 't Hooft symbols (2.4.26)
are defined in this coordinate system. A coordinate transformation to spatial spherical
coordinates yields no simplification, neither in advance of calculations - as the 't Hooft
symbols possess no spatial rotational symmetry -, nor subsequent to obtaining the heat
kernel coefficients - since there is no way in OGRe to define symmetric properties for the
general (transformed) function funct(r, 6, ¢, 7).

Lastly, general relativity deals only with spacetime - indices, not with index sets of
different types, as in the case of the caloron carrying a spacetime- and a Lie algebra - index.
Regarding 4 - dimensional Cartesian coordinates with a Euclidean metric as well as an
SU(2) - gauge group and thus su(2) - instanton, i.e., a 3 -dimensional Lie algebra with
again a ¢ - “metric”, we overcome this limitation of OGRe by adding an extra spacetime
dimension to all Lie algebra - valued objects. This extra dimension then stores the three
Lie algebra - components and we set the fourth component (the “time” component in the
artificial spacetime dimension) to always be 0. For example, in our code the caloron field
A®# is described by the 4 x 4 - matrix

All A12 A13 A14

A21 A22 A23 A24

A31 A32 A33 A34 ’
0 0 0 0

A= (D.1)
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where the upper three rows contains the four components of the three spacetime vectors
AR A2H and A3H, respectively, and the fourth row contains 0’s (as there is no vector A*#).
The columns contain the components of the four Lie algebra 3 - vectors A%!, A2 A%3
and A%*. With this description of su(2) - valued tensors, we can employ general relativity
style index calculus as facilitated by OGRe. This is another reason why it is necessary for
us to obtain the heat kernel coefficients in Cartesian coordinates. General relativity (and
therefore also OGRe) does not allow for certain indices of a tensor to be contracted by a
different metric than the rest (e.g., radial spherical metric for the spacetime indices and
Euclidean metric for the Lie algebra ones).

We remark that our method of including Lie algebra indices into OGRe - tensor calcu-
lus can be straightforwardly extended to higher dimensional gauge groups SU(N > 2).
In this case, one has to include indices corresponding to the N? — 1-dimensional Lie
algebra su(n). This is done by again adding artificial spacetime dimension to Lie algebra -
valued tensors and extending the spacetime to be N? — 1-dimensional with coordi-
nates (z,y, 2, T, TL, ..., xﬁf _5). One has to make sure that the N? — 5 extra spacetime -
components of any tensor are always set to 0. As an example, the gauge field is then given
by the (N? — 1) x (N? — 1) - matrix

Al Al? Al3 Al4 0 .. 0
A1 A?? A?3 A24 0 .. 0
31 32 33 34
Aguny = A A A A 0 ... 0] (D.2)

A(N2'—1)1 A<N5—1)2 A(N5—1>3 A<N“;—1>4 0 0

D.2 Spacetime Integration

As we discussed in section 2.4.2, specifically below (2.4.26) and (2.4.37), and showed in
figure 2.12, the HS caloron is not invariant, but only covariant, under spatial rotations,
with the same being true for the caloron field strength. The (o, r, 7) - dependent integrands
for the coefficient functions of (3.3.1), i.e., by 4,6,8, 10 (3.1.11) and int™ (3.2.38), however,
are rotationally invariant; even though they are explicitly given in Cartesian coordinates.
We show this for multiple of these integrands in figures provided in the ancillary files.

Making use of this implicit spatial rotational symmetry, we enhance the performance of
our numerical integrations by choosing (without loss of generality) the radial axis to be the
x -axis. This then means we can set y = z = 0 in the integrands, but have to multiply the
integrands by 4 22, the volume element of our makeshift spatial spherical coordinates. The
integral fol dr is left unchanged. This reduces the 4 - dimensional numerical integrations
down to 2 - dimensional ones.
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D.3 Ancillary Files

Our code and the resulting data are distributed to the following files and can be found at
https://git.rwth-aachen.de/qcd/ancillary_files_finite_t_top_su
scep_heavy_quarks:

heat_kernel_coeffs.nb contains the analytical (tensor) calculations of all heat
kernel coefficients (3.1.11), excluding bio; heat_kernel_coeff_b10.nb con-
tains the calculation of b1g

heat_kernel_coeffs.m contains the saved heat kernel coefficients (except by()
and the auxiliary tensors required for their calculation; heat_kernel_
coeff_b10.m contains the saved structure for by

b4 _coeff.nb contains the numerical integration for (3.1.28) to verify our analyti-
cal and numerical methods

b4_data.dat contains the data for (3.1.28); b4_error.dat and b4_log_
error.dat contain the (logarithmic) error of the numerical results compared
to the theoretical value

b6_coeff.nb contains the numerical integration for (3.1.31)

b6_data.dat contains the data for (3.1.31); b6_fitting_error.dat and
b6_log_fitting_error.dat contain the (logarithmic) error of the of the fitting
function (3.1.31) compared to the data

b8_coeff.nb contains the numerical integration for (3.1.36)

b8_data.dat contains the data for (3.1.36); b8_fitting_error.dat and
b8_log_fitting_error.dat contain the (logarithmic) error of the of the fitting
function (3.1.36) compared to the data

b10_coefficient.zip contains the numerical integration for (3.1.37); the inte-
grand as a C - function is contained in b10_coeff_c.txt

b10_data.dat contains the data for (3.1.37); b10_fitting_error.dat and
b10_log_fitting_error.dat contain the (logarithmic) error of the of the
fitting function (3.1.37) compared to the data

BO_coeff_finite_T_integration.ipynb contains the numerical integration
for (3.1.23); BO_coeff_finite_T_fitting.nb contains the fitting process
yielding (3.1.27)
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BO_data_corrected.txt and BO_mrho_corrected. txt contain the data
and m - o - grid for (3.1.23), respectively; BO_finite_T_fitting_error.dat
contains the error of the fitting function compared to the data

B4_coeff_finite_T_fitting.nb contains the calculation and simplification of
the explicit form (3.1.29) and the fitting process to the data; B4_coeff_finite_
T_integration.ipynb contains the numerical integration

B4_data_corrected.txt and B4_mrho_corrected. txt contain the data
and m - ¢ - grid for (3.1.29), respectively; B4_finite_T_fitting_error.dat
contains the error of the fitting function compared to the data

B6_coeff_finite_T.nb contains the calculation and simplification of the explicit
form of (3.1.32) and (3.1.33), the numerical integration for (3.1.34) and the fitting
process for (3.1.35)

B6B_coeff_finite_T_integration.ipynb contains the numerical integra-
tion for (3.1.35); B6_coeff_D4E_D4E.txt, B6_coeff_D4G_D4G.txt, B6_
coeff_DiE_DiE.txt and B6_coeff_EGE. txt contain the simplified explicit
terms of (3.1.33)

B6_phi@_data.dat contains the data for (3.1.34) produced in B6_coeff_
finite_T.nb, B6B_results.txt contains the integration results of B6B_
coeff_finite_T_integration.ipynb and B6B_data.dat contains the full
data

B6B_fitting_error.dat contains the error of the fitting function (3.1.35) com-
pared to the data

propagator_sum_periodic.nb contains the summations (3.2.5), (3.2.10),
(3.2.16), (3.2.17) and (3.2.18) and the resulting simplification for (3.2.19);
propagator_sum_antiperiodic.nb contains the summations (3.2.5), (3.2.23),
(3.2.24) and (3.2.25) and the resulting simplification for (3.2.22)

R4_propagator_limits.nb contains the 3 — oo limits (in R*) (3.2.13) and of
(3.2.19)

propagator_sum_coincident.nb contains the summations (3.2.29), (3.2.31),
(3.2.33) and (3.2.34), the Taylor expansion in (3.2.35) as well as discussions con-
cerning the asymptotic behavior of (3.2.35)
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* Taylor_exp_small_m_coeff.nb contains the numerical integration
producing the data for (3.2.40) and the fitting process

* m2_coeff_data.dat contains the data for (3.2.40); m2_coeff_fitting_
error.dat and m2_coeff_log_fitting_error.dat contain the (logarith-
mic) error of the fitting function (3.2.40) compared to the data

* pade_interpolation.nb contains the derivation of the large - mass expansion’s
validity (3.1.40) and the small - mass expansions validity (3.2.42) range of validity
as well as the Padé interpolation (3.3.4) - (3.3.15) & figure 3.12. It also produces
the figures 3.13 and 3.14.

* pade_interpol.m contains the explicit result for the Padé approximant (3.3.4);
caldens_pade.m contains the full mass dependency of the caloron density with
the Padé interpolation plugged in (i.e., including the factor m;o from (2.4.75))

* ratio_topological_susceptibilities.nb contains a discussion of the b-
quark’s effects on the caloron density and the numerical calculation of (3.3.17),
producing also figure 3.16 and the main result shown in figure 3.17; ratio_
topological_susceptibilities_data.dat contains the data for (3.3.17)
and figure 3.17
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