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Abstract

This PhD thesis is concerned with the chiral phase transition of QCD with two degenerate light quark
masses and a strange quark mass close to its physical value. We analyze the quark mass dependence
of the chiral condensate and chiral susceptibilities close to the transition temperature. The analysis
is twofold:

First we provide evidence for the influence of thermal fluctuations of Goldstone modes on the chiral
condensate at finite temperature. We show that at temperatures below but close to the chiral phase
transition at vanishing quark mass this leads to a characteristic dependence of the light quark chiral
condensate on the square root of the light quark mass m;. As a consequence the chiral susceptibility
shows a strong quark mass dependence for all temperatures below T, and diverges like mfl/ % in the
chiral limit. We separately examine the divergence of disconnected and connected parts of the light
quark susceptibility and discuss the volume as well as cut-off dependence of susceptibilities and chiral
condensates.

Second we analyze the critical behavior of the chiral transition with a scaling analysis based
on the O(N) scaling functions. We find strong evidence for 2nd order O(N) scaling in the chiral
limit of the light quark mass and with physical strange quark mass. Z(2) scaling is disfavored for
finite values of the mj, which indicates that the physical strange quark mass is above the tricritical
mass, msphyS > mic. The scaling fits are based on the magnetic equation of state for the chiral
condensate. We compare these fit results also with the corresponding scaling functions for the chiral
susceptibilities and identify the Goldstone contributions and attempt to identify the connected and
disconnected susceptibility contributions. We discuss the deviations from scaling and compare results
for two different lattice spacings. Finally we present the result on the pseudocritical line for zero
chemical potential and the curvature of the critical line for non-zero chemical potential to lowest
order.
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Chapter 1

Introduction: The Phase Diagram of

QCD

“There is a philosophy that says that if something is unobservable —
unobservable in principle — it is not part of science. If there is no way to
falsify or confirm a hypothesis, it belongs to the realm of metaphysical
speculation, together with astrology and spiritualism. By that standard,
most of the universe has no scientific reality — it’s just a figment of our
imaginations.” (Leonard Susskind)

Quantum chromodynamics (QCD) describes the interaction of the quarks and gluons, which are
the constituents of the hadrons. Since it is a nonabelian gauge theory with gauge group SU(3), also
the gluons interact with each other, leading to a rather complex dynamics of the gauge fields. The
bare masses of the quarks are small in comparison to the masses of the hadrons that they constitute.
Most of the energy that makes hadrons heavy is binding energy. It is stored in the gauge fields and
in so-called sea quarks, which are virtual quark-antiquark pairs that are produced and annihilated
incessantly.

Hadron physics, the physics of bounded states of quarks, cannot be studied perturbatively. This
is because the strong interaction is “strong”, which manifests in a comparatively large coupling con-
stant at low energies. Moreover, the coupling increases as the energy scale decreases, leading to the
confinement of colors: no individual quarks can be observed, only color neutral combinations of them.
On the contrary, for high energies the color charge is anti-screened, as was shown by Gross, Wilzek,
and Politzer, which leads to asymptotic freedom, the statement that at high energies the coupling
becomes weak. Only at high energies it is possible to study QCD via perturbation theory: The
momentum scale has to be large compared to the scale Aqcp ~ 200MeV, which is the scale where
the gauge coupling g(Q?) is of order O (1). At low energies, perturbation theory breaks down as the
gauge coupling becomes large. Hence, non-perturbative methods, most prominently lattice QCD,
play a crucial role in our understanding of low-energy QCD. This also includes QCD at moderate
temperatures.

QCD at finite temperature and density is an interesting subject because hadronic matter is as-
sumed to undergo a phase transition to a new phase of matter, the quark-gluon plasma (QGP). We
shortly describe the most widely expected scenario of the QCD phase diagram for physical quark
masses, as illustrated in Fig. 1: At high temperatures, the quarks are deliberated from confinement
and can travel through the strongly interacting plasma without being bound in hadrons. The transi-
tion is expected to be a rapid crossover. This transition is expected to become even more pronounced
for finite baryon chemical potential p and might eventually reach a critical point (up ¢, T¢), where
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a second order transition takes place. It is believed to be the endpoint of a first order transition for
temperatures below T, along a line ,ugt (T"), which may extend to zero temperature. At large baryon
densities a color superconducting phase is expected which may play a role in the physics of neutron
stars. At intermediate densities, even more exotic new states of quark matter have been suggested,
for instance quarkyonic matter at intermediate densities, which is characterized in the large N, limit
by the dominance of gluons and may lead to “confined” quarks which do not form hadrons.

The investigation of the QCD phase transition is of special interest for at least two reasons:

1.

It plays an important role in the physics of the early universe. At the end of the electroweak
epoch at about 10! seconds after the Big Bang, when the fundamental interactions took the
form

SU(3) x SU(2) x U(1), (1.0.1)

the QGP dominated the universe. About 1075 seconds after the Big Bang this quark epoch
ended and hadronic matter formed.

. Nuclear matter can be heated up to form a QGP in heavy ion collisions. Such experiments are

conducted nowadays at the Relativistic Heavy Ion Collider (RHIC) in Brookhaven, the Large
Hadron Collider (LHC) in Geneva, and will also be performed at the Facility for Antiproton and
Ion Research (FAIR) in Darmstadt for high baryon densities. At these colliders, the properties
of the QGP can be probed. Also the freeze out temperature Tt has been determined, which is
the temperature where hadronization takes place and which is a lower bound for the transition
temperature.

In fact, in principle there could be two separate phase transitions in QCD:

1.

The confinement-deconfinement transition, which is characterized by the liberation of quark
degrees of freedom, and with the Polyakov loop (L) as its order parameter.

The chiral transition, which is characterized by the restoration of chiral symmetry, and with the
chiral condensate <w¢> as its order parameter. For temperatures below T¢y, chiral symmetry
is spontaneously broken, resulting in a non-zero expectation value of <1/)1/J>



1.1. THE CONFINEMENT-DECONFINEMENT TRANSITION

There are plenty of speculations that both aspects are linked to each other, and lattice simulations
for physical masses indicate that the transition temperatures are very close to each other and may
even coincide, Ty >~ Tyec.

1.1 The Confinement-Deconfinement Transition

The Polyakov loop

Wos
(L) = ]$ <TrPeXp <z/0 dTA4(m,T)>> ~ exp (—F,(T)/T) (1.1.1)

represents a static quark, and its logarithm is proportional to the free energy F,(T") induced by a
static quark source. In the quenched limit m,; — oo, where no dynamical quarks are present, the
Polyakov loop becomes a true order parameter: In the confined phase at T" < Tyge. one finds that
F,(T) is infinite because a colored quark can not be screened. In the deconfined phase at T' > Tgec,
Fy(T) < oo, hence (L) # 0. The deconfinement transition at zero chemical potential for the gauge
group SU(3) is expected to be of first order: the center symmetry is Z(3) and it turns out that
the transition is of the same order as the three state Potts model. Indeed a first order transition
was verified numerically for SU(3) pure gauge theory. However, the global Z(N.) symmetry gets
lost when dynamical quarks are present, the Polyakov loop is no longer a true order parameter but
remains non-zero for all temperatures.

The Polyakov loop susceptibility x = <L2> — (L>2 is not well suited for a precise determination
of Tgee. Other important observables signaling the confinement-denconfinement transition are the
quark number susceptibilities, which strongly rise in the transition region. In particular the strange
quark number susceptibility is often calculated on the lattice: Strange quarks are suppressed below
T4ec, as nuclear matter is exclusively composed from up and down quarks, but are pair produced
and annihilated as much as the light quarks for high temperatures, leading to a non-zero susceptibility.

The MIT bag model [113] can be used for a rough estimate of the deconfinement transition
temperature . It is based on the assumption that hadrons have a constant energy density B (known
as the bag constant) within the spherical “bag”. The ansatz for the full hadron energy is

47 C
Ey=—RB+ — 1.1.2
H 3 + R ( )

with C/R the quark self energy estimated in a harmonic oscillator basis. By minimizing Ey w.r.t. R
one obtains the equilibrium radius R.q which is related to the hadron mass M as follows:

c \! 167 _,
Req == <47‘(B> 5 M = TRqu. (113)
By assuming that the degrees of freedom in the hadronic phase is given by v, = N7 — 1 massless
pions, and in the plasma phase by v, = 2(N2 — 1) = 16 (spin +1) gluons plus vy = 2NN massless
(anti-)quarks, one obtains with B'/4 ~ 200 MeV (estimated from the hadron mass) for N. = 3 and
N = 2,3 a prediction of the critical temperature by equating the pressures of both phases:

24 2 1/4
T T ., /4
P =y, dee L <yb,g + 70 ) Toidee o — TN=22 ( 563) ~ 144MeV  (1.1.4)

90 277) 790 1772

Ne=3 180€B
dec - W

These numbers provide already a good estimate of the transition temperature when compared to
lattice results which range between 150 and 190 MeV. It can be compared with the chemical freezeout
temperature Ty = 176(8) MeV [27], which is expected to be somewhat smaller than Tjec.

1/4
> ~ 139MeV. (1.1.5)



1.2. THE CHIRAL TRANSITION

1.2 The Chiral Transition

In this work, we will focus on the chiral phase
transition for zero baryon chemical potential.
For physical quark masses (m,,mg, ms), chi-
ral symmetry is explicity broken. However, the
light quark masses turn out to be small enough
such that the light quark chiral condensate re-
mains an approximate order parameter. In lat-
tice simulations they are usually taken to be de-
generate, m; = m, = mg. For these masses,
no true phase transition has been found on the
lattice, but a rapid crossover. Although the chi-
ral transition temperature Ty, for physical quark
masses has been investigated extensively in the
past by different groups, no quantitative agree-
ment in its precise value has been reached so far
(for a recent discussion see [19]). The main focus
of this work however is not the precise determi-
nation of Ty, but the universality class of the
transition in the chiral limit of the light quarks,
based on a scaling analysis.
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Figure 1.2: Columbia plot: The expected phase
diagram in the plane of quark masses for zero
chemical potential. The physical point is char-
acterized by the physical masses (m;, ms) and is
located in the crossover region. The arrow indi-
cates the chiral limit in m; we are interested in.

It is well known that the order of the transition crucially depends on the quark masses. The
famous Columbia plot, Fig. 1.2, sketches the expected behavior for zero chemical potential [21]. The
current understanding of this phase diagram is as follows:

e A first order transition is expected for Ny = 3 degenerate massless quarks [100].

e The first order behavior of the transition for three light quarks should end at some critical

quark mass m¢(m,, q), where a second order transition occurs. Beyond this critical line, the
transition becomes a crossover. It was shown [75] that for Ny = 3 the second order transition at
myg belongs to the universality class of the Ising model, controlled by a global Z(2) symmetry.
However, the location of this point in terms of the physical mass is not well determined yet.

The physical point of realistic quark masses is expected to be in the crossover regime.

In the chiral limit of Ny = 2 the global symmetry group is most likely SU(2).xSU(2)r ~O(4),
in analogy with the 0 model a second order transition is expected. However, the O(4) critical
exponents could not yet be verified unambiguously.

The location of the tricritical point mi¢, separating a regime of Z(2) critical behavior from a

regime of O(4) behavior, is unknown, and it is not even clear whether it exists or whether the

Z(2) critical line extends to infinite ms. O(4) critical behavior is still expected if the strange
tric phys
5.

tric Tt is one of the key questions whether mi¢ < m

quark mass is larger than m

In this work, we will investigate the universality class of the chiral transition for physical strange
quark mass and vanishing light quark masses. In lattice simulations with staggered fermions we
actually expect to find O(2) instead of O(4) scaling for reasons discussed in Sec. 2.1.3 and Sec. 4.4.2.



1.2. THE CHIRAL TRANSITION

Real world ——

Real world ——

crossover

Figure 1.3: The critical surface at finite den-
sity: region of second order transition. Two sce-
narios: positive curvature (top), negative curva-
ture (down). Taken from [46].

For nonzero quark chemical potential = up/3
the critical line extends to a critical surface. The
standard scenario is that for physical masses,
there is a critical point at some finite value of p,
as the critical surface bends towards the phys-
ical point (see top of Fig. 1.3). The search for
this critical point is one of the goals for lattice
QCD at finite density, at present only rough es-
timates exist pup/T, ~ 1 — 2, it is however not
clear whether the method (estimate of the ra-
dius of convergence) is under control. The FAIR
collider is assumed to reach temperatures and
baryon densities close to the critical point. It
may be possible to measure the location of the
critical point by an analysis of fluctuations.

It is however not clear whether a chiral critical
point exists.
questioned by de Forcrand and Philipsen [46].
Simulations of staggered fermions for imaginary
chemical potential ¢ and analytic continuation
have indicated that the curvature of the critical
surface bends away from the physical point and
hence there might be no chiral critical point at
the physical point for any u, as is illustrated in
the bottom of Fig. 1.3.

The standard scenario has been

The scaling analysis in this work has also implications for the quest of locating the critical point
for physical quark masses and non-zero density: if it turns out that the physical strange quark mass
is heavy compared to the strange quark mass characterizing the tricritical point, the argument by
de Forcrand and Philipsen might be irrelevant as the physical point is too far away from the Z(2)

critical line.



1.3. OUTLINE

1.3 Outline

This thesis is organized as follows: in Chap. 2 we give a short introduction into finite temperature
lattice QCD, with special emphasize on the staggered fermion formulation, the improved actions we
made use of, and on the RHMC algorithm.

In Chap. 3 we introduce the concepts and methods of the physics of critical phenomena, in
particular w.r.t. the O(N) symmetric spin models. We explain the Goldstone effect and the magnetic
equation of state and give the parameterization of the O(2) and O(4) scaling functions used in the
scaling analysis.

In Chap. 4 we discuss expectations from continuum chiral perturbation theory for QCD with
N; = 2+ 1 flavors at zero and non-zero temperature, and present calculations of chiral observables
within staggered chiral perturbation theory.

In Chap. 5 we present our results on Goldstone scaling and critical scaling for Ny = 241 staggered
fermions in the chiral limit of the light quark mass and with a realistic strange quark mass. The
analysis is based on two lattice spacings, corresponding to N; = 4 and N, = 8. The lattice results on
Goldstone scaling will be compared with the predictions from staggered chiral perturbation theory.
We present fits of the chiral condensate to the O(2) scaling function via the magnetic equation of
state and provide evidence that QCD at zero temperature with massless light quarks and a physical
strange quark lies in the O(N) universality class. We determine a QCD specific parameter zy(ms)
and study its impact on the pseudo-critical line.



Chapter 2

Lattice QCD at Finite Temperature

Lattice quantum chromodynamics (LQCD), which was initiated by Wegner [118] and Wilson [124]
in the first half of the 1970ties, is one of the important approaches to study the low energy regime
of QCD. In the last decades, a rich body of methods has been developed to improve on the numer-
ical results obtained from Monte Carlo simulations, which established the field in particle physics.
Important physical quantities such as the masses of the hadron spectrum or the string tension [29]
have been successfully determined on the lattice and some have reached an accuracy that allows
comparison with experiment.

Finite temperature lattice QCD is an active field in LQCD which investigates the qualitatively
new behavior of QCD matter at temperatures comparable or larger than the typical hadron scale.
In this chapter, we will give a short introduction into LQCD with emphasis on the thermal aspects.

2.1 Discretization of QCD
We introduce the hypercubic Euclidean lattice by

Tn,N, = {n, e N> xN|n; < Ny(i=1...3),n4 < N;} (2.1.1)

and define the lattice spacing a as the distance be-

tween two neighboring lattice sites. We restrict our- NNV N N YN YN '/\

selves to isotropic lattices, i.e. the lattice spacing is ‘L \ l Jl J\L J\ l J\ \

independent of the direction. I'y, y, corresponds to | - F/ 7:/7 7)17 +l - F/ 7:/7 7““,[7 4/ 1/T=N.a

the physical volume and inverse temperature \ ) ~7 7 7 7 7\’ ——F—+ ~ J
V =(aN,)?, T '=aN,. (2.1.2) ViP=N,a———>

Figure 2.1: Lattice discretization for finite
temperature QCD, here only shown in 1+1
dimensions. Periodicity in N, is not shown.

The quantum fields live on a torus (Fig. 2.1), since
N; < N, they strongly feel the boundary conditions
in the temporal direction.

In lattice calculations we are forced to use only dimensionless quantities, and thus we need a
scheme which translates the lattice quantities into physical quantities. The physical unit at hand for
this task is the lattice spacing a, which sets a scale for length and mass quantities:

~

T, < n,=x,/a, m <« 1 =ma,
Au(x) = Au(n) = Au(an)a, Ya(®) = Pa(n) =alan)a®?,
/ d'zo — a') o Dy o [[ddu(n) = [d). (2.1.3)



2.1. DISCRETIZATION OF QCD

Quantities in lattice units will be denoted with a hat in order to distinguish them from their con-
tinuum counterparts. Moreover, we will indicate directions on the lattice by the unit vector fi = é,.
The lattice spacing will depend on the gauge coupling, characterized by a renormalization group
equation which we will discuss in detail in Sec. 5.2.2.

2.1.1 The Lattice QCD Partition Function

LQCD can be regarded as a regularized version of continuum QCD, based on a hypercubic lattice in
position space on which the degrees of freedom are distributed. The inverse lattice spacing provides
the momentum cut-off. However, the lattice is not only an approximation to the continuum.! Rather
one should adopt the point of view of the Wegner/Wilson formulation and consider LQCD as a
statistical model of a classical theory. This is evident within the path integral formalism by making
use of analytic continuation from Minkowski space to Euclidean space, which transforms the path
integral into a partition function:

2(v.7) = [lav)ailadie #0909, (av) =[] av,0). (21.4)

A~ ~ 1/T A ~ A ~
SelU bl = [ dr | oLs(U.b,4) = SolU) + SelU,b. ) (21.5)
0 14
where the link variables U,(n) € SU(N.) given by

U,(n) = exp (iflﬂ(n)> = e Ul = rmga. UmUim) =1 (2.1.6)

are the parallel transports between two neighboring sites (n,n + fi) and are placed on the edges of

the lattice, whereas the fermionic degrees of freedom ) (n), ¥(n) live on the sites. This partition
function enables us to do calculations on a computer. Eq. (2.1.4) is a finite multiple integral. Clearly
it is not feasible to evaluate these integrals by ordinary numerical methods because of the immense
number of degrees of freedom of O (106). Hence the integrals are evaluated via statistical methods
explained in Sec. 2.3.

It is not straight forward to put fermions on a computer due to the Grassmanian nature of the
fermionic degrees of freedom in the path integral. Luckily the fermionic degrees of freedom can be
integrated out such that the fermionic action becomes a function of the link variables only:

- 1T 1T
SplU, v, ] = / drd’z )~ beM, = / drd®z )" log(det M,[U]), (2.1.7)
q=u,d,s 0 q=u,d,s
Z(V,T):/[dU] [ detMy[U]e=5cl] (2.1.8)

q=u,d,s

where M, = D+ myq is called the fermion matriz. The resulting action is non-local, which makes
it very expensive to calculate. The determinant is evaluated by making use of the pseudo-fermion
method discussed in Sec. 2.1.3.

2.1.2 The Wilson Action

The lattice action for the gauge part is constructed to reproduce the Euclidean continuum action

1
Sg = 35 d*z Tr (FFl) . (2.1.9)

! Tt is not always clear whether the continuum limit of a lattice formulation exists.
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In order to obtain a gauge invariant? lattice action from Eq. (2.1.9), Wilson introduced the so-called
Wilson loop, which is the color trace over a path ordered product for an integral along the closed
path P:

Up(z) = Tr (Pefp Au($+sﬂ>d8) (2.1.10)

The Wilson loop is gauge invariant due to the cyclic property of the trace. The lattice analogue of
the Wilson loop is constructed in terms of the link variables U,(n). The smallest non-trivial closed
loop on the lattice is the so-called elementary plaquette

Pu(n) = Uu(n)Uy(n+ @)U} (n+ D)UJ (n) = D (2.1.11)

nof

which obeys PJ,, = P,,. The operator which is invariant under the local gauge transformation

Uu(n) £5 An)Uu(n)A " (n + 1),  A(n) € SU(N.) (2.1.12)
is the elementary Wilson loop, obtained by taking the color trace
Wy (n) = Tt P, (n) 5 W, (n), (2.1.13)

which serves to define the lattice gauge action. This can be seen by expanding P,,(n) via the

Baker-Campbell-Hausdorff formula e?ef = AP +3[A4Bl+..

P,(n) = 1+iga®F,,(an) — %g2a4FW(an)FW(an) + O(a), (2.1.14)
Wuwn) = Ne— %92a4 Tr (F(an) Fy(an)) + O(a®). (2.1.15)
Based on these expansions, the Wilson gauge action is defined as
SYU = 307 S 2T (U= Pu(m) =8 3 (1= RWuln)),  B==3  (2110)
n,u,v u n, v NC " ’ 92 ’

where ( is introduced in order to adopt the notation of statistical physics. This action has indeed
the correct continuum limit and lattice artifacts of O (a2):

SqU] = SYNUT + O(a?). (2.1.17)

2.1.3 Staggered Fermions
Fermion Doubling Problem

Due to their spin 1/2 Dirac structure, fermions are difficult to put on the lattice. The naive dis-
cretization of the Euclidean action for free fermions of mass m,

Sp = /d4:c¢(a:)(’yu8u + mg)ib(z), (2.1.18)

based on the replacements given in Eq. (2.1.3), leads to the naive lattice action

SF[J%J}] = Z ¢a '7,u ocﬁ2 |:¢ﬁ(n+:u) sz)ﬂ n—pu } +quwa Yo )

n, ;o3

> Paln) (My(n,n)) 5 Pan') (2.1.19)

n7n/;a7ﬁ

2 Wilson required that gauge invariance must not depend on the lattice spacing. This is essential because otherwise it
would not be granted that gauge invariance also holds in the continuum limit. Moreover, a gauge invariant formulation
is attractive because it does not require any gauge fixing.
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where «, 8 are spinor indices and the derivative is replaced by a symmetric lattice derivative. The
second line defines the fermion matriz M,. Problems arise when calculating the free propagator in
momentum space, given by the Fourier transform of the inverse of M,:

() ~ —i)_, Ypsin(pua)/a+ mq‘
m2 + 3>, Yu sin(pya) /a2

q
This propagator has poles in all corners of the Brillouin zone: we do not find ex-
citations only at (0,0,0,0) corresponding to p, < 1/a, but at all other corners
(7/a,0,0,0), (0,7/a,0,0),...(r/a,7/a,7/a,m/a) as well. This is called the fermion doubling prob-
lem: the number of fermions is double for each dimension.

It has been proven by the famous “no go” theorem of Nielsen and Ninomiya [96] that it is impossible
to put chiral fermions on the lattice without producing doublers, because it is required that for
each quantum number both left- and right-handed fermions are present. There are several lattice
fermion formulations which attempt to circumvent the problem, in particular Wilson fermions® [32],
Ginsparg-Wilson fermions [95], domain wall fermions [48] and Kogut-Susskind or staggered fermions
[78], which we will consider here.

(2.1.20)

Staggered Fermion Formulation

The staggered fermion formulation attempts to solve the fermion doubling problem by redistributing
the 16 doublers over the adjacent lattice sites of the 2% hypercube in a way that reflects the Dirac
structure of fermions. Consider the following local transformation of the fermion field:

Y(n) =T(n)x(n),  d(n)=xm)T(n),  T(n) =" (2.1.21)

with +, the Euclidean gamma matrices and T7(n)T(n) = 1. The matrices T allow to diagonalize
the gamma matrices via the transformation

TH )T (0 + 1) = n (m)1, (2.1.22)

where 7),,(n) is called the staggered phase. In terms of the new fields, the fermion action Eq. (2.1.19)
can be rewritten as

ST ] = 5 3 ) )+ Sl 212
TL/,L,
S;Eag(4) Z 77” (n + ,LL) _|_ Z qu (2124)

In the second row the Lorentz index o = 1, ... 4 is dropped because the spin diagonalization decouples
the four components. This reduces the number of degrees of freedom from 16 to 4 Dirac fermions. The
new fermionic fields y(n) are one-component fields, the spin structure is reflected by the staggered
phases 7,,(n) which are located at the links between the sites and take different values within the 24
hypercube which naturally divides the lattice in even and odd sites (sites of even and odd parity):

mn) =1, mn) = (1™, ns(n) = (1™, py(n) = (<1, (2.1.25)

In the chiral limit, the action (2.1.24) exhibits a residual U(1) symmetry given by the transformation

il'56 - = il'50 _ ni+natng+ng _ 1 for n even

—e — Xe I's =(-1 = 2.1.26
X Xs X —xe 5= (1) { 1 for 1 odd ( )
% Wilson fermions are characterized by an irrelevant additional term S} = -4~ o @(n)Aﬂ/Z(n) which adds to

the doublers a mass term of the cutoff scale 1/a, hence they become inaccessibly heavy in the continuum limit. r is
usually set to 1. The Wilson fermion action is often rewritten in terms of the hopping parameter k = 1/(8 + 2ma)
which controls the quark mass m.

10



2.1. DISCRETIZATION OF QCD

The four tastes labeled by the index ¢ = 1,...4 can be expressed in the staggered fermion
spin®taste basis:

PN = STV + ), = Nat o g€ {01} (2.1.27)
p

Also the fermion action can be rewritten in this basis:

Spl, ) Z8¢ [fyu®ﬂ)AM+;(v5®7;h5)ﬂ ] +16mquZ 1@ 1)P(N), (2.1.28)
with  A(N) = % (SN +2) — (N —20)) (2.1.29)
Ou(N) = $(N + 2) + (N — 21) — 2(N). (2.1.30)

The v5 ®7,,75 term breaks taste symmetry explicitly at non-zero lattice spacing. The lattice spacing
is effectively doubled. However, the fermion doubling problem is only partially solved: The residual
four doublers for a given flavor, called the tastes, need to be eliminated by an additional trick (see
next section).

For interacting fermions, the discretization for the covariant derivative results in

SR X, U sz (n,n';1, 5)[Ulx; (), (2.1.31)

My s, U] = g i + 5 5 mu0) (U)o~ (US0)igbors) (2132
“w

with the color indices 7,7 = 1, ... N.. The fermion matrix M given above corresponds to the standard
action which will need improvement to reduce lattice artifacts. The discussion given here also holds
for interacting fermions, only the corresponding expression for the action in the spin®spin basis
Eq. (2.1.28) is more complicated and involves additional taste symmetry breaking terms.

Rooting and the Pseudo-Fermion Method

As the doubling problem is only partially solved, the four tastes have to be reduced to one to obtain
a single flavor of mass m,. To this end we apply the fourth root trick, i.e. we take the fourth root
of the fermion determinant in the partition function Eq. (2.1.8), which for Ny = 2 4+ 1 flavors with
m; = m, = My results in:

Z(V,T) = / [dU](det M;[U])Y/?(det M, [U])/*e=56lU], (2.1.33)

Taking the fourth root of the fermion determinant is permissible in the continuum, but on the lattice
the method is controversial: it may lead to a partition function which is not in the universality class
of the one of QCD. In particular, it averages over left-handed and right-handed modes [30]. However,
for 2 light flavors only the square root has to be taken, the number of left-and right handed fermions
is equal, and the strange quark might be too heavy to pose serious problems.

The partition function is evaluated by making use of the so-called pseudo-fermion method, where
the fermion determinant is reexpressed by a path integral over pseudo-fermions, i.e. a bosonic 3-
component color field ¢:

(det M, [U])Ne/* = / 4 lds) exp (—' g "/ (U7 (2.134)
= / [dpe"|[dpe] exp (—qu(MJMq)*Nq/“cz)e) (2.1.35)

11
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with ¢ = 1, s and N; = 2, N, = 1. The second identity is based on v5-Hermiticity DT = ~v5D~s, which
for staggered fermions implies that the Dirac operator is anti-Hermitian, all eigenvalues are paired
or are zero:

Dby = iNthi,  Dysihy = —idivsihi (2.1.36)
—  det M, = H iXi +mg) =my [ (A3 +m2) (2.1.37)
pairs

with v the number of zero-modes. Since the combination M,}L M, only connects sites of the same
parity, it suffices to restrict the pseudofermion field on the even sites, ¢ — ¢, (or alternatively odd
sites) only. The method allows to make use of the heatbath update for the pseudo-fermion field.

2.2 Improved Actions

In practice, lattice simulations at finite temperature are performed on rather coarse lattices due to
the high computational costs: The choice of the lattice spacing a = 1/(N,T) is constrained by the
range of the temperature to be considered (here, T' ~ Tg,) and N,. However, the aspect ratio should
not be too small on isotropic lattices, N, /N, > 4, and the typical correlation lengths should fit on
the lattice to avoid finite size effects, i.e. L = Nya > £. Hence, to reduce the lattice spacing at a
given temperature often requires to increase the number of lattice points drastically, which is limited
by computer resources. Coarse lattices however are problematic because one might be outside the
region where continuum extrapolations on a set of given N, data would yield reasonable results.
Hence it is mandatory to reduce lattice artifacts in the lattice action.

There are two types of improvements: (1) Breaking of rotational symmetry, which affects the
dispersion relation and needs improvement both in the gauge and fermionic part of the action, and
(2) taste breaking for staggered fermions, which needs improvement in the fermionic part. There
are also other types of lattice artifacts which cannot be addressed by improvement, but are related
to renormalization, such as additional UV divergent contributions to lattice observables. They are
discussed in Sec. 5.2.3.

2.2.1 Gauge Part: Tree-level Improved Symanzik Action

The Wilson gauge action has lattice artifacts at order O (aQ). In our simulations we make use of the
tree-level improved Symanzik action, which has lattice artifacts of order O (a4). The basic idea of
the so-called tree-level improved actions* is to add a linear combination of gauge invariant terms to
the action Eq. (2.1.16), typically Wilson loops of size n x m in lattice units, which make the lattice
artifacts vanish up to the desired order. The Symanzik action [114] is the considerably simplest
improved action consisting of two Wilson loops of size 1 x 1 and 2 x 1:

so-n 5 {3 (1-serem( [1)) -4 -sipmen (7 Toet 1)1}

n' g
s K W (221)
The coefficients % and —% are chosen such that at tree-level the lattice artifacts vanish at order

@) (a2).

9

2.2.2 Fermionic Part: p4fat3 Action

Lattice discretization leads to lattice artifacts which explicitly break the taste- and rotational sym-
metry. Hence we make use of an improved lattice action, the p4fat3 action. It belongs to the class

4 The improvement is designed for the classical action but does not account for quantum corrections of higher order.

12
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of tree-level improved actions which lead to small cut-off effects at the one-loop level.> Let us first
consider taste symmetry: Taste breaking occurs because of the unphysical one-gluon exchange of
high momenta ¢ ~ 7/a between the quarks of a specific taste. This exchange can be reduced by the
suppression of high momentum gluons. The strategy used here is a smearing method which consists
of fattening the 1-links gauge terms: The fat3 actions are flavor improved by fattening the 1-link
gauge term in the fermion action with all possible 3-link staples which connect the same neighboring
lattice sites:

U (1) = 1§ Unln) + 0 S U U0+ 2)U 0 + )
VEW
+Ul(n— 0)Uuln —0)US(n+u—0) p . (2.2.2)

The parameter w can be adjusted to control the degree of fattening. The improvement achieved
hereby is O (gZaQ), and the reduction of taste breaking is of importance to recover the hadronic
spectrum (see also Sec. 4.4.1 for details on the so-called taste splittings in the pseudoscalar meson
spectrum). We did set w = 0.2.

But also the rotation symmetry has to be improved, in particular to improve on the dispersion
relation E(p). At high temperatures, this improvement will be important to reach the Stefan Boltz-
mann limit for the equation of state faster in the continuum limit. The improvement is achieved via

3-link paths called the Naik term U, 53’0) [93] and the knight moves UL(L},’Q):

U9 (n) = Uu(n)Up(n + @)U (n + 202),

U2 (n) = % (UL ()T, (n + @)U, (0 + fi + ) + Up(n)U, (n + 9)Uy(n + 20)),
UL~ (n) = % (Uu(n)UJ(n + 4= D)Ul(n + i — 20) + U (n — 2)UJ (n — 20)U, (n — 219)) . (2.2.3)

With these terms one can construct the fermion action [67]

S = g 3 Xx() + 3 mum)xn) {en [U ot )~ (U5 0 o - )

+es0 [U,sw (m)x(n -+ 30) — (U$2) (n— 3i)x(n - 3;1)}

T
ten > [Uﬁw (mx(n+ i+ 20) = (URD) (0= o= 20)x(n — fi — 20)
VEL

UL (n)x(n + o — 20) — (UISIV’_Q))T (n— fi+20)x(n — fi + 219)] } . (2.2.4)

In order to get the correct continuum limit, at tree level the coefficients have to fulfill the relation
2¢10 + 6c30 + 12¢12 = 1. (2.2.5)
Another condition is obtained by requiring that the free fermion propagator is rotationally invariant

up to O (p4):
c1o + 27630 + 6612 = 24612. (2.2.6)

% Fully 1-loop improved (perfect) actions generate a large number of terms, including 4-fermion operators, and are
impractical for numerical calculations.

13
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The p4-action is characterized by the choice:

3 1
= —— =0 2.2.7
87 C12 48’ C30 ) ( )

whereas the Naik-action is given by the choice:

€10 =

1

= - 2.2.
c10 15 (2.2.8)

Z, c12 =0, c30 =

Compared to other improved actions for staggered fermions, such as the stout action [92], the
asqtad action [98] and the HISQ action [45], the inversion of the fermion matrix for the p4fat3 action
is comparatively expensive. This is because of the large number of knight move hopping terms. We
emphasize that the improvement of p4fat3 is focused on the dispersion relation — even the O (a4)
violations are small [99] —at the expense of flavor symmetry improvement. The various actions are
compared in Tab. 2.1.

fermionic terms improvement computational

action add. terms fattening rotation taste costs remarks

pdfat7 knight fat7 high medium very high

p4fat3 knight fat3 high low high

HISQ Naik multilevel medium high high tadpole imp., reunit.

asqtad Naik fat7 medium medium medium tadpole improved
Naikfat3 Naik fat3 medium low medium

stout none multilevel none none low reunitarization
standard none none none none low

Table 2.1: Comparison of some improved actions for staggered fermions, rough estimates of com-
putational costs, which however depend on the chosen quark masses. Multilevel smearing applies the
fattening procedure more than once. The HISQ and stout action reunitarize the fattened link to an
SU(3) element.

2.3 The RHMC Algorithm

We make use of the Rational Hybrid Molecular Dynamics Algorithm (RHMC) [69, 26], which allows
to simulate staggered fermions for an arbitrary number of flavors due to a rational approzimation of
the power ny = Ny /4 of the fermion determinant:

(det M,)" = /[d(ﬁeT][d(j)e]e¢ET(M‘;Mq)_nq¢e ~ /[dd)eT][d(be]e¢ETR(nq)(M‘§Mq)¢E, (2.3.1)

MM, -5, d a;
RO (MM = [[ 4L — gy Y (2.3.2)
i Mg Mg — i =1 Mq Mg — i
The rational approximation is obtained from the Remez algorithm and is optimized for the spectrum
of the fermion matrix M, which is bounded from below by the lowest eigenvalue A ~ mg. The
partial fraction decomposition allows to make use of a multishift solver in the matrix inversions
[71, 47], which evaluates the inversion for all shifts at the cost of the smallest shift. Nevertheless,
since the conjugate gradient used for the inversion converges slower with decreasing quark mass the
computational costs for the simulation of dynamical fermions increase correspondingly and become
infinite in the chiral limit. Hence it is impossible to reach the chiral limit.

The RHMC algorithm consists of the molecular dynamics (MD) evolution and the Metropolis

acceptance test. We will briefly discuss both parts.

14
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2.3.1 Monte Carlo Methods

In order to evaluate the high-dimensional integral of the partition function Eq. (2.1.8), we make
use of Monte Carlo methods, i.e. we evaluate it stochastically. In particular, we use importance
sampling to improve on efficiency, i.e. configurations are generated with a probability according to
their Boltzmann weight e~2. The configurations are sequentially produced in a chain called the
Markov process. The algorithm has to be designed such that the Markov chain Cy — C; — Cy —
...C; — ... is ergodic, i.e. it can move through the full configuration space. In particular it satisfies
the following properties [104]:

1. the Markov property: the probability distribution of future states only depends upon the
present state, the Markov chain has no memory: P; ;11 = P(C; — Ciy1)

2. irreducibility: starting from an arbitrary initial configuration, the probability to reach any
other configuration in a finite number of Markov steps is nonzero,

3. aperiodicity: the probability to return after a finite number of Markov steps to the initial
configuration is nonzero, independent of the number of Markov steps,

(n)

4. positivity: the mean recurrence time of any configuration is finite (i.e. Y .- np; =7 < 00

(n)

with p;;” the recurrence probability after n Markov steps).

In virtue of these properties, each equilibrium configuration in a Markov chain is assigned a definite
probability P(C}), which is characterized by
P(CJ> = ZPZJP(CZ) and P(CJ) = lim Pi,il "-Pizvfl,j'

- N—oo

1 {'Lk}
P(Cj) gives the probability to find C; in equilibrium. The information about any initial state will
get lost after a large number of steps. The probabilities P(C;) are known from the lattice action.
In order to recover the above properties, the algorithm producing C; has to satisfy detailed balance,
i.e. for all C;, Cj:

(2.3.3)

P(Cy) P, = P(C))Py,. (2.3.4)
The RHMC algorithm will satisfy this property. The average of an observable O is then computed
by the “time” average

N
- 1
0=+ 0{Cu}, (2.3.5)
n=0
which is an approximation to the ensemble average

0) = [lagllasNaviofe.of U)e 5240, ) =040 () (N (236

ensured by a theorem which is based on irreducibility and positivity.

2.3.2 Hybrid Monte Carlo

The hybrid Monte Carlo (HMC) algorithm [33] is a combination of a deterministic molecular dy-
namics (MD) evolution and a stochastic Metropolis acceptance test. From the lattice action, one
obtains a fictious Hamiltonian H by introducing for conjugate momenta the gauge fields given by
T = 7, t% with ¢ a position index, which allows to reexpress the partition function as

1
z- / drdgel[d]e "m0, Hr, e, U] = | %:tr 72, + S(pe, U). (2.3.7)

This is equivalent to the partition function Eq. (2.1.8) up to a normalization factor from integrating
out the Gaussian integral over the momenta.
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2.3. THE RHMC ALGORITHM

The HMC consists of three steps to generate a new configuration:
1. Momentum and pseudofermion update according to a Gaussian noise.
2. Evolution of the molecular dynamics trajectory in 7/d7 steps.

3. Metropolis acceptance test to the end of the trajectory which stochastically corrects the stepsize
erTors.

We will shortly review these steps in turn.

Gaussian Noise

The momenta in Eq. (2.3.7) are Gaussian distributed, hence the initial momenta will be determined
by a statistic noise according to a Gaussian noise before MD evolution will take place:

P(m) ~ exp (—; Zﬂ'iu> . (2.3.8)

i

Likewise, for the pseudo-fermion update one generates a field nn and defines the pseudofermion field

1
P(n) ~ exp (—2 Zn?) . ¢e=R")(MIM)n., (2.3.9)
i
to obtain the correct weight according to Eq. (2.3.1).

Molecular Dynamics

The evolution of the classical system according to the Hamilton equations for the gauge fields and
the momenta is given by:

U,(n) = i (n)Uy(n), (2.3.10)
(M M)~

. : d
Ztr T, = =S¢ — oAl Ir
n,u

be (2.3.11)

with the dot denoting the derivative w.r.t. 7. These EoM are integrated along the time direction 7.
The configuration trajectory is characterized by the conservation of energy. The integration proceeds
according to the leapfrog scheme, where the gauge field equations (2.3.10) and those for the momenta
(2.3.11) are integrated alternating. This leads to small step size errors O (672), which results in a
difference § H. Since the contribution of the gauge force, implicitly defined by the rhs of Eq. (2.3.11),
is larger and at the same time the cost of the evaluation is smaller as compared to the fermion force,
it is reasonable to integrate the gauge force on a finer MD time scale. This is achieved by making
use of the Sexton-Weingarten scheme [109]: The Hamiltonian is split into a kinetic term and the
gauge and fermion part of the action

H = Tx] + Sa[U] + S#[U] (2.3.12)

and one obtains a composite integrator via

Urar(6t) = Up (527> [UG <(Z)r Ur <527> , (2.3.13)

Ug(07) = e%PGe‘STQe%TPG, Up(d7) = 771F, (2.3.14)
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where the operators Pg and Pr represent the force terms arising from the gauge and the fermion
part of the action and operator @) represents the update of the gauge field. The composite integrator
has two time scales §, and d,/n, n € N. In practice we apply 10 gauge field updates per fermion
field update. The step size has to be decreased when the quark mass is decreased.’

Metropolis Acceptance

In contrast to the R algorithm [59], RHMC is stochastically exact, i.e. it is free from step size errors.
To correct for step size errors present due to the leapfrog integrator, the configuration C'y generated
from C; along the trajectory is only accepted with a probability

P =min(l,e ), §H =H; - H,. (2.3.15)

If the final configuration C is rejected, the initial configuration C; will be stored as the new config-
uration. Clearly, the acceptance rate should be not too small and not too large to move the Markov
chain fast enough through configuration space. This accept/reject step is valid if the MD integrator
is reversible, which is satisfied by the leapfrog scheme. Since the energy is extensive in the volume,
the acceptance rate will decrease as the volume grows, which requires to adjust the step size in order
to maintain a constant acceptance rate. The step size also has to be increased when the quark mass
is decreased, because the fermionic part will contribute more to the MD force. This will lead to
critical slowing down: the computational cost will increase drastically.

The rational approximation used for the Metropolis test is of higher accuracy than for the MD
evolution.

2.4 Non-zero Density

2.4.1 Taylor Expansion Method

In our analysis, we will determine the slope of the pseudocritical line w.r.t. the chemical potential
1, hence also LQCD at non-zero density will be shortly addressed in this section. Monte Carlo
simulations for nonzero chemical potential ;x cannot be directly performed due to the sign problem,
as the fermion determinant in the partition function

7= /DUHdet M (p)e=5clll (2.4.1)
f

is complex-valued. Different techniques on dealing with the sign problem have been developed. We
make use of the Taylor expansion method [2, 3] by expanding an observable around p = 0:

(0) =" conlp/T)™". (2.4.2)
n=0

CP symmetry of the QCD partition function restricts the expansions to even powers in y. The Taylor
coefficients are obtained from computing ensemble averages of the following type:

For the observables considered in this thesis, all necessary coefficients cg,, of the Taylor expansion
can then be expressed by the derivatives

~ Nyo"tlogdet M D Ny 0" log detM
e —— = ——F———.

Cn ;
4 aunom 4 oun

(2.4.4)

5 Another improvement on efficiency is obtained by preconditioning of the fermion matrix. We make use of the
Hasenbusch method [65] applied to the ratio of light- and strange quark determinant.
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2.4.2 Chiral Condensate at Non-zero Density

We will particularly be interested in the expansion of the chiral condensate w.r.t. the quark chemical
potential p,:

7y 3 S n /.7 3
<¢¢>q _ & dlog Z _ Z B (ﬁ)Qn CQWJ _ ia <¢¢>Q/T . (2'4'5)
T3 N, ) 0mg/T < AT) " U O(ug/T)" .
n= Hg=
With the abbreviations (for details see [3])
Fo = (Co) , Fo = {(Ca) +2(C1D1) + (CoD2) + <C()D%> , (2.4.6)
Ay = (Da) + <D%> ,
we can identify the lowest Taylor coefficients as:
b (00) N2
Y = =t = wh (2.4.8)
kg=0 7
w107 (09), /T° 11
Y~ q - _
& =3 i/ T 0 3 NG (Fa — FoA2). (2.4.9)
Hq=
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Chapter 3

Critical Phenomena

3.1 Phase Transitions

A thermodynamic system in equilibrium is char-
acterized by a finite set of state variables y1, ...y,
such as temperature T and pressure p, y = (T, p),
or y = (T, H) in the context of magnetic systems
with H the external magnetic field. At a phase
transition, the thermodynamic variables of a macro-
scopic system, such as the susceptibility or the spe-
cific heat, undergo a drastic change as a function of
y. The different phases of the system can be dis-
tinguished by macroscopic observables such as the
density (for fluids), or the magnetization (for mag-
netic systems). If the macroscopic observable van-
ishes at the transition temperature 7; and remains
zero in one of the phases,

=0 in phase I
® { #0 in phase IT ’ (3.1.1)
then it is called an order parameter. Its choice

is not always unique, and in some cases there
might be known only approximate order param-
eters.! In magnetic systems, the magnetization
M is a true order parameter for vanishing H,
where a spontaneous magnetization takes place
in the ordered phase, as sketched on the right of
Fig. 3.1.

(1) solid

P~ — —

(1) gas

() liquid

CP

\
\
\
\
Te T

Figure 3.1:

He=0

—_— e

() ordered 1
CP
Tc T
(1) ordered |

a®-Pa=oV_o

OoP

Sketch of the phase diagrams

(top) and of the order parameter (OP) (bot-
tom) for a fluid (left) and a ferromagnet (right).
The solid lines denote a first order transition,
the critical point (CP) is characterized by a sec-
ond order phase transition. The phase diagram
of the fluid also features a triple point (TP).

One arrives at a description of critical phenomena by departing from the mircosopic description,
given by a Hamiltonian H.? From the Hamiltonian, e.g. for the Ising model with N degrees of
freedom on a d-dimensional hypercubic lattice and nearest neighbor interaction between pairs (i, j)

! It depends on the order parameter whether it vanishes (approximately) in the phase above T3 (such as the chiral
condensate in QCD ), or in the phase below T} (such as the Polyakov loop).

Pi2
i 2m

2 For fluids, a possible Hamiltonian is H =
the Lenard Jones Potential V(1) = 4e ((a/r)12 —
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+ 2 2i<; V(Iri —7;|) where the pair interaction is e.g. given by
(o/r)°®). The O(N) spin models are described in detail below.



3.1. PHASE TRANSITIONS

separated by the lattice spacing a

H=—J> sis;—H> si, s =%l (3.1.2)
with the physical field H and physical nearest neighbor coupling J, one obtains the partition function
1
Z(T,H,V) {Zexp —BH), B= pd kp=1, (3.1.3)
57,
—KZSSJ HY s, K=p3J, H=pH, (3.1.4)
(4,9 @

now in terms of the dimensionless external field H and the dimensionless coupling K. The free energy
density in the finite volume V = Na?

F(T,H,V) = —% log Z(T, H, V) (3.1.5)

contains the complete information of the thermal system. Macroscopic observables are characterized
as thermal averages via

exp (—=(H)
2 isy P (=OH)

ZO {sihP({si}),  P({si}) = (3.1.6)

Here, P is a probability distribution which is essentially the normalized Boltzmann factor. Eq. (3.1.6)
allows to study macroscopic observables such as the magnetization
of(T,H,V) 1

M=(M)= 2200 = =N, 3.1.7

which is also given by the derivative of the free energy w.r.t. the external field. In a finite volume,

the free energy is an analytic function. In the thermodynamic limit V. — oo (N — oo, a fixed),

the free energy remains analytic if the system is governed solely by short range interactions.

However, if the interaction range becomes infinite for certain values of y, the free energy might

develop a non-analyticity in the thermodynamic limit. This non-analyticity, which is signaled by a
discontinuity in one of the derivatives of f, characterizes a true phase transition.

3.1.1 Classification of Phase Transitions

Each phase is described by its own chemical potential pr(y), prr(y), ..., which is given by the
derivative of the internal energy w.r.t. the particle number?® in the phase, at fixed entropy S, fixed
volume V' and fixed number of particles AV in all other phases:

ou
pi(y) = < > . i=1I1I,... (3.1.8)

Here we will restrict to thermally driven phase transitions, where the order parameter vanishes at
the transition temperature T;. We have two separate phases, one below T} (denoted by “-”) and one
above T; (denoted by “4”). A phase transition occurs because at T;, the two phases compete with
each other and interchange particles in order to minimize the chemical potential. It is characterized
by the equilibrium of the chemical potentials: p(y¢) = p—(ye). In general, for two state variables

3 More generally, we may speak of degrees of freedom.
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3.1. PHASE TRANSITIONS

y1, yo and order parameter ®, the Clausius-Clapeyron equation implies for the transitions in the
phase diagram spanned by 1, ys:

dy2(y1)
dyr

The quantity q is called latent heat and gives the amount of energy released or absorbed at the

transition, the derivative of y»(y;) characterizes the slope of the coexistence line in the phase

diagram, s* is the entropy density and e = f + T;s* the energy density at the phase boundary

above and below the transition temperature T}, and A® = & — &~ the gap in the order parameter.

T,A® =Ti(st —s)=¢" - =¢ (3.1.9)

Eq. (3.1.9) motivates the following classification: If the order parameter ® is discontinuous at
T, (A® > 0), the transition is of first order. If ® is continuous at the transition (A® = 0), but
some higher derivative of ® is discontinuous, it is of second order, the transition temperature is then
called critical temperature T.. It is located at a specific value ye = (Y1, y2,c) called the critical point
sitting at the end of a first order line, at which the latent heat vanishes. If none of the derivatives are
discontinuous, then f is an analytic function. Also in the absence of any criticality, there might still
be rapid change of thermodynamic variables as the system evolves from one phase to another: such
transitions are called crossover transitions, and the transition temperature is called pseudocritical
temperature T}, which is however not well defined but depends on the choice of the approximate
order parameter (which now does not vanish exactly at Tj.).

3.1.2 Second order Transitions and Landau Theory

From now on we will restrict to second order transitions. They are of special interest because
the thermal system behaves in a characteristic way independent of the details of the microscopic
interactions. In systems which are governed by more than two state variables y;, critical points may
extend to critical lines, or even critical (hyper-)surfaces. The free energy density can be decomposed
into a regular part and a singular part:

f(Y) = freg(y) + fs(u), (3.1.10)

where u are reduced state variables known as scaling variables. In the context of magnetic systems,
we introduce the reduced variables for the temperature and the external field:

I-Tc h=——° (3.1.11)

t=
T. kT,

In most magnetic systems, one has H, = 0 and hence h = 3.H.

Critical Exponents

Consider the spontaneous magnetization? of a magnetic system, e.g. a ferromagnet as shown in
Fig. 3.1. On the coezistence line (h = 0) below the critical temperature and on the pseudo-critical
line (t = 0), the magnetization can be well approximated by a power law, parametrized by so-called
critical exponents:

ﬁ prm—
MN{ || for h=0,t<0 (3.1.12)

|h|}/0 for t=0

Also the correlation function®

G(r,r') = <q§(r)¢('r’)> — (p(1)) <¢(r')> (3.1.13)

4 See section Sec. 3.2.2 for the discussion of spontaneous magnetization.
% For the correlation function, we already make use of the continuum formulation introduced below. For finite
degrees of freedom: Gij = (s;s5) — (s:) (s5).
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3.1. PHASE TRANSITIONS

signals the order of the transition: For T > T, the asymptotic behavior for large distances is given
by
exp (—|r — 7'|/¢(t))

jr — 7]

G(r,r’) ~ , (3.1.14)
which is known as Ornstein-Zernike behavior. At T., the correlation length ¢ behaves characteristi-
cally: it is finite for a first order phase transition (because the two phases can coexist), and infinite
for a second order phase transition. In particular, the correlation function then falls off with a power
of r, which conventionally is written as

G(r,r') ~ |r — p!| (@20, (3.1.15)

Here, d is the dimension of the system and 7 is a critical exponent called anomalous dimension,
which indicates the deviation from Ornstein-Zernike behavior. For large distances, another critical
exponent is obtained for the correlation length on the coexistence line:

It~ for h=0,t<0

An important observable is the susceptibility, which characterizes the fluctuation of the order param-
eter:

_oM _ B

X= o =1 drd%' G(r, ") = ﬁ/der(r), G(r—r')=G(r,7), (3.1.17)

where the second identity shows that the susceptibility is also obtained from the integrated corre-
lation function, due to the fluctuation-dissipation theorem, and the last identity holds if translation
invariance is imposed. Near T, it behaves as

—y _
XN{ |t] for h=0,t>0 (3.1.18)

|t~ for h=0,t<0

Another important quantity, obtained from the energy density e, is the specific heat:

Cy = (g;)H (3.1.19)

On the coexistence line, its critical exponents are defined as follows:

C’Hw{ [t|~ for h=0,t>0 (3.1.20)

|t|= for h=0,t<0

Usually, but not always, the critical exponents for ¢ < 0 and ¢ > 0 do agree, v = 7 etc., but
sometimes not all of the exponents are defined (e.g. in the O(N) models for N > 1 discussed below,
7' does not exist). In general, the critical exponent k of a physical quantity a(¢) on the coexistence
line is given by
lo t
5 = 1im 2810 (3.1.21)
ltl—o log [¢|
If k = 0, the observable has a jump singularity. Subdominant corrections to scaling are also expressed
via critical exponents:

a(t) = At]" (1+ BJt[* +...). (3.1.22)
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3.1. PHASE TRANSITIONS

Scaling Laws and Scaling Hypothesis

The critical exponents are not independent of each other, but are related via inequalities that can
be obtained from thermodynamics:

Rushbrooke-Inequality: o +28++">2, (3.1.23)
Griffiths-Inequality: o +B(1+6)>2, (3.1.24)
Widom-Inequality: v > B85 - 1). (3.1.25)

However, they also can be naturally derived as strict identities by imposing an assumption on the
singular part of the free energy called the scaling hypothesis:

e t, v = fs(t h, ... cR. 1.
b= f(bdatt, planp fs(t, h Vb e R 3.1.26

It is based on the assumption that the correlation length £ is the only length scale of the thermody-
namic system at T¢, and it solely determines the singular part of the free energy. Hence, fs has to
be a homogeneous function of an arbitrary length scale b. The critical exponents are related to the
homogeneity coefficients a; and aj, as follows:

1—ay

ai 1—ap at
1 B+ B I

Hence there are only two independent critical exponents. For the Ising model and the O(2), O(4)
models which we will consider below, they are given in Tab. 3.2.

Universality Hypothesis

We now turn to the question what determines the precise values of the critical exponents. Experi-
mental results have shown that critical exponents agree in many different thermodynamic systems.
This observation led to the formulation of the universality hypothesis, which is the statement that
the critical exponents only depend on

(1) the dimension d of the system,
(2) the range of the interaction and

(3) the dimension N of the order parameter.

At the critical point, thermodynamic systems which agree in these criteria are indistinguishable w.r.t
their macroscopic critical behavior, they fall into the same universality class: When the correlation
length diverges at T, the system is dominated by large scale fluctuations which determine the critical
behavior, whereas the particular microscopic interactions do not play a crucial role.”

5 For example, the order parameter is N-dimensional in the O(N) model; see below.
" There are however exotic models where critical exponents vary with the parameters of the partition function —
see e.g. the book of Baxter [10], Chap. 11.
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3.1. PHASE TRANSITIONS

The Landau-Ginzburg-Wilson Hamiltonian

A first attempt to understand second-order phase transitions was the Landau Theory: It postulates
that every thermodynamic system, for which the transition is characterized by an order parameter
M, there exists a so-called Landau function F'(¢, h, M) (usually the free energy), such that

(1) the thermodynamics of the system is determined by the minimum of F' w.r.t. M,
(2) F is consistent with the microscopic symmetries of the system and
(3) F is analytic.

First, consider the order parameter M to be constant over space. The Landau function can then be
expanded in M near the critical point [123]:

F(t,h, M) = Fy(t,h) +V {hM + %a(t, h)M? + ib(t, hYM* + O (M6)} : (3.1.28)

This expansion is well defined since M is small near the critical point. Note that in order the global
minimum to be defined, b(t, h) has to be positive.

We have implicitly assumed that the Hamiltonian is F
invariant under parity at A = 0, which requires the A
expansion of F'(t, h, M) to have even powers of M only.
The value of the order parameter at thermal equilibrium
is given by the minimalization condition
2

The typical behavior of the Landau function as a func-
tion of the order parameter M below and above the
critical temperature is given in Fig. 3.2. For h = 0 and
a(t) > 0, b(t) > 0, the system is in the non-ordered
phase, the trivial solution is M = 0. For h = 0 and
a(t) < 0, b(t) > 0, the system is in the ordered phase,
the solution for ¢t < 0 is M = \/—a(t)/b(t). Based on Figure 3.2: Sketch of the behavior of

the approximation a(t) ~ at, b(t) ~ b, we obtain the Landau function below T (a(t) < 0)
and above T¢ (a(t) > 0).

M= { §V —at/b £<0 (3.1.30)

t>0

and read off the mean field critical exponent 5 = % Now, consider the order parameter to vary over
space: M = (¢(r)), which requires to translate the lattice formulation to the continuum formulation.®
This can be achieved by making use of Gaussian integrals, and one obtains the Landau-Ginzburg-
Wilson Hamiltonian

(1)

Huwlthod) = [ dtr {00+ gy + 1o

)+ W gay H<r>¢<r>} L B3

2 4!

where 7¢(t) corresponds to a mass squared in the Euclidean field theory which is negative below
T¢, and wup(t) is a quartic coupling. The corresponding partition function now takes the form of an

8 The microscopic degrees of freedom are effectively smeared out, which leads to the replacements s; — K71/2¢(7’),
H — HKY? with K = J the coupling constant of the discrete system. The relation to Hragw introduced below is
given by 70 = (2 — 4d) /K — 2d, and uo(t) = 4!\/K? corresponds to a quartic coupling of spins not considered above.
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3.1. PHASE TRANSITIONS

FEuclidean path integral:
Z[t, h] = / [dp] e~ Hrawlthel, (3.1.32)

This Hamiltonian is the starting point of Landau theory, which demands that the thermodynamics
of the system is characterized by the minimum of Hy,gw w.r.t. ¢. This condition is known as Landau
Approzimation (also called Mean Field Approrimation):°

5HLGW [ta ha ¢]
0
Instead of evaluating the partition function Eq. (3.1.32), one makes use of the Euler-Lagrange equa-

tions to obtain the equilibrium solution ¢eq. The free energy is then given by Hrawlt, h, deq]. This
approach gives a good description of the low temperature physics. At the critical point however,

= 0. (3.1.33)

where the fluctuations of ¢ are large, this approximation breaks down.!?
Classical magnetic systems Euclidean field theory
Spin variables Fields
Magnetic field Source
Hamiltonian Euclidean action
Sum over spin configurations | Functional integral
Magnetization Field vacuum expectation value
Magnetic susceptibility Zero momentum two-point function
Inverse correlation length Physical mass
Critical theory Massless theory
Partition function Generating functional

Table 3.1: Correspondences between classical magnetic systems and the corresponding Euclidean
field theory. Taken from [126].

3.1.3 Renormalization Group

The renormalization group approach was invented to give a o oo olle ole o
realistic account of critical phenomena for dimensions d < 4,

. . . ® 00 0|06 006 o
where Landau theory is known to break down. The idea, which e olle olie ol o
goes back to Kadanoff, is to integrate out the degrees of free-
dom at distances r < £ in position space (which corresponds o ofle ofjle ol o
to a cut-off A in momentum space). The original idea, known ® 006 0 0 000
as Kadanoff Blockspin Transformation [72], which is applica- ® o0 o0 00 o
ble to lattice formulations, was to group the degrees of freedom ® o0 0|0 0 0 0
(d.o.f’s, here: spins) in blocks, e.g. hypercubes of size 2¢, and o oo o0 o0 o

assign to each hypercube one d.o.f. determined by the under-
lying d.o.f.’s within the hypercube, as depicted in Fig. 3.3. In

the Ising model, usually a majority rule is applied. Figure 3.3: Kadanoff block-

spins on a planar lattice

9 In this context, HLGW[¢] is also called the Ginzburg-Landau Functional.
10 Landau theory does not always break down at the critical point: the Ginzburg criterion states that it is valid if

/ drG(r) < / ddrqzﬁgq = cft] V% « 1.
% %

Hence, in the limit ¢ — 0, Landau theory breaks down for dimensions d < 4, but remains valid for d > 4. In particular,
for d > 4 the mean field critical exponents are exact.
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3.1. PHASE TRANSITIONS

This procedure is justified by the assumption that the spins are strongly correlated and very
likely point in the same direction. However, the coupling between the block spins K = 3J has to
be adjusted accordingly. This is described by a function f, which defines a so-called renormalization
group equation (RG-eq.): K1 = f(K).'' At the same time the correlation length is reduced by a
factor of 2, {(f(K)) = %f(K) At K. = J/T., the correlation length has to diverge, which implies
that K, is a fixpoint of the RG transformation:

g(Kc) = 00, g(f(Kc)) =00 = f(Kc) = K. (3'1'34)

At the critical point, the system is scale invariant, even though the Hamiltonian does not have this
feature. The absence of a characteristic length scale at the critical point is the motivation for the
scaling hypothesis, Eq. (3.1.26), and hence is responsible for the appearance of power laws: Close to
K., the RG-equation can be linearized:

df (K
f(K)—K.=\K - K,), A= L) (3.1.35)
dK
This allows to determine critical exponents, e.g. v:12
§(f(K)) fIK) — K.\ ™"
= = log 2/ log A. 1.
£(K) KK, = v =log2/log (3.1.36)

The RG approach has been extended by Wilson [119, 120] to arbitrary (also continuous) systems
described by a set of couplings K = (K1, K»,...) which enter the Hamiltonian H. He proposed RG
transformations (RGT) R in the space of Hamiltonians consistent with certain symmetry require-
ments, and which are characterized by the variation with the continuous scale factor I:

oH(l) OK(l)
BT R{H()}, - R{K(l)}. (3.1.37)
The fized points are defined by
R(H") =H", R(K*)=K". (3.1.38)

In the RG approach, a universality class is defined as the set of all models which flow into the same
critical fixed point under RG-transformations. In the vicinity of the fixed points, the RG-equations
can be linearized:

H{) =M+ AH(ID) =M+ u(1)O;, (3.1.39)

_ OR;
- OKj |

RK)=K*+ARK)=K"+Q(K - K*),  Q Qe; =eie;.  (3.1.40)
In the RGT of the Hamiltonian, wu;(l) are called the scaling fields and O; the conjugate scaling
operators. The RGT of the set of couplings K involves the matrix ) whose eigenvectors e; form
an orthogonal basis: e; - ej = §;;. The eigenvectors are defined in terms of the exponents y;, with
0l = 1" — . The deviation from the critical coupling AK = K — K* is expressed in the eigenvector
basis:

AK =) ule; = ARK) =QY uile; =Y ui(l)e’e;. (3.1.41)

1 The naive prescription, f(K) = 2K, based on the observation that there are two spin-spin interactions from the
original interaction which couple two neighboring block spins, gives a wrong result because it is not strictly true that
the spins within the block have equal spin.

2 In the Gaussian model, where the spins s, of the O(N) models are distributed Gaussian about zero, would recover
the mean field value v = 1/2.
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3.2. O(N) SYMMETRIC SPIN MODELS

We observe that the RGT is multiplicative near the fixed point: w;(l') = e‘slyiui(l). The scaling fields
are hence characterized by

gluz(l) = yu;(1) = wi(l) = el = u;b¥i, [ =1logb (3.1.42)

with u; the scaling variables (e.g. uy ~ t, up ~ h). Depending on the value of y;, one distinguishes
between

(1) yi > 0: relevant scaling variables, the scaling variable increases under iterations of the RGTs,
(2) y; < 0: drrelevant scaling variables, the scaling variable decreases under iterations of the RGTs,

(3) yi = 0: marginal scaling variable, the scaling variable remains constant under the RGT in the
linear approximation.

KA
(e
Figure 3.4: Visualization of the RG-flow induced
= by the RG-equation in parameter space. Classifi-
cation of fixed points (FP):
s (a) attractive FP (only irrelevant EV),
(r) repulsive FP (only relevant EV),
» (m) mixed FP (both relevant and irrelevant EV).
, ) The irrelevant EV of the mixed FP span the criti-
cal surface (yellow) which defines the universality
: class.
.

The relevant scaling variables correspond to those vectors which drive the system away from
criticality under RG-transformations (compare Fig. 3.4). The RG-equation implies for the volume
of a system of dimension d:

V() = e 4V (0) — uy (1) = e®uy (0), (3.1.43)

hence uy (1)V () = uy(0)V(0) is constant and does not contribute to the critical behavior of the
system. This implies for the RG transformation of the free energy density:

(1) =e?f(0) = ft, hyu) = uy + e Ufy (utey”, upedn!, uieyil) , (3.1.44)

which proves the scaling hypothesis, Eq. (3.1.26) by identifying [ = logb. The homogeneity coeffi-
cients are given by a; = y;/d.

3.2 O(N) Symmetric Spin Models

The physics of QCD with two flavors at low energies may be described effectively by O(N) symmetric
spin models. For two light flavors, the spin components correspond to the sigma meson and pion
fields (o, 7), which are assumed to form an O(4) rotation invariant vector. In the magnetic language
of QCD, the explicit symmetry breaking external field H corresponds to the quark mass m, and the
magnetization ¥ = (o) corresponds to the chiral condensate. We expect that the O(N) model may
describe some low-energy properties of QCD in the symmetry broken phase, as will be explained in
the next chapter. Here, we will review the main features of the O(N) models.
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3.2.1 General Properties of O(N) Models

We will restrict the discussion in this section to the O(N) symmetric spin models in the more specific
case of the O(N)-invariant nonlinear o models, although also the linear O(N) invariant ¢* theories
are of great interest [116]. In contrast to the linear ¢* theories, the longitudinal o mode is static: it
is freezed out due to an infinitely large mass. The model is defined by the Hamiltonian

H=-JY S;-S;—HY_S; (3.2.1)
(i.4) i

where (i, j) denotes a pair of nearest neighbor sites and the sum goes over a d-dimensional hypercubic
lattice with N degrees of freedom, the volume is V' = AMa?. S; is an N-component unit vector at
site 4, |S;| = 1 and H is an external magnetic field with strength H = |H|. The coupling K = .J
can be interpreted as the inverse temperature. Special cases are the Ising model (N = 1), the XY-
model (N = 2) and the Heisenberg model (N = 3). In one dimension, the Ising model has no phase
transition at T" # 0 because the growth of domains with equal spin costs no further energy. The
Ising model in two dimensions has been solved analytically by Onsager in 1944 [97], the transition
temperature is T, = 2.J/log (1 + ﬂ) with critical exponents 3 = 1/8, v = 7/4.13

For N > 1, the internal symmetry is continuous, allowing for rotational excitations. With the
special choice H = (H,0,...,0) the unit vectors S; can be rewritten as

Si = (0i,mi) o= (1 —m;-m;)'/? (3.2.2)

with o; the longitudinal mode and 7; the NV — 1 transverse modes which are orthogonal to H. The

magnetization
1 1
M= <st> _ <Nza> (323

coincides with the expectation value of the parallel component o; since the transverse components
are symmetric under parity in Eq. (3.2.1) and hence average to zero. The product of neighboring
spins can be expanded in terms of the transverse components:

1 1
S;-Sj=1- 3 (7ri+7rj)2 +m-m;+ O (ﬂ'4) =1- B (m; — Tl'j)2 +0 (71'4) (3.2.4)
The Hamiltonian can then be rewritten as
1 2 4
H:H0+2J<Z:>(ﬂi—ﬂj) —HZJi+O(7r ) (3.2.5)
1, 4

with Hg = —JNd. In the continuum limit /' — oo at fixed volume V, and after having dropped the
irrelevant constant Hg, we find:'*

BH = /ddr {;FOZ(Vﬂ'(r))Q —YoHo(r)+ 0 (71'4)} . (3.2.6)

The couplings are renamed into Fy, Yo the meaning of which will be explained in the next section.
Note that the 7 and ¢ mode are still restricted by the condition 72 + 02 = 1, which requires a
corresponding delta function in the measure of the partition function.'®

13 The critical temperature was already determined in 1941 by Kramers and Wannier [81] by considering a duality
between the high-temperature and low-temperature expansion of the Ising partition function. This method relies on
the self-duality of the square lattice and is not applicable to O(N) models — e.g. the XY model is dual to a so-called
“solid on solid” model which has discrete degrees of freedom.

4 Tn contrast to the derivation of the Landau Ginzburg Wilson Hamiltonian Eq. (3.1.31), the continuum limit taken
here does not involve Gaussian integrals. The continuum limit is straight forward and does not induce ¢* terms,
nevertheless it induces non-trivial temperature dependences into the new parameters, which can be described via the
RG equations.

15 In the continuum formulation, for weak external field, quasi-zero modes arise, i.e. collective spin waves which
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3.2.2 Goldstone Modes in O(N) Models

The O(N) model in three and four dimensions have been studied extensively by Gasser and Hasenfratz
[50, 66]. For vanishing external field H, there is no preferred direction within the magnetic system.
The fact that the magnetization still acquires a nonzero expectation value is known as spontaneous
symmetry breaking.'¢ Its zero temperature expectation value obtained from Eq. (3.2.6) in the limit
H — 0 is dictated by the parameter Xg:

10 1 d _
L gzl </d ran(r)> ~ % (3.2.7)

The symmetry is restored at T, where the magnetization vanishes in the disordered phase. Based on
Eq. (3.2.3) the order parameter is identified as X (t) = YoM (t). In practice, one needs to replace the
order parameter for H = 0 by the approximate order parameter %(t) = YoM (t) with M(t) = (|S|)
because averaging over a statistical ensemble would yield ¥ = 0 even in the ordered phase.

The Goldstone modes are the long range transverse modes which lead to the strong correlation of
the spins in the ordered phase. The mass of these excitations called the Goldstone bosons vanish for
vanishing external field, and receive the following correction as can be determined from Eq. (3.2.6)
by substituting the ¢ by the 7 mode:

M} = H—EO +0 (H?). (3.2.8)

Ey
Fy is the Goldstone boson decay constant and is related to the so-called helicity modulus T = Fg
which characterizes the stiffness of the spins w.r.t. the collective twist of the spins at some distant
boundary surface: T determines how fast the spins within the boundary reach the new equilibrium.
This process does not cost any energy above 1., but it does at low temperatures. In particular, the
decay constant, which is of mass dimension (d — 2)/2, is zero above T, and scales on the coexistence
line as

Fy ~ [t|/ 4272 for h=0,t<0. (3.2.9)

For non-vanishing external field H, the magnetization receives a correction which is called the Gold-
stone effect:
1

S(H) = % <1 — 5 (m(0) -7r(0)>> . (3.2.10)

The correction stems from the correlation function of the Goldstone modes obtained from Eq. (3.2.6):

Gr(r) = (m(r) - 7(0)) =

N 1 1/a d ik-r
/ @k e (3.2.11)

F? 2m)d k2 + M%°

The correlator coincides with the definition in Eq. (3.1.15) because (m(r)) = 0. The lattice spacing
a provides a momentum cutoff. At zero distance and vanishing external field, the correlator is

N-1 (Y @ 1 N—-1Q4q [ .4

rotate the overall orientation with respect to H. These modes can be treated as a collective variable for which the
corresponding measure is calculated with the Faddeev-Popov technique.

16 In the next chapter we will give a short review of spontaneous symmetry breaking in the context of chiral symmetry
breaking in QCD.
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From this equation, the famous Mermin- Wagner theorem can be derived 7, which states that for the
O(N) models with dimension d < 2 and N > 1 (and in fact, for all models with continuous symmetry
and short-range interaction) no second order phase transitions can occur at any temperature 7' > 0.
In the ordered phase, the Goldstone modes diverge logarithmically in the infrared for d = 2. As a
consequence, the order parameter is not defined. In contrast to this finding, the magnetization X
is well behaved for d > 2: In three dimensions resp. four dimensions one finds (see calculation in
App. B.1.1):

N —1(ZoH)'Y/?
SED(H) =% (1 H 2.1
() = o 1+ 2 S0 o) ). (3:2.13)
N —1%0H , [ (ZoH)'/?
(4D) _ _ 0 0 2
LU (H) =%, <1 @ Pl In ( Fohs + 0 (H?) | . (3.2.14)
This implies that the longitudinal susceptibility
0X(H
oty = 2 _ v ((0%) - 2) = v ((907%) (3.2.15)
is infrared divergent on the coexistence line, T' < T¢:
@D), . N —1(59)%/? 0
Xy (H) = = FOHT +0(HY), (3.2.16)
3/2 2 1/2
(4D) _ N1 (1X7 Ay X5 (30H)
x; (H)= (a2 (2 2 + P In “FoAs +O(H). (3.2.17)

Based on the decomposition of the full susceptibility, we also introduce the transverse suscepti-
bility:

=V (<52> - <S)2) — v + (N = Dy, (3.2.18)
_ Vv _ X(H)
xr(H) = — (m-m) = — (3.2.19)

The second kinematic identity is exact and relies on a so-called chiral Ward identity:

S(H) = Hﬁ / G (7). (3.2.20)

3.3 O(N) Scaling Functions
We will now turn to critical scaling and investigate its consistency with Goldstone scaling:

S(H, T < T,) =%o(T) + b(T)H"?, S(H, T =T,) = cHY?, (3.3.1)

Xo(H, T <T,) = uT)

H1/2, XL(H, T =T,) = ng/‘H. (3.3.2)
We will restrict the discussion to three dimensions, because when applied later to QCD, we have
reason to believe that the system close to the critical temperature is already effectively three dimen-
sional. The critical exponents for d = 3 O(N) models are given in Tab. 3.2.

17 Note that the Mermin-Wagner theorem does not prevent every kind of phase transition, e.g. the XY-model
exhibits the so-called Kosterlitz-Thouless transition, where the low-temperature phase is quasi-long-ranged ordered
and the correlation function shows an algebraic decay.

30



3.3. O(N) SCALING FUNCTIONS

MMO(?I i 1B 5 g ﬁly 21/3 Table 3.2: The critical exponents [35,
can e / / 36] for various three-dimensional O(N)-
Ising 0.3258 4.8048 1.2396 0.6304 .
symmetric models, also compared to
0(2) 0.349  4.7798 1.3192 0.6724 . .
mean field exponents, which satisfy the
0O(4) 0.380  4.86  1.4668 0.7423 . . _
scaling relations for d = 4.

3.3.1 Magnetic Equation of State

The singular part of the free energy density
Fo(ug,un) = b~ fo (0%, b up), yt = dag, yp = day, (3.3.3)

with the scaling variables u; = ¢t + O (t2,H2), up, = cpH + O (tH),'® allows to determine the
magnetization also in the vicinity of the critical point. To this purpose, we introduce a normalization
of the reduced scaling variables different from Eq. (3.1.11)

1T-T.
to T.

up > t= : (3.3.4)

H
up +— h:hfo

which corresponds to ¢; =t 1, ch = hy ! and the omission of higher order terms in wu¢, up. Hence we
can write:

Wrh=1 = fyt,h) =K% f(2,1) = BYOf(21),  z=t/hP, (3.3.5)

Note that the variable z is invariant under rescaling with b, whereas t and h are not. Hence also the
normalization constant

20 = ht!™ Jto (3.3.6)

is invariant under rescaling, although it is not a universal quantity and will depend on the underlying
microscopic theory (e.g. on next to nearest neighbor couplings). After taking the derivative w.r.t. H
we obain the magnetic equation of state (MEoS):°

== e, go) = -ng { (145) he - a0} @3

The function fg(z) is the scaling function for the magnetization. A perturbative expression for the
MEoS is obtained by making use of the Widom-Griffiths form of the equation of state [61]:

y=f(z), y=h/M°,  z=t/MYP, (3.3.8)
which is a universal function as well and which is related to fg:
r=zfa(2) VP y=falz)0,  z=afyP (3.3.9)

The normalization constants £y, hg are chosen such that the following condition holds:

=1 D=0 = fe0)=1, tin 55

=1. (3.3.10)

8 The higher order corrections are based on the fact that us corresponds to an even coupling and u;, corresponds to
an odd coupling w.r.t. the spins.

19 In this chapter, we will denote the magnetization with M as customary in the literature, and there should be no
confusion with the mass Mp.
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3.3. O(N) SCALING FUNCTIONS

The perturbative form of f(z) has been calculated in the low temperature region z < 0 via
e-expansion up to O (62) by Brezin et al. [20] and thereafter has been considered in the limit + — —1,
i.e. close to the coexistence line, by Wallace and Zia [117]:

T4+ 1=2cy+ay?* ! +diy? + doy™? + dsy? 2 + ... (3.3.11)

The coefficients &, d; are obtained from the calculation of the transverse susceptibility, Eq. (3.2.19).
The behavior of f(z) in the high temperature region x > 0 is given by Griffiths” analytic condition
[61]:

fl@) =" apa? =208, (3.3.12)
n=1

Interpolation Ansatz

In three dimensions, the series in ¢ = 4 — d for the coefficients does not converge. Instead, the
scaling function fg(z) has been measured via Monte Carlo simulations by Engels et al. [35]. For this
purpose, the analytic condition was inverted and the following parameterization was used to fit the
scaling function to the Monte Carlo data:

zs(y) = —1+ Gy + (&1 + ds)y + doy®/?, (3.3.13)
2i(y) = ay'/7 + oy =2/, (3.3.14)
z(y) = zs(y) Y + xz(y)yip (3.3.15)

with x4(y) the expansion for small x, 2;(y) the expansion for large = and yg, p free parameters that are
adjusted to give good agreement of the interpolation with the data. The results for the coefficients are
given in Tab. 3.3. The value of dy was not determined in [35] but set to dy = 1— (¢, +d3)—& according
to the normalization condition in Eq. (3.3.10). However, for small values of yp, the normalization
condition is spoiled. Hence we have used
dy=1— a;;b — &y — (& + d3) (3.3.16)
0

instead. In particular, this choice improves the interpolation for the derivatives of fs discussed
below. The resulting scaling functions are shown in Fig. 3.5.

Model ¢1 + ds Co a b Yo b
O(2) | 0.352(30) 0.592(10) 1.260(3) -1.163(20) | 0.9 2.2
O(4) | 0.345(12) 0.674(08) 1.084(6) —0.994(100) 04 1.8

Table 3.3: Parameters of the low- and high temperature expansions xs(y), z;(y) and interpolation
parameters o, p between these branches for x(y).

Identification of the Goldstone contribution

To see that Goldstone scaling is encoded within the O(N) scaling function fg(z), we expand the
MEoS in the low temperature region:

BB+ 12) +52553) M-m}'

fo(z)= _lim fo(z) =]z’ {1 + Beale| %% + <ﬂ(él +dy) —
(3.3.17)
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3.3. O(N) SCALING FUNCTIONS

The asymptotic scaling function fg (z) implies for the magnetization below T¢:

M(h,t <0) ~ |t|’ {1 + Ba|t| PR 2 4 (5(51 +d3) — We@) ty—ﬁéh} . (3.3.18)

Note that the prefactor of the Goldstone term b(7") from Eq. (3.3.1) is proportional to éa:
b(T) = [¢[PA~0/2) Byhg /2. (3.3.19)

The precise value of the Goldstone coefficient ¢ is however not known. We emphasize that ¢y in
Eq. (3.3.13) only serves to parameterize the scaling function, but as higer orders in Eq. (3.3.13) are
dropped, it can not pin down its value. The values of ¢, d; as measured in [35] and given in Tab. 3.3
can only be regarded as rough estimates. The critical exponents and the coefficients &, d; have also
been calculated via e-expansion [121, 122, 20, 117], however,

L _N-1 ( 9(N +8)log3 + 22N + 116
2

T N+8 2(N + 8)2 6) +0 (%) (3.3.20)

is only known to first order in €, which yields ¢o = 0.1 + 0.129¢ + O (62) for N = 2. The large
first order coefficient indicates that the convergence is slow, and higher order corrections may be
substantial in three dimensions, ¢ = 1.

The consistency of Goldstone scaling and critical scaling has been numerically well established for
O(N) models, in particular for O(2) and O(4) [35, 36]. These scaling functions measured by Engels
and collaborators will form the basis of our scaling analysis of lattice QCD data for 2+1 flavors of
staggered fermions.

Thermal Version of Magnetic Equation of State
A thermal version of the MEoS is obtained by demanding b¥'¢ = 1 instead of Eq. (3.3.5)

Fo(t.h) = U (et e, Rl %) = U™ (L w),  w = hlt]7, (3.3.21)

and after taking again the derivative w.r.t. H:

0 0 0 0
M = S fEELw) = [t fEELw) S = @), ffw) = 5 fEE L) (33.22)

where f (w) describes the high temperature region and f. (w) the low temperature region. With
this we can write:
MU = £ (w), (3.3.23)

which is plotted in Fig. 3.6. fi (w) is related to fg(2) by
w=ylz| P =P = 2 (w)=tw VP, (3.3.24)

FE(w) = [tPRY° fo (2% (w)) = w0 fo(£w™ /). (3.3.25)

The limit w — 0 corresponds to the limit 2™ (w) — oo, or 2~ (w) — —oo. With the asymptotic form
fg (t), one obtains:
lim =0, lim fr =1. (3.3.26)

This alternative representation of the scaling function will be useful when we attempt to identity the
contribution of the Goldstone modes to the scaling function.
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Figure 3.5: Scaling functions fg(z), fy(z) for the magnetization (left) and for the magnetic
susceptibility (right) for the universality classes Z(2), O(2) and O(4). Also shown are the low- and
high temperature branches based on xs(y) and x;(y).
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Figure 3.6: Thermal version of MEoS: scaling function fr(w), fy,r(w) for magnetization and
susceptibility.
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Figure 3.7: Scaling function of the derivative of f;(z) w.r.t. the temperature f/,(z) (left), which de-
scribes the scaling of the thermal susceptibility x;, and the ratio f,(2)/fc(2) (right), which describes
the scaling of the cumulant A.
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3.3. O(N) SCALING FUNCTIONS

3.3.2 Scaling Function for the Susceptibilities and the Cumulant

From the MEoS a scaling function for the susceptibility is obtained by taking the derivative of
Eq. (3.3.7) w.r.t. H:

1
ho

_Zz
g

Note that f,(0) = 1/d. This scaling function is characterized by the position of its peak maximum
at zp, which takes different values depending on the universality class. From the low temperature
expansion (3.3.18) we obtain an expansion for the susceptibility as well:

12
x(h,t < 0) ~ h10|t|ﬁ {gég\t\w/?hl/? + (5(51 +d3) + We%) yt|ﬂ5} . (3.3.28)

) = oG, ) = 5 (Ja) - 5 60)) (3.3.27)

Note that it is important not to drop the higher order term O (ho): in the limit £ — 0 this constant
diverges faster than the Goldstone term. It is the main contribution to the scaling function at h ~ 0
and limt — 0. If the Goldstone term were not present, the critical amplitude for the susceptibility
and the critical exponent 7' would be defined as

-1 :
x(h =0,t <0)~ GS-Div. + hﬁ <51 +d3 + — 753) It~ (3.3.29)
0

and in fact one finds v/ = (6 — 1) = .
We will also consider a cumulant obtained from the ratio of longitudinal and transversal suscep-
tibility, which can as well be described by the scaling functions close to the critical point:

0 zZ — —00
_ xL(H,T) B Hyp(H,T) ) — fx(z) _ L
A(H,T) = (. T) = (H.7) , A(z) o (?) 1/6 : 0+ . (3.3.30)

A(z) is a montonously increasing function, as shown in Fig. 3.7. Remarkably, as A is not rescaled with
ho or tg, it is in principle possible to determine zg directly. However, as it involves the susceptibility
which is usually very noisy, it is only of limited use.

The thermal susceptibilty is the response function of the order parameter w.r.t. variation of the
temperature. In the vicinity of T¢, it is well described by the derivative of the scaling function fg:

oM 11,
R T i A O (3.3.31)

3.3.3 Finite Size Scaling and Binder Cumulant
Finite Size Scaling

In a finite volume V = L%, the correlation length cannot diverge and the critical point ¥, in the space
of the state variables is replaced by a pseudo-critical point y. . The susceptibility has its maximum
at a pseudo-critical temperature T, ;. The scaling hypothesis can be extended into the form

b=l (bt b9 h, bV, ) = fu(t, R,V .. VbeR. (3.3.32)

The maximum of the susceptibility at a second order transition?® is located at Xe, L ™ LYY, After
taking the derivative w.r.t. the reduced temperature ¢ and demanding that it has to vanish at the
pseudocritical temperature . r,

-1
I VT) | e gL, 0,1) —0 (3.3.33)
ot t=te,L,

20 For a first order transition, the susceptibility scales with the volume, ¥ ~ L%, whereas in the crossover region,
the susceptibility is independent of the volume to a first approximation.
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one obtains the central relation for finite size scaling (FSS):
T.p=T. (1 n iL—l/V) . i=LY, (3.3.34)

where t is the root of X(£,0,1) and can be determined from a set of measurements for different
volumes.

Binder Cumulant

Another method which allows to extract the critical temperature from data for a set of finite volumes
is the calculation of cumulants. The cumulants of an observable O are linear combinations of the
central momenta

p; = (60",  s0=0-(0), (3.3.35)

which are generated from a characteristic function (here the partition function with the external field
as a source term):
8%

n

OH™
They characterize the geometric shape of the distribution of the observable O. By taking ratios of
cumulants, the so-called reduced cumulants, one obtains useful quantities which allow to study the
critical region in Monte Carlo simulations. They are defined as:

fin = (—1) log Z(H)| o,  Z(H) = (9. (3.3.36)

By=t% = p=F_3 (1 + ”4) (3.3.37)
M M2 K

with By the the specific ratio for & = 2 called the Binder cumulant introduced by K. Binder?!
[15, 16]. Close to the critical point, the reduced cumulants can be described via the derivatives of
fn(h) = fs(t =0,h, L™%) w.r.t. the reduced external field h:

. h=Ldnp, (3.3.38)

At a second order transition, By, will approach a renormalization group invariant value which is
unique to the universality class. Moreover, the cumulants are independent of the volume within the
scaling region.

The Gaussian distribution is characterized by k1 = (O),
ko = o with o the standard deviation, and k, = 0 for n > 2,
which implies By = 3. This is the expected value in the
crossover region, where O are Gaussian distributed. For first
oder transitions, the distribution will be strongly double-peaked,
and the value By = 1 is expected. These values for a crossover
and first-order transition are only attained in the infinite volume
limit. At the critical point, the distribution of 6O is universal,
which results in the characteristic values of By given in Tab. 3.4.
Hence the Binder cumulant allows the determination of the
universality class even in finite volumes.

Model By Bj
Ising | 1.604(2) 1.604(2)
O(2) | 1.242(2) 1.863(3)
O(4) | 1.092(3) 2.184(2)

Table 3.4: The universal
values the of the Binder cu-
mulant By, B) [68] for var-
ious three-dimensional O(N)-
symmetric models.

2! Binder introduced the following quantity: Uy, = 73"% =1- 3“742 which is related to the definition used nowadays
2 2
by B4 =3(1—-UL).

36



3.4. FINITE SIZE EFFECTS IN THE O(N) MODEL BELOW T¢

If the critical point is located at h = 0, it is crucial for the analysis of Monte Carlo data to take
into account whether the simulations were performed directly at A = 0 or at several values h; > 0
and extrapolated to h = 0. In the second case, the spin direction parallel to the external field is
always defined.?> The Binder cumulant then needs to be multiplied by a factor obtained from an
angular integrations [107]:

4 SI4Y Y dea fa(z 1 for N=1
Bg:<”2>2— ST J-s fN()2:B4>< 3 for N=2 , (3.3.39)
T (15 ()2, daaf (@) > for N =4
fN(:E) :CN/ dGN_g SinN_2 9]\1_2(5(56—0089]\[_2), (3.3.40)
0

resulting in a refined universal value of the Binder B) cumulant given in Tab. 3.4. The functions fx ()
are probability densities which reflect the geometric distribution of the spin component z = cosOy_o
which is taken to be aligned parallel to the external field h. They are calculated in the App. A.1.

At a tricritical point, mean field exponents are expected, and the Binder cumulant takes a universal
value which depends on the dimension N of the order parameter, e.g. By = 2 for a 1-component
order parameter and By = I'(1/3)'(2/3)? ~ 1.4610 for a 2-component order parameter [79].

3.4 Finite Size Effects in the O(IN) Model below T,

Since the correlation length of the Goldstone modes diverges on the coexistence line, they are also
very sensitive to finite size effects in large volumes. In particular, if both the Goldstone boson mass
(defined at infinite volume) and the inverse length 1/L = V~%/? are much smaller than any other
mass scale of the physical system, the Goldstone modes will be strongly influenced by the finite
size effects. Hasenfratz and Leutwyler [66] have calculated the leading and subleading finite size
corrections for the nonlinear sigma model via chiral perturbation theory.

3.4.1 Higher Order Effective Lagrangian at Infinite Volume

Starting point is the effective Lagrangian

Lo = %FOQ(VS)Z —Yo(H - S) (3.4.1)
+ k:1 O (H - §)(8,50,5) — ffi (H - §)2 kg (H H)? + (3.4.2)
0 0

which extends the Lagrangian Eq. (3.2.6) discussed above to higher order in a well defined (unique)
way and introduces the new coupling constants ki, ko, k3 which are not universal, but dictated by
the underlying theory which is modeled.??

3.4.2 Expansion Schemes in Chiral Perturbation Theory

Remarkably, it is possible to determine these constants in a finite volume, even if L is smaller than
the Compton wave length of the Goldstone boson. However, it is required that L is large compared
to the inverse mass of the longitudinal sigma mode. This gives rise to a large volume expansion, with
the constraint that

ug = LoHV ~ MHFZV (3.4.3)

22 Tn QCD, we face the second case since it is not possible to do simulations with vanishing quark mass.
23 These coupling constants can be identified with coupling constants of the O(4) nonlinear sigma model considered
in [50], where the O(4) fields are given by real O(4) matrices U fulfilling UTU =1: ky =14, ko =15 + 14, ks = h1 — 4.
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is fixed: Only for large ug the external field is able to align the magnetization. The Goldstone modes
feel the boundary conditions strongly: MI%,L2 < 1. In fact, this large volume expansion corresponds
to the e-regime power scheme in chiral perturbation theory.

In contrast, in the limit of small ug one reaches
the regime of p-expansion, which is performed at
fixed
v=NoHL?*/F? ~ M4L?, (3.4.4)

see Fig. 3.8. Here, the Goldstone modes are not
sensitive to the boundary conditions. This is
the regime for chiral perturbation theory at infi-
nite volume and low temperature, which we will
discuss in detail in the next chapter applied to
QCD. The e-regime is of interest because it al-
lows to predict how the magnetization in the or-
dered phase vanishes in the chiral limit, as there
is no true phase transition in a finite volume.

The momentum of a non-zero mode is of order
L. Based on the counting scheme for the large
volume expansion (e-regime):

7~ L2 VAL H~L™? (345)
for d = 3 and expansion up to order L2, the La-
grangian is needed to order L~°. The large vol-
ume expansion of the partition function is then
fully determined by Fy and ¥g. For d = 4 and
expansion up to order L~%, the Lagrangian is
needed to order L~® and the large volume ex-
pansion is now also determined by the parame-

ters ki, ko, k3.

T
A
F
€ p
1
L
(CHIRAL
PERTURBATION
SERIES)
1
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>
T T
1 1 r M
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Figure 3.8: Sketch of the domains (reproduced
from [87]) in which the three low energy expan-
sions for chirap perturbation theory are valid,
applied to the 3+1 dim. volume V = L3/T. All
expansions are power series in 1/F 212
p-regime: M ~ T ~ L™Y ML and LT fixed,
eregime: M < T ~ L™', LT and F?M?L?/T
fixed,

S-regime: M ~T < L=, M/T and F?M?L3/T
fixed.

In the four-dimensional infinite volume, these parameters are fixed by the cut-offs Ay, Ap and

Ay, which appear in the chiral logarithms

S(H) =%, {1 + ]fﬁ;; ]\;51 In AAE{ +0 (HQ)} : (3.4.6)
F(H) = F, {1 + ];76;22 ]\P{? n JZ\Z +0 (HZ)} , (3.4.7)
MZ(H) = M% {1 + ];[6;23 ]\;51 In JI\X +0 (H2)} (3.4.8)
via the relations
% InAs; — 4(ky + s) — %q, (3.4.9)
A;;f InAp = 2k — %cl, (3.4.10)
]2;23 InAps = 4(ky — ko) — ]\;;23(:1 (3.4.11)
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with ¢; ~ 1/(d —4) a constant absorbed in the renormalization of the coupling constants k;. In a
finite volume in V = L%, one obtains for the partition function:

_ paup e 1 w2k
2 = NYn(pruo) exp <(F?Ld?)2> o vl = kzzo v ) (34.12)
N -1 N-—-1)(N-3 1
pr=1+5——f ( 8124(122 ) {ﬂg — 267+ 5(d — 4) 5 log (AEL)} , (3.4.13)
N -1 1

where 31, (B2 are shape coefficients depending on the dimension d, and the functions p1, p2 are valid
for d = 3 and d = 4, where the chiral logarithms only enter for d = 4. This implies for the order
parameter:

S(H. L) = 5o 4 prinleito) 1y (3.4.15)
y L) = 209 P1 Y (pruo) p2uo F2[d—2 ) -
Y/ 1 1
N (u) L S ST (us) '

Yan(u)  N" T NN +2)

As can be clearly seen from the expansion, 3(H, L) vanishes in the chiral limit ug — 0 at fixed
volume V. Note that in four dimensions Eq. (3.4.15) allows in principle to determine Ay and Ay in
a finite volume.
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Chapter 4

Spontaneous Chiral Symmetry
Breaking and the Chiral Transition

The chiral phase transition of QCD is characterized by the restoration of chiral symmetry at the
(pseudo-)critical temperature Ti,. Below Tg, the chiral symmetry of the QCD Lagrangian is spon-
taneously broken (“spontaneous chiral symmetry breaking”, abbreviated SySB) according to the

pattern:
SU(Nt)p, x SU(N¢)r — SU(Ng)y. (4.0.1)

In the chiral limit of the quark masses, my — 0, the chiral condensate is a true order parameter of
this transition:

#0) =~

. 0 for T<T
Va ~log Z. (W){iO oo (4.0.2)

for T > Ty
Finite quark masses m, break the chiral symmetry explicitly, but SxSB still provides a good
approximation to low energy QCD where pions are conceived as pseudo-Goldstone bosons.

As was already discussed in the introduction, the order of the transition crucially depends on the
quark masses, and in particular on the number of light quarks. First- and second order transitions
may even occur within a range of finite quark masses. Hence it is very important to understand the
quark mass dependence of chiral observables for temperatures below T,. This is achieved via chiral
perturbation theory (xPT), which is the effective theory of hadrons. This effective approach allows us
to study the low energy properties of QCD, in particular the consequences of spontaneous symmetry
breaking. In this chapter we will focus on mesonic chiral perturbation theory, where the relevant
degrees of freedom are the pseudo-Goldstone bosons. It is based on the assumption that there are
light mesonic degrees of freedom — the pseudo-Goldstone bosons — and enables to calculate the
consequences in terms of a perturbative series in the small but finite quark masses.

Before I will discuss the xPT calculations for chiral observables relevant for the analysis of the
lattice data, in particular the Goldstone effect already mentioned for O(N) models, I want to give a
short overview on spontaneous symmetry breaking and yPT.

4.1 Chiral Symmetry and its Spontaneous Breaking

4.1.1 QCD Lagrangian in the Chiral Limit
In the limit of vanishing quark masses, the QCD Lagrangian

N
LED = ZWUD%‘ - ZGZuGa’w = (YrsilDr s + L piyrLy) — ZGZVGW” (4.1.1)
=1 =1
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exhibits chiral symmetry, i.e. left-handed and right-handed components of the quark fields can be
transformed independently. The second equality is due to the decomposition of the quark fields into
left-handed and right-handed components via the projectors

1 1

Yr = PR, UL = PLy with Pr = B (1+7s), PL= B (1 —ns), (4.1.2)

which obey the properties Pr + P, = 1, PP% = Pg, Pf = P, PrP, = 0.! Note that due to 4°T =4°
the projections in Eq. (4.1.2) imply

YR = (PrY) 0 = ¥y PL = PP, Y1 = (PLb)Tyo = iy Pr = P PR. (4.1.3)
Hence, for quark bilinears one finds
- Yrl1Yr + YTy, for Ty € {4, y# 75}
=14 "% P S 414
vl { Yr2Yr, +Yrloyr  for Ty € {1,75,7*} ( )

because {I'1,75} = 0 and [I'2,75] = 0. The Lagrangian (4.1.1) is invariant under the chiral transfor-
mations

NE-1
YR +— URYR, Y1, — ULYR, Urjr, = exp | —i Z O t" | exp (—ifrL) - (4.1.5)
a=1

where t® are the generators of SU(N¢). From these global symmetries, the following 2Nf2 currents
are obtained via the Noether theorem:?

IR =Ry tYR, JU° =Py, (4.1.6)
v =97, dh o =vrsy,
from which all but the axial current (due to the axial anomaly Ua (1)) is conserved:

2
ikt =0, 9 =0, b =0, JGuh=A A= Nfﬁewmazyc;m. (4.1.7)

The chiral charges
Q¢ = /d%jg’“(m,t), QY = /d?’xj%a(w,t), Qv = /d?’:cj%(cc,t) (4.1.8)

form the so-called chiral algebra
[Qﬁa Qi] - ifabCQi7 [Q%h QaR] - ifachlczia
[in QV] = 07 [QaR7 QV] = 07 [Qi? QaR] = 07 (419)

with fupe the structure constants of SU(Nf). The symmetry group of the QCD chiral Lagrangian can
be directly read off from the chiral algebra, i.e. the symmetry group factorizes:

SU(Nf)L X SU(Nf)R X Uv(l). (4.1.10)

From Uy (1) one obtains the baryon number conservation,

B=Qv=QL+Qr= /d%@ﬂ(m,t)w(w,t). (4.1.11)

In contrast, the axial charge Qa = Qr, — Qr is not conserved due to the anomaly. The non-singlet
chiral charges Qf and Q% are not conserved separately if chiral symmetry is broken, as will be
explained in the next section.

! In general, YR/ are not helicity eigenstates, but chirality eigenstates: y59r,r, = £/, which agree only in the
chiral limit. We will make use of the chiral representation of the Dirac matrices throughout this work.
2 Eq. (4.1.6) can also be written in the form

=YY, R = sty

with the identification 0y = 0 + 01, 03 = 0 — 0f, in the corresponding transformations Uy /4 in Eq. (4.1.5).
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4.1.2 Spontaneous Chiral Symmetry Breaking and Goldstone Theorem

It is still not fully understood nowadays why SxSB occurs in QCD. Some insight has been achieved
by effective models such as the NJL-models [94], which draw an analogy with symmetry breaking
due to the forming of cooper pairs in a superconductor. Nevertheless, it is strongly believed that
SxSB occurs, because one can show that it would solve the puzzles one is confronted with in the
mass spectrum of hadrons.

The usual arguments will be summarized in this section. The Uy /(1) symmetry allows to classify
all hadrons into two classes with B = 0 (the mesons) and B = 1 (the baryons). Note that Q{, forms
a closed algebra, whereas Q4 does not,

[Q%/'a Ql\)/] - ifach%h [QaAv QZ] = Z‘fabcCQ%" (4112)

For Ny = 3 flavors, based on the quantum numbers isospin I and strangeness S, one ob-
tains the well-known classification in terms of the octet+singlet structure for mesons, and
decouplet+2xoctet+singlet structure for baryons:?

33=8a1, 333=1008308® 1. (4.1.13)

For each set of the quantum numbers angular momentum J, parity P and charge conjugation C
one obtains one such nonet in the meson sector, characterized by JF¢ (with J = Sy + So + L), as
illustrated in Fig. 4.1.

o] K' K+ Ko K e

0 /
_ — w + — 0
s at 1% /)0 (;50 1% a a0 fO at
K~ KO K~ K K* K*0

Figure 4.1: The meson nonets for the pseudoscalar mesons (0~"), the vector mesons (177) and the
scalar mesons (07"). The fy and ag, which are particularly involved and have not been identified
unambiguously in experiments, are also sometimes called the ¢ and 4. We will talk of the ¢ and ¢
meson only in the context of Ny = 2 flavors.

If chiral symmetry was not broken, there would have to exist a parity doubler for each state, i.e.
a state with opposite parity but same mass. This can be seen by noting that chiral charges commute
with the QCD Hamiltonian H(%CD obtained from the Lagrangian in Eq. (4.1.1),

[Q%, Hcp) =0, [Q%. H)cp) = 0. (4.1.14)
Taking an eigenstate of H%CD with positive parity, i.e
Hocpli,+) = Eili,+),  Pli,+) = +li,+), (4.1.15)
one could define a parity doubler in this way:

¢) = Qili,+) =  Hdcplé) =Eil¢),  Pl¢)=PQIP ' .Pli,+)=—|¢) (4.1.16)
T

3 Note that the SU(3) flavor structure (the Eightfold Way), reflected by the Gell-Mann matrices, relies on the
assumption m., mq, ms < Aqcp, which is well fulfilled.

43



4.1. CHIRAL SYMMETRY AND ITS SPONTANEOUS BREAKING

The question arises whether such a state can exist; if so, it should be possible to expand it in terms
of members of the multiplets with negative parity,

Zt 15, -),  with Q% a]] = —5bl, (4.1.17)

where the constants t;; are determined by the relation between the creation operators aT bJr for
positive /negative parity states of energy E;. However, this reasoning assumes that the chlral charges
Q4 annihilate the ground state [105]:

Q4li.+) = Q4all0) = ([Q4.al] +al@Q3) 0) £ Zt 15, -)- (4.1.18)

The empirical evidence suggests that this is not the case: We do not find parity doublers in nature.
The p meson for example has a mass of 770 MeV, whereas its parity partner, the a; meson, has a
mass of 1250 MeV. This implies that axial transformations do not leave the vacuum invariant: the
axial symmetry is broken spontaneously. In contrast, ()¢, does annihilate the ground state, which
means that the vacuum is invariant under vector transformations.

SxSB provides an explanation why pseudoscalar mesons are very light via the famous Goldstone
theorem, which states that for each generator of a spontaneously broken symmetry, there exists a
massless Goldstone boson ¢ with spin 0, and with symmetry properties that are related to those
of the symmetry transformation [58]. In particular, the Goldstone bosons of SxSB are just the
pseudoscalar mesons, because Q4 is odd under parity and the Goldstone bosons have to form an
octet under Q3 :

QY Q4] = ifwcQy = [QV.¢"] = ifacd”. (4.1.19)

The Chiral Condensate

We have already noted that the chiral condensate acquires a non-vanishing expectation value if chiral
symmetry is broken. This is however a sufficient but not a necessary condition, the chiral symmetry
could in principle be broken for other reasons than a non-vanishing chiral condensate:*

(0]9]0) #0 = SxSB. (4.1.20)

To see this, we introduce the scalar and pseudoscalar densities

S(x) = p(x)p(z), S%(z) = P(x)t"Y (), (4.1.21)
P(z) = iy (z)y59(x), P(z) = ()5t (), a=1,...N} -1 (4.1.22)
and calculate the commutator of the vector charges (), with the scalar densities:
NE-1

[QV,S(@)] =0,  [Q% 8"x)] =i Z FabeS° (). (4.1.23)

The non-vanishing commutator can be inverted for the non-singlet densities by making use of the
quadratic Casimir operator of the adjoint representation:

NE-1 . N1
> fabefard = Nebeg = 8%x) = —— Z FavelQ%, S%(2))], (4.1.24)
a,b:l bc_

4 Already from this implication it follows that (0|¢|0) is an order parameter for chiral symmetry restoration.
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which for N; = 3 gives rise to the relations®

(0]au|0) — (0]dd|0) = 0, (0]au|0) + (0|dd|0) — 2(0|3s]|0) = 0. (4.1.25)

No such inversion is possible for the singlet density. Hence it is conceptually possible that the chiral
condensate does not vanish, although it is not clear at that stage why this should be due to SxSB.
From the relation

(0[i[Q4, P*(z)]|0) = jif<0|5(x)|o>, a=1,...N2 -1 (4.1.26)

one can see immediately that a non-vanishing chiral condensate implies that QaA does not
annihilate the vacuum. In reverse, once chiral symmetry is restored, the chiral condensate van-
ishes.% Hence, the chiral condensate turns out to be an order parameter of the chiral phase transition.

In the case of Ny = 2 massless flavors and at zero temperature’ one can apply the group theoretical
isomorphism
SU(2)r, x SU(2)g ~ O(4) — O(3) ~ SU(2)y (4.1.27)

to the Lagrangian in Eq. (4.1.1). Hence QCD with two light flavors has the same global symmetry
as the O(4) spin model, which is therefore often studied as a model for SxSB. Moreover, the chiral
condensate — the order parameter of the chiral transition — indicates this symmetry pattern as
well. This suggests that the chiral transition in the chiral limit lies in the universality class of O(4).
However, this might only be true in the limit of an infinite strange quark mass, and even in this case
there is no strict proof.

The Pion Decay Constant

From Eq. (4.1.26) one can also obtain a necessary and sufficient condition for SxySB. Due to Lorentz
invariance one can write for the corresponding axial current:

(1R (0)|¢°(p)) = ip" Fod. (4.1.28)

From this equation we can see that Q% has a non-vanishing matrix element between the vacuum and
the massless one particle states |¢®), parameterized by Fy, if and only if Q% does not annihilate the
vacuum:

Fy#0 <= SxSB. (4.1.29)

4.1.3 Explicit Chiral Symmetry Breaking

If we add to the Lagrangian in Eq. (4.1.1) the mass term

N N
Layg==> hyMipyp==> (PrpMiprs+ L pMurys), M = diag(mu, mg,ms,...)
f=1 f=1

(4.1.30)

5 These relations are only valid in the chiral limit of all quark masses, we will however keep the strange quark mass
finite, which spoils this relation.

6 In principle, the chiral condensate might vanish at some temperature although the chiral symmetry is still spon-
taneously broken. But see next section.

T At non-zero temperature, the axial symmetry might be effectively restored, leading to a different symmetry group.
See Sec. 4.3 for details.
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with M the quark matrix®, chiral symmetry is explicitly broken due to the mixing of left- and right-
handed components induced by the quark masses. Hence, the divergence of the chiral currents is
non-vanishing:

6”‘7:5 = (VMg — v Miy) — a“j.% =0 . (4.1.31)
Oujlh = —i (YrRMY1, — YL MuR) Opuja = 219 M5 + A
" =i rsm i) | [ g
Oujy” = —1 (¢Rt M, — P Mt z/JR) Ouj'y" = ip{ M, t"}ys9

Note however that in the degenerate case M = mly,xn; also 0, jﬁ’a = 0.2 If the quark masses are
small, chiral symmetry and its spontaneous breakdown are still approximately valid. The corrections
induced by the finite quark masses can then be effectively described via chiral perturbation theory.

4.2 Chiral Perturbation Theory for 2+1 Flavors

4.2.1 Chiral Perturbation Theory at Zero Temperature

Chiral perturbation theory (xPT) proved to be a very important method for the determination
of some low energy observables in QCD, such as the masses of pseudoscalar mesons, their decay
constants and chiral observables. A sophisticated version has been developed for three non-degenerate
flavors [51], which we will discuss in this section for the special case Ny =2+ 1, i.e.

mg — My

mp = my = My, my % msg — tan(2e) = V3 =0, (4.2.1)
2mgs — Mg — My,

where the vanishing of the mixing angle e implies that there is no 7 —» mixing, and the quark content
of these particles is simply given by the Gell-Mann matrices A3, A\g. However, we will sometimes also
compare with the three flavor case mys = my, the two flavor case mys — oo, or more general the case
of N; degenerated flavors.

The starting point of xPT is the effective Lagrangian for low energy physics, in which the pseu-
doscalar mesons are the relevant degrees of freedom. It can be written as a power series in the
momenta O (p@”)) and contains all possible terms consistent with chiral symmetry:

Log=LP +2W 4 . (4.2.2)
The xPT for zero temperature discussed here relies on the p-expansion scheme (compare Fig. 3.8)
which is based on a twofold expansion, in the momenta and in the quark masses, provided that

P Mp

rx < 1, TX < ]., AX == 47TFO (423)
with Mp the mass of the pseudoscalar meson considered and A, the chiral scale.!9 At lowest order
it is the Lagrangian of the non-linear sigma model, which is very similar to the spin models we have
already encountered in Sec. 3.2:

L= iFg {Tr (8MUT8MU) 2By T (MTU + MUT)} . (4.2.4)

8 In the following, we will either consider three non-degenerate flavors Ny = 2 4 1 or we restrict to the degenerate
cases M = mln;xn;, Nt = 2,3. The charm quark is too heavy to be subject to chiral perturbation theory.

9 Also note that 9, A"® is proportional to pseudoscalar quadratic forms, which gives rise to the well-known PCAC
relations.

10 This power scheme implies that the quark masses are of O (pz) in the chiral expansion, due to the GMOR relation
(4.2.9) discussed below.
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The unitary matrix U is composed of the meson fields:
NZ-1

U = exp(i®/Fy), o= Z PN, A\ = 2t°. (4.2.5)
a=1

For Ny = 2 + 1 flavors the explicit fields are:!!
8 8 w0 + %77 V2rt V2K
o= 0N =) dprp=| Vor O + 5 V2KY (4.2.6)
a=1 P=1 \/§K— \/§KO _%77

1
At = F sV £0X), Ags = F (M £i0), Ao = X,

2
V2 V2
1 1
—E(AG +iAT), Ago = —ﬁ(ﬁ —i\T), A, =A%

where the sum over P denotes the pseudoscalar mesons, P € {n+, 7=, 7 K+ K~ K° K° n}. The
normalization is chosen such that the standard kinetic term is reproduced when expanding U(z):

(4.2.7)
)\KO ==

1 1 :
£ = J0,0p0u0p + MBS+ LY, MR =Bt (MrpAL). (4.2.8)

and the interaction term Efig contains higher powers of the pseudoscalar fields. The mass term in
Eq. (4.2.4) is constructed such that it is invariant under chiral transformations, which is achieved
by forcing M to transform in the same way as U(x). The Lagrangian is parameterized by the low
energy constants Fy and By: the pion decay constant with Fy ~ 93 MeV'2, and the constant
(0lyyl0)

BO = — lim

4.2.9
mf—>0 NfF02 ’ ( )

which defines the vacuum expectation value of the chiral condensate in the chiral limit, By ~ 1.4
GeV. The tree-level masses M p of the pseudoscalar mesons P, valid in the vicinity of the chiral limit,
can be read off Eq. (4.2.8) after having identified the quark content from the Gell-Mann matrices
(see App. B.2.3):

M2 = M2, = M? = Bo(may +ma) ~ 92 Bymy, (4.2.10)
M2, =M% = Bo(mu 4+ ms) ~  Bo(my +ms), (4.2.11)
Mo =Mz, = Bo(mg +ms) ~  Bo(m; 4+ my), (4.2.12)
ey 1 2
Mg =§Bo(mu + mg + 4my) 2§Bo(mz + 2my), (4.2.13)

where the circle indicates that this result holds only to lowest order. These formulae together
with Eq. (4.2.9) are known as Gell-Mann/Oakes/Renner (GMOR) relation [56]. By plugging in the
experimental values for the meson masses, they allow to estimate the value of the quark masses:
from the ratio M /M2 one obtains m/m; = 25.9, from M2 /M7 one obtains m,/m; = 24.3.

At lowest order, the effective Lagrangian £(2) reproduces the necessary and sufficient condition for
SxSB, i.e. SxSBis broken if and only if Fj > 0:

JHa — —%Fg T (AU (@), 901 (@) ) = ~Fod b+ ...
= (0176 (p)) = —Fopy exp (—ip - x) 6. (4.2.14)

' We will restrict to m; = m, = mg and neglect mixing, which corresponds to set ¢ = 0 in reference [51]. However,
it is instructive to keep light flavors distinct.

12 Note that this value is the experimental value for physical quark masses, which will later be denoted by Fy. In
the chiral limit, Fy takes slightly smaller values, depending also on the number of flavors. For three flavors, Gasser and
Leutwyler give the value Fy = 87 MeV [51].
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For higher order corrections of the meson masses, but also for the leading order contribution to
the chiral condensate, one has to perform a one-loop calculation. This makes it mandatory to include
terms from the effective Lagrangian £®) of order © (p4), which in the case of Ny = 3 is:!3

LW = 28: L;P; + H2Qo (4.2.15)
=1
P =T <8“UT8“U)2 Py — 4B2 Tr <MTU . MUT>2
P, =T (9,U%0,0) T (0,U0,U) Py = 4B} T (MU - MUT>2
Py =Tr (9,U10,00,0%0,U) Py = 4B} Tr (MIUMIU + MUt MmO

Py = 2By Tr (8,U"0,0) Tt (MU + MmUT)
Py = 2By Tr (9,U10,U (MU + MUT)) Q2 ="Tr (MIM),

where the L; are further low energy constants and Hs is a contact term which only contributes to
the vacuum energy.'* At this order, also quark mass differences will enter into chiral observables.
The calculation of the corrections to chiral observables employs dimensional regularization. To this
purpose, we introduce the parameter A which defines the scale at which the low /high-energy constants
are renormalized:

Li=L'+Ty\, i=1,...8; Hy = HY + Ty, (4.2.16)
G 1 1

= _{— — ~(log(4n) — 1) 5. 4.2.1
o {1 3 o lm — -+ 1)} (42.17)

Note that the Feynman propagator of the pseudoscalar particle P

B ddp eipx

develops a pole in four dimensions, which also shows up in A. Hence the following integrated scalar
propagators are evaluated in d = 4 — ¢ dimensions, which allows expansion in € > 0:

. 1 = M
— A€ _ 2 2 P
Jpg = iAe/ddxAp(x)AQ(az)
1 ‘ Mp Mg
=2 5 — | M3log —— — M3log —* 4.2.2
)\+(47T)2M1%—M622< plog —+ QogA>+O(e), ( 0)

where Ip is the one-loop integral for the particle P and Jpg is an integrated correlation function,
i.e. an one-loop integral with two vertices separated by some distance (so-called “bubble term”) and
the two scalar propagators may belong to different particles P, ). Based on these integrals and a

13 Note that for Ny = 2 the Lagrangian £ is differently parameterized, because the symmetries are different. The
mapping of terms between the Ny = 3 and Ny = 2 Lagrangians is rather tedious and not straightforward: One needs
to perform the chiral limit in the light quark masses for fixed strange quark mass, but the resulting mapping involves
non-trivial relations between the renormalization constant.

14 This is Eq. (6.16) in Ref. [50] for the special case that no external vector field v, and axial vector field a, are
present, resulting in V* = V,, = 9, and Fj;/™ = 0. With this, x(z) reduces to x(z) = 2By M. For this choice of x(z),
the terms proportional to Lg, Lig and H; vanish.
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set of renormalized parameters A; which deviate from A due to the counterterms from £®*) — the
A; involve the low/high-energy constants depending on the observable!® — we define the following
symbols:
1 . Mp
M31 4.2.21
IU’P,Z (47TF0)2 P og Al ) ( )
; = - — | M3l — M31 =0 et = 3 4.2.22
HPQi = L pyt 78 - i ( plog Qlog - ) A3 12 HQPpi ( )
1 Mp )
= 1 1) = —=up;, 4.2.23
Hep (4w Fy)? o8 ( A; * ) E)MI%MP’Z ( )
opo = 730 tr ({)\p, ALIM(U + UT)) — Spo M2, (4.2.24)

With these definitions, the energy density of the vacuum obtained from the one-loop generating
functional [51] is expressed as follows:!

N2 1 ) N2 1
€y =¢o + = Z Ap(0)opp — — Z /d:UAp Ag(xz)opgogp + O (¢6) (4.2.25)
PQ 1
N (4)
ZCO+FO ZMP )+MP3 — Lien
Nf2—1
+ F02 Z opqogrirg + O (Mg) , (4.2.26)
P,Q=1

where ¢ specifies the energy density of the ground state in the chiral limit and El(ér)l denotes the contri-
butions of £ with L; and H» replaced by the renormalized constants L; and Ho (see App. B.1.2).
The remaining terms are one-loop contributions from £2): The sum over P denotes the tadpole
contribution, whereas the sum over P, @) stems from one loop graphs with two vertices (“bubble
graphs”). This second term is difficult to calculate in the non-degenerate case, it will contribute to
the chiral susceptibility. We will postpone its calculation to Sec. 4.4.5 in the context of staggered
chiral perturbation theory.”

15 We will assume without giving a proof here that at each order of the effective Lagrangian, the divergent parameter
A can be absorbed in the renormalized parameters A;. Hence we will drop contributions from X in the integrals Ip,
Jpq, because they are implicitly accounted for in the new defined symbols pup;, 1pQ,:-

16 The calculation of the degenerated case for N7 — 1 pions is given in the appendix B.2, the vacuum energy is:

2

o N —1 o o
eozco—FgMﬁ{le—i— (Nf—l)u,fg—i— N (uml)Q}—i—clMg—i—O(M,sr).

17 The reason for this difficulty is that one can not simultaneously keep track of quark-line connected and disconnected
contributions, and express the computation in the physical propagators introduced above. Therefore we will compute
the connected and disconnected parts by making use of mesonic mass eigenstates MU, Mp Ms. The connected and
disconnected parts will have contributions in these unphysical states, which will finally cancel in the sum of both terms.
See also Tab. 4.3.
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The Chiral Condensate from yPT

The chiral condensate is obtained by making use of the derivatives

opp 2 Mp
 =——Up; + ———5, 4.2.27
oiln TP T Ry ( )
8 ° N o 8
0 :PEAL)<—2f-+A4p “f3>
OMp (Nf — 1) OMp
NZ-1 P
+ F02 Z 5 {JPQUQP/LPQJ} + 0O (M}Z) (4.2.28)
5= oMp

The quark condensates for Ny = 2 + 1 are determined by the quark mass derivatives:

0 3By 0 By 0 1By 0
€ _3bo da Do €, 150 Je

Oluu|0) = = — < S 0 0 — g
(Offzu[0) Omy 2 M, OM, Mg+ OMyg+ 6 M, oM,
= —BOFO2 (1 — g — 2+ — %Mn + my K1 + (my + mg + mS)Kg) , (4.2.29)
- 0 3By 0 By 0 1By 0
(0ldd|0y = 0 =220 €0 20 T 270 K
Oma 2 M, OM; MygodMygo 6 M,dM,
= —BOFO2 (1 — 3y — 20 — %Mn +maKi + (my +mg + ms)Kg) , (4.2.30)
0 By 0 By 0 2 By 0
(0]5s)0) = —2 — 20 0, 0 K =0 9K
ams MK:t 8MK:E MKO 6MKO 3 M77 8M,7
= —ByF? (1 — gt — g0 — %:“77 + msK1 + (my +mg + ms)Kg) ) (4.2.31)
8B 328
Ky = —5 2Ly + Hj),  Ky="7"Li, (4.2.32)
£y £y

where we have dropped higher orders in the quark masses. The linear terms, determined by the
constants K1, Ks, stem from £, The scale dependence of the chiral logarithms pp cancel the scale
dependence of the low and high energy constants Lg, Lg and Hj, the vacuum expectation values are
independent of the chiral scale set by A;, hence we suppressed the index ¢ in pup;. Note that only
K1 may be divergent due to the high energy constant Ho. For completeness, we also give the chiral
condensate, the pion mass M, and the pion decay constant F; to one loop order for N; degenerate
flavors [50]:1®

_ N2 —
(0|49)|0) = —BoF? {1 -2 L +0 (M{})} , (4.2.33)
1
M, = M, {1 + N hm @) (Mé‘)} , (4.2.34)
f
Fr = Fo {1 = Nipir 1 + O (Mg) } . (4.2.35)

One finds that the tree-level GMOR formula 2m, (0[11|0) = MZF# also holds to next to leading
order:

Nf2 log AQ - log A1

2my(0|]0) = MEF2 4+ O (Mg), if  logAs= T
2

(4.2.36)

However, this nontrivial relation between the cut-offs A; is not granted.

'8 These equations can be readily compared to the O(N) results, Eq. (3.4.6 - 3.4.8). The matching works for
N =2+ N =4only! Onefinds N7°—~1=3=N—1, Nt=2=N —2and 1/N; = 1/2 = (N — 3)/2, the last identity
is due to the fact that in the O(N) model the square of the Goldstone boson mass was expanded in the external field.
Note also that the number of all modes for each (0|Gq|0) (¢ = u,d, s) is 2(NF — 1) /Nt = 16/3 for N; = 3, which agrees
with the degenerate case (0]1)]0).
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The Disconnected and Connected Susceptibility from yPT

The chiral susceptibility is the quark mass derivative of the chiral condensate. In contrast to the mag-
netic susceptibility in O(N) spin models, Eq. (3.2.15), also quark-line connected diagrams contribute
to the full susceptibility, due to an additional Wick contraction:

o - i i 5 )
an:zﬁa#m¢¢m>zxﬁs+xma X = N¢ ({0[()?10) — (0[¢]0)?)

ey
X" = Ne (0] (2) ¥ (2)¥(0)¥(0)]0). (4.2.37)

The full susceptibilities are obtained from Eqs. (4.2.30 - 4.2.32) by taking the quark mass deriva-
tives, and by also taking into account additional terms from the second line of Eq. (4.2.26):

ot 85% (Oaw|0) = BIFG (3pmn + piact i + Sty + 15 tmm + K1 + Ka) (4.2.38)
X%:;;MMWZ%ﬁgmﬁmmm+@m+Qm+m+%% (4.2.39)
Kl — ais (0155(0) = BEFG (gogo + prc+ k- + Shm + K1 + K2) (4.2.40)
i = BZU (01dd|0) = BFFF (Shmr — Ghn + f5hnn + K2) = X (4.241)
X = g (015810) = BRFG (e i— + o + 52) = i (4.2.42)
Xt = 88%<0|ss\0> = B3F (ngcogo + 2y + Ka) = x5, (4.2.43)

(4.2.44)

where p1pg are the UV- and IR-divergent logarithms defined in Eqgs. (4.2.22-4.2.24), and higher order
terms are dropped. In the susceptibilities Xfluqn, both connected and disconnected contributions enter,
whereas Xf]‘jllll consists only of the disconnected term for ¢ # ¢'. In this framework (in the basis of
the physical states) it is not possible to identify the connected and disconnected parts for the non-
degenerate case. We will identify them in Sec. 4.4.5 after having adopted a basis in terms of the

mass eigenstates. Adding together all contributions, one obtains:
X" = BEEZ (Bpirr + ditgcr - + dhtgogo + 2ty + 3K1 + 9K3) . (4.2.45)
In the degenerated case, the full susceptibility is given by

it _ppe N1y, A + Ni K, + NPK (4.2.46)
= ——— log — . 2.
X 0 (477)2 g Mﬁ f4N] f 2
The connected susceptibility can also be calculated within chiral perturbation theory [110], for details
on the calculation, see App. (B.2):

N —4 A2

log —
(4m)* 7 M3
The remarkable feature of this expression is that the infrared divergent part vanishes for Ny = 2.
Hence, no Goldstone Effect is expected for the connected susceptibility! Note also that the UV-

divergent constant K7 only appears in the connected part. By subtracting the connected suscepti-
bility from the full susceptibility, one also obtains the disconnected susceptibility:

. NZ +2 A?
dis _ g2 + log
(4m)? " M2

X" = B2 + N¢K7. (4.2.47)

+ N Ko, (4.2.48)

which has always a non-vanishing infrared-divergent part.
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4.2. CHIRAL PERTURBATION THEORY FOR 2+1 FLAVORS

4.2.2 Chiral Perturbation Theory at Finite Temperature

The finite temperature free energy density of a gas consisting of pseudoscalar mesons can be de-
composed into a zero temperature contribution ¢y which contains ultraviolet and infrared divergent
contributions, and the pressure P(T'), which does not contain additional divergences:

f(T) =€ — P(T (4.2.49)

=— hm —log [ / DUexp( / dfd%ﬁeff)]. (4.2.50)

Here, L.g will be the chiral Lagrangian considered above. In order to calculate the finite temperature
contribution, it is customary to rewrite the Feynman propagator for the pseudoscalar particle P in
the integral representation [57]:

dd eipx 00 d\ R
A = — —AMZ — 2% /4)) . 4.2.51

The free energy density of a pion gas (the degenerated case) at low temperatures has been computed
[50] via chiral perturbation theory to one loop by considering the scalar propagator at finite temper-
ature. In time direction, a periodicity conditions is imposed on the scalar fields, which implies the
replacement of the Feynman propagator by

GPT Z Ap :IC , L4 +n4/T) (4.2.52)
n4g=—00

where Ap(x) is the scalar propagator at zero temperature. This thermal propagator in position space
for x = 0 is related via Fourier transformation to the Matsubara sum over momentum propagators

g1(Mp,T TZ/ T +w2 wp =21Tn, neZ. (4.2.53)

Hence, the free energy of the pseudoscalar meson gas is calculated via integrals related to the d-
dimensional non-interacting Bose gas go(Mp,T) and its derivatives, from which the interactions are
derived:

> dA r—1 2 S 2 2
gr(Mp,T) = 2/0 PN A exp (=AMp) n§4:1exp (—ni/ANT?) , (4.2.54)
i1 (Mp,T) = — =5 g.(Mp,T). 4.2.55
gr+1(Mp, T) aM]%g (Mp,T) ( )

In d = 3 4+ 1 dimensions, we obtain:

o [ 4 1
90(Mp,T) = 5553 /d plog <1_6E/T>

T T?Mp  TMp ~— Mp Mp
- - 1 —3/4 M) T? 4.2,
45 2 " 6r (an)? [Og <4 T) +E =3/ ] +0 (Mp/T?),  (4.2.56)
1 d3p 1
M - _ [P -
gl( P, ) (271')3 E €_E/T—1
T TMp 2M} Mp ,
=1 T T 1 —1/2) +0O (M})T 4.2.57
5 am @z 08\ Gep ) Te /2] + O (Mp/T7), (4.2.57)
E = (Mp+p")'?, (4.2.58)
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4.2. CHIRAL PERTURBATION THEORY FOR 2+1 FLAVORS

where the expansion of gy was calculated by Haber and Weldon [63], and the integral g; was intro-
duced by Gasser and Leutwyler [52, 57] and is indeed another representation of Eq. (4.2.53). The
expansions above are known as high-temperture expansion in thermal field theory [84] because the
series converges only for 7' > Mp. Oftentimes, one does not make use of the expansions (because
it breaks down for low temperatures) but calculate the defining integrals numerical. Calculations
at finite temperature have been performed both in the p-regime and in the e-regime'® (compare
Sec. 3.4.2). We will restrict here to the p-regime and take the pion correlation length always smaller
than the volume. Moreover, in this section we will only consider the degenerate case of Nf2 — 1 pions:
Mp = M,. This simplifies the calculations considerably. The pressure can be derived from the effec-
tive Lagrangian [52, 57], and one obtains a similar expression as for the energy density, Eq. (4.2.26),
but with the zero temperature Feynman propagators replaced by the thermal integrals g;(Mp, T):?°

N -1 N? — 1 M?
P(T) =~ Mp,T) — = Plg (Mp, T)] + O (*
(T) 5 90(Mp,T) IND [91(Mp,T)]* + O (p°)
2 T2 T 1 T2
N —1) | =—=T* - M2 BN /o V'
= =1 [90 < 576NfF2> Pt <127r 967erF02> P
M3 1 T2 Mp 6o
- - 1 —1/2 O (MS&/T?) . (4.2.59
12872 (327r2 1927r2Nng> <Og (4 T)+7E />]+ (Mp/T?) . (4.2.59)

Note that the temperature independent terms can be disregarded by definition of the pressure,
because P(T = 0) = 0. They are artifacts of the expansion which is only valid for high temperatures.
These terms can be shuffled into the energy density and absorbed in renormalization constants. No
such finite terms remain if the integrals gy, g1 are evaluated numerically.

Chiral Condensate at Finite Temperature

To calculate the chiral condensate at finite temperature, we make use of the GMOR relation and the
derivatives

OMp 1 M} oy
i = e B (1+310g (Mp/./h)) +0 (MP), (4.2.60)
oP T2 T 1 T2
= (NE-1)|- SR — .7
M2 (Nr =1) [ ( * 576NfF2> * (&r * 647erF02> F
M3 1 T2 ) Mp )
- S —— V3 Y —1/4 ML)T 4.2.61
6472 (47r2 247r2NfF02> P T ) T YA) FOMR/TY) (4.2.61)

19 Tn a finite volume, chiral symmetry will not break down spontaneously; the vanishing of the condensate can then
be treated via e-expansion [87], where the integral takes the form

< dx r—1 2 2
gr(M,T,L) = 2/0 W)\ exp (—)\M,r) Z exp (—n /4)\) .
ne(Z~0)*
20 The pion mass which enters in the calculation of € is the tree level mass M, = (2m;Bo)Y/?, because this mass

appears in the Feynman propagator Eq. (4.2.18); corrections are then calculated via zero temperature chiral perturbation
theory. In contrast, the pressure P has as its input parameter the physical pion mass My, characterized as the lowest
lying one particle state contributing to the pressure [57]:

—M,T

lim P=e¢

= My, =— lim T'log P
750 750

which is up to the next order in m; related to Mp via the zero-temperature expansion given in Eq. (4.2.35). We assume
that for all pseudoscalar mesons the masses Mp instead of Mp enter into the calculation of the pressure.
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4.2. CHIRAL PERTURBATION THEORY FOR 2+1 FLAVORS

and by inserting this back into the free energy, one can derive the quark mass dependence of the
chiral condensate [63]:

_ of of dMp By [ dey  OP By e c or
<7/’¢> = =7 = = T — T === I+ =7
omg  9Mp Omy OMp OMp Mp OMp Fy OMp
By Oe C T2 T4 1 T2
Mp OMp { + g (NE 1) [ (24 T 5N E2) T \8r Toamnvrz )T
M3 1 1?2 5 Mp 5
- - M2 (1 —1/4 MA/T 4.2.62
6472 (167r2 967T2NfF02> P <°g <4 T) -1/ >+O( PIT)| e (4262)
Jdeg L oMz 2 o
cz—F2< - > L - (1-0(M3)), 4.2.63
\onp) oMp DN ( ( P)) (4.2.63)

where C' is a temperature independent constant [57]. At 7' = 0, we obtain due to the defining
property P(0) = 0:
B{J 660

Mp OMp
Close to the chiral limit, where Mp ~ Mp and C =2 /N, we obtain for non-zero temperature:

(T/Fo)* | (T/Fo)* 1 (T/F)*\ TMp
_< 120 * 2881(\)@ )+<4w+ 32wziff> F2

o\ 2 .
M3 1 (T/Fy)?\ ( Mp Mp

— - 1 —1/4) + 0 (ME/T?)| b (4.2.65

T <87r2 4872nN; ) \ Ry o8| ppp | YA r/ ( )

We are now able to identify the Goldstone term, which is the term in the temperature expansion

linear in Mp in the regime 0 < Mp < T. In fact, after neglecting terms of O ((T/Fy)?), the
correction is of the same form as in the three-dimensional O(N) spin model Eq. (3.2.13):

2 ° )
(G = (0[u]0) {1 + Nfo ! (;TT?,(?P) +0 (M,%,(T/FO)2)} (4.2.66)

(0]y9]0) = (4.2.64)

() = (Olbwio) {1 N

= (o[} {1 N o (v aym?) } ,

0

where Fy = Fy/(T)"/? can be identified with the pion decay constant in three dimensions. Again, the
prefactors match only for Ny = 2. The Goldstone term stems from go(Mr,T') and can be identified
as the mode which does not pick up an extra factor of 7" within the integral. In fact, it stems
from the zero mode in the matsubara sum in Eq. (4.2.53), hence it is essentially three-dimensional.
However, a satisfying comparison of the d = 3 + 1 system with a d = 3 cannot be achieved because
the temperature expansion becomes invalid for large temperatures. To see this, consider the chiral
limit, where M p = 0. The chiral condensate can then be computed up to order O (T 8) [90]:

T2 T2\ 2 T2 A,
1— — ) - — ) - — )1 T8 4.2.
() = 01010} |1 =1 (G ) = (72 C3<8F02> og () +0 )|, @z
2N? -1 2NE -1 8
i = N2 +1)N, A, = 470 + 110 MeV.
c1 3N co 9 Nf2 , c3 = 27( i+ 1)NVg, q 70 0MeV

This result holds to three loops, and it gives large corrections for temperatures above T' =~ 150 MeV.
Hence, this expansion cannot be trusted, in particular it is not possible to determine the chiral
transition temperature.?!

21 The three-loop result indicates for the temperature where the condensate vanishes Te, = 190 MeV, but it is believed
that the expansion is not convergent in that temperature region, mainly because the computations are obtained in the
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4.3. THE QCD PHASE DIAGRAM REVISITED: THE ROLE OF THE CHIRAL ANOMALY

Disconnected and Connected Susceptibility at Finite Temperature

The chiral susceptibility at finite temperature is a measure for the fluctuations of the order param-
eter, the transition temperature can be determined from its peak position. In Sec. 4.2.1 we have
already identified the connected and disconnected contributions at zero temperature, moreover we
have argued that at finite temperature, the Goldstone term in the condensate is proportional to
temperature 7. Taking another quark mass derivative, we obtain for Ny degenerated flavors [51]:

NZ2-11
full IR 2°'f
ARy =TB —. 4.2.

Smilga and Verbaarschot [111] have shown in close analogy to the zero temperature finding
Eq. (4.2.47) that in the temperature region M, < T < Ty, the connected susceptibility is given by

NE—41
con,IR 24
MT)=TB —. 4.2.69
RT) = TR S (4.2.69)
This implies for the disconnected part:
: NZ+21
dis,IR 24'f
THT)=T8B —. 4.2.70
RT) = TR (4.2.70)

Let us assume for the moment that the chiral transition is of second order, T, = 1. In Sec. 3.3.1
we have argued that Goldstone modes are an intrinsic part of the scaling function, the nonanalyticities
induced by them are present on the whole coexistence line T' < T¢. In the present case of d =3+ 1
dimensions, even though the temperature expansion breaks down significantly below T, we will
nevertheless assume that the infrared divergences coming from the Goldstone modes are described
by the above expressions. Only the temperature dependence may be more complicated in the vicinity
of Tt.

4.3 The QCD Phase Diagram Revisited: The Role of the Chiral
Anomaly

Now that we have extensively discussed both chiral symmetry and yPT, let us reconsider the QCD
phase diagram. From chiral perturbation theory, based on the non-linear ¢ model, we expect that
critical behavior only arises in the chiral limit. However, the value of the strange quark mass turns
out to be crucial for the order of the transition. Furthermore, the axial anomaly also may have a
strong influence on the nature of the transition. This influence was studied by Pisarski and Wilczek
[100] for a linear o model, which we will introduce first

4.3.1 Linear ¢ Model

In this chapter we have restricted the discussion to the non-linear ¢ model because it is conceptually
and computationally simpler. However, at least in principle the linear o model introduced by Gell-
Mann and Levy [86] gives a more realistic account of the chiral symmetry restoration at T, because the

o mode is treated as an independent degree of freedom. The most general renormalizable Lagrangian
consistent with SU(N¢)r, x SU(Ny)R is

o 1 2 2
Ll = 5 0(0,8)(0,8) — 5 r@1® — g () — Tgpu(@ie)  (43)

non-linear sigma model, which does not account for a truly dynamical sigma mode.

95



4.3. THE QCD PHASE DIAGRAM REVISITED: THE ROLE OF THE CHIRAL ANOMALY

with g2 > 0, g1 + g2/N¢ > 0 such that the potential is bounded from below. In contrast to the
non-linear sigma model, the longitudinal mode given by the scalar isosinglet o meson is included and
also all the other scalar and pseudo-scalar fields are modeled as linear fields:

2
N2-1

o= |¢sl+i Y ¢prp|. (4.3.3)

P=1

At zero temperature, a non-zero vacuum expectation value (®) = ¢, is obtained if m? < 0

4.3.2 Order of the Chiral Phase Transition

Pisarski and Wilczek have argued based on € expansion that the axial anomaly has a decisive influence
on the order of the chiral transition. They add to the Lagrangian Eq. (4.3.1) a term which mimics
the 't Hooft vertex [115]:%3

Ly, =c (det ® + det <I>T) i (4.3.4)

For ¢ # 0, this term leads to the 1 — 7 splitting. In the massless limit,?4 the anomaly does not break
down Ua (1) completely, but there is a residual discrete axial symmetry Z4(Nf). Following [100], we
denote the symmetry groups for the unbroken and broken case by:

Gy =Ua(1) x SU(Ng)1, x SU(Np)R, G;c = ZA(Ng) x SU(Np)1, x SU(N¢)R.- (4.3.5)

In the mean field analysis of £, m? and o vanish at Ty, (see also the LGW-Hamiltonian Sec. 3.1.31).
The authors assume the system to be effectively three-dimensional at the transition temperature,
which allows to study the Lagrangian via e-expansion in d = 4 — ¢ = 3 dimensions. To leading order
in € = 1 and in the chiral limit, they find:

(G¢) In the large N, limit with ¢ = 0 there is no infrared-stable fixed point if Ny > 3. Moreover,
there is an IR-stable FP with go* = 0 for v/2 > Ny > 0. In particular, for Ny = 1 the transition
is of second order with Gy = O(2) critical exponents, and for Ny > 2 it is of first order, induced
by fluctuations which destroy the IR-stable FP.

(G’f) For a small number of colors, ¢ is of the same order as g1, go. Again, the transition is of first
order if Ny > 3, but this is now driven by Ly, 1). Only for Ny > 4 the anomaly term Ly, 1)
becomes an irrelevant operator and does not affect the critical behavior. There is no phase
transition for Ny = 1. The situation is not so clear for Ny = 2: if the i/ remains massive at Ty,
the transition is of second order with G’f = O(4) critical exponents, however, the temperature
dependence of ¢ = ¢(T) may lead to a different result: assuming that the 't Hooft vertex is
proportional to the instanton density, ¢(7") ~ dj(T"), which drops to zero in the limit 7" — oo,
one expects the effective restoration of the Ua (1) symmetry. If ¢(T¢y) is sufficiently small, the
chiral transition for Ny = 2 may be also of first order with Gy = O(2) x O(4).

22 The non-linear sigma model fields are related to the linear fields by expanding the exponential to lowest order

2
NZ-1

®= )" (0a+ima). (4.3.2)

a=0

In the non-linear o model, the o mode is constrained by the unitarity condition; for Ny = 2, where the symmetric struc-
2 1/2

ture constants d;j;, vanish, this constraint is given by ¢, = (FO2 — ngzl ! d)%) . This condition is now abandoned,
and in effect, the Lagrangian Eq. (4.2.2) is transformed in a ¢* theory.

23 Instantons generate a vertex a 2Ni-point interaction between massless fermions of the form det ® and anti-
instantons generate a vertex det ®.

2% The strength of the anomaly depends both on the number of flavors and the number of colors, it vanishes in the
quenched limit Ny = 0, and in the large N, limit.
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4.3. THE QCD PHASE DIAGRAM REVISITED: THE ROLE OF THE CHIRAL ANOMALY

The finite quark masses are expected to weaken the first order transitions, but not to wash them
out completely. Gocksch, Gavai and Pisarski [55] have investigated the effect of a symmetry breaking
background field added to the Lagrangian Eq. (4.3.1):

Ly =—tr (cI> + @T) . H = hoto — V2hsts, (4.3.6)
which are related to the quark masses in the following way:
my, = mgq = hg — hs, ms = hg + 2hs. (437)

Based on mean field arguments, the authors have come to the conclusion that the first order behavior
of Ny = 3 flavors ends at a critical endpoint, characterized by a critical mass mS. It is expected
to lie in the Ising universality class, as the order parameter field is one-component, which is the
sigma meson (fy). The current status of our knowledge on the order of the transition obtained via
RG-flow methods is summarized in Tab. 4.1. We are specifically interested in the Ny = 2 + 1 case
with mg physical. However, the model calculations do not allow for the determination of the second
order critical line m2"d(m;) — this question has to be addressed by lattice QCD calculations. In

particular, the location of the tricritical point mri¢ = mgnd(O) is an open issue and will be addressed
in the analysis of our lattice data in Sec. 5.4.

Ua(1) anomaly suppressed anomaly at T
SU(Nf)L X SU(Nf)R — SU(Nf)V U(Nf)L X U(Nf)R — U(Nf)v
Ne=1 crossover or first order O(2) or first order
Ny =2 O(4) or first order U(2)r, x U(2)r/U(2)y or first order
Ne >3 first order first order

Table 4.1: Dependence of the order of the chiral transition on number of flavors (for vanishing
quark mass) and the strength of the axial anomaly, from RG predictions, see [116].

4.3.3 Chiral Susceptibilities and the Anomaly

In the light of the linear sigma model, we also want to shortly review the chiral susceptibilities and
discuss their relation to the meson masses. Following Rajagopal and Wilzek [103] we may define for
N¢ =2 QCD (up to a normalization factor):

— . full — . con — l
Xo X1 A [g ) Xs X1 Mg ) X m ] Q% ( )

For N¢ = 2+1 flavors, the ¢ corresponds to the scalar isosinglet fy, and the § corresponds to the scalar
isovector ag, see Fig. 4.1. These relations are also sketched in Fig. 4.2. Via the fluctuation-dissipation
theorem, the susceptibilities can be identified with integrated Euclidean two-point functions of the
mesonic fields in momentum space:

B _ d4’l”d4p eipr _ d4’l”d4p (271')45(]92)
vo= [dr 600 = [ GET 5 = oo+ [ G OIED,
= (6(0)6(0)) + A;i (4.3.9)

with (¢(0)¢(0)) the “bubble terms” contribution, i.e. the Goldstone term discussed in the previous
sections. We note that the isovector propagator is quark-line connected and hence corresponds to the
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4.3. THE QCD PHASE DIAGRAM REVISITED: THE ROLE OF THE CHIRAL ANOMALY

connected susceptibility, whereas the isosinglet propagator has quark-line disconnected contribution
which gives rise to the geometric series:

n
1

N — M2 — M2 o 2‘

<uu( p),uu(p) 2 1 MQ Z ( 2 1 M2> p2 n M(SQ — mgv o § — Mo

This relation defines the sigma mass in terms of the coupling constant mg from the t’Hooft vertex
and which gives the i/ a large mass. From this, also the disconnected susceptibility can be attributed
a mass:

dis __ 1 1

=— — —. 4.3.10

From these relations, we will expect that the full suscepti-
bility will strongly peak when the sigma mass becomes mass
degenerated with the pion, which defines the chiral phase
transition, whereas the connected susceptibility will most
likely not diverge as the delta becomes mass degenerated
with the pion only when Up (1) is effectively restored, which
is expected to happen above Tg,. In fact, we can construct
order parameters of the chiral transition and the axial tran-
sition from these susceptibilities separately [89]:

XSU(2)xSU(2) = Xo — X XUA(1) = X6 — Xa- (4.3.11)

These are expected to be non-zero below and zero above the
transition temperatures T, resp. Ty, (1)- In fact, we will
consider them in a slightly different form:

1 _
XSU@)xSUR) = (<ww> - mle““) (4.3.12)
T
1 - c
Xuat) =~ (o), — muxi™) . (4.3.13)
Figure 4.2: The correspondence
We will soon see that both My = —mmsxsu2)xsv /T between full susceptibility with the
and M. = —mymsxu, 1)/ T* define subtracted order param- sigma mode, and the connected sus-
eters which may help to improve on the chiral limit. ceptibility with the delta mode.
Finally, we also want to mention that the mixed susceptibility deés, obtained from the propagator
1 = ( mé )n 1 mé
au(—p);5s(p)) = ———— 0 ) = : (4.3.14
< ) ( )> p + s ,con nz:I p2 + M§2 p2 + Msz,con p2 + M0'2 )

at zero momentum might also peak at Tq, if Ua(1) is not effectively restored there:

Xdls — 1 %62 _ ~ Xdis > Xcon/Xcon (4 3 15)
ls M&con M0-2 — Al S l ’ =

with M, 52 con = 1/x°™ the mass corresponding to the pole mass of the connected scalar meson prop-
agator, which is expected to be almost constant in the chiral limit of the light quark masses. The
second equality is only approximate because the susceptibilities will gain loop corrections known as
bubble terms which differ for each of them. We will however see in the next section that Xd” does

not receive Goldstone mode contributions in its bubble term below Ti,.
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4.4. STAGGERED CHIRAL PERTURBATION THEORY

4.4 Staggered Chiral Perturbation Theory

4.4.1 Staggered Fermions and Taste Breaking

The lattice discretization scheme for staggered fermions leads to lattice artifacts known as taste break-
ing, which amounts to an unphysical mixing of the multiple flavors known as tastes, see Sec. 2.1.3.
As a result, the taste symmetries are only approximate. This has also an effect on the meson masses
measured on the lattice, in particular on the pion mass, which for non-zero lattice spacing will remain
non-zero even in the chiral limit when averaging over the tastes.

In this section we give a short introduction to staggered chiral perturbation theory (SxPT) and
explain why one finds an unphysical Goldstone effect for the connected susceptibility, in contrast to
the finding in the continuum, Eq. (4.2.69).

4.4.2 Elements of Staggered Chiral Perturbation Theory
In order to parameterize the effect of taste violations on pseudoscalar meson masses and chiral

observables, we make use of the so-called Lee-Sharpe Lagrangian [85]

1 2
LE = F {Tr(@MUTB”U) — 2By Te(MUT + MTU)} + %cé%,f +a*V(U), (4.4.1)

which is a straightforward extension of the effective chiral Lagrangian Eq. (4.2.4) to the staggered
fermions. There are three modifications: First, the the unitary matrix U contains pseudoscalar fields
in the mass eigenbasis for each taste channel ¢:

16
U=exp(i®/Fy), =Y Tigr, Tr=1{1,&,i, €868},
t=1

My 0 0 Ut 7'(';— Kt+
M= 0 mg 0 |®Lyxn, o=\ m D K |, (4.4.2)
0 0 ms K, K S

where T; are the Euclidean gamma matrices. Second, the coupling mg provides an additional mass
term for the 7/, which is a heuristic ansatz for the 't Hooft vertex. Third, a taste-breaking term is
introduced as a sum over all possible taste-breaking operators:

-VU)= >  CiOk+ > Cr O, (4.4.3)
ke{1,3,4,6} K e{2V,2A4,5V,5A}
where the first sum is over single-trace operators:2®
. 1 .
O, =Tr (§5U55UT), Oy = 5;% <§5U§5U+H.c),
Oy = 1E:TI" él,5Ué,,5U +H.c), O = Z Tr é,uuUé;wUJr (4'4'4)
2 v p<v

and the second sum is over double-trace operators

Oy = iz [Tr (éVU) Tr (f,,U) + H.c.} L Oy = %Z [Tr (EVU) Tr (5,,UT)] ,
Ogp = %Z [Tr (§V5U) Tr <£V5U> n H.c.} . Osy = %Z [Tr (£V5U> Tr (£V5UT)} . (4.4.5)

25 The following operators contain generalizations of the Euclidean gamma matrices to 4N; x 4N; dimensions, with

ét = dla‘g (5% "aft)'
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4.4. STAGGERED CHIRAL PERTURBATION THEORY

The operators in V(U) are the leading order terms O(my, a?) of a joint Taylor expansion in the quark
mass m, and the lattice spacing a. For details on how to derive these operators see App. (B.3).
In short, they are matched with four-fermion operators in staggered fermion action. In order to
incorporate different flavors, the fields ¢; are Nin, X Npn, matrices, with n, an arbitrary number
of taste replicas which at the end of the calculations will be set to n, = % in order to implement
rooting. Due to taste-breaking, the tree-level pseudoscalar meson masses with quark flavor content
f, f" are shifted by taste splitting terms a?A;

m?’,f’,t = Bg(mf + mf/) + aQAt. (4.4.6)

In the continuum limit, the GMOR relation Eq. (4.2.9) is recovered, hence we will denote Eq. (4.4.6)
as StaggGMOR relation. The splittings A; can be computed from the effective Lagrangian [6]:

1
A = —5(4C3 +4Cy), A5 =0,
Fy
16 16
Ay = 2 (C1 + O3+ 3Cy + 3Cs), Ays = W (C1 + 3C3 4 Cy + 3C5),
0
16
ij = F2 (203 +2Cy + 406) (447)

The important observation is that for the pseudo taste channel, taste violations are not present. This
is due to the fact that the taste nonsinglet U4 (1) symmetry

U — e et (4.4.8)

is unbroken by the lattice. Hence, 75 is the only true Goldstone boson. Note that only the single-
trace operators enter into the meson masses, whereas the double-trace operators give rise to two-point
mixing vertices among vector tastes and axial tastes. In this formalism, these mixing vertices have
in fact the same structure as the effective anomaly vertex in the taste isosinglet channel. These
two-point vertices need to be considered in the calculation of chiral observables.

Term in Leg Taste] x Rotation symmetry

[

ES\?ZO [U(1)vec x SU(An, )1, x SU(4n,)r] x SO(4)
£ [(U(1)vee X SUMA)vee)™] x SO(4)
£ [U(1)vec x SU(dn,) 1, x SU(4n,) ] x SWy
.cb?fm( =0) [U()vgc x SU(4n,). x SU(4n,)g] x SWy4

blhn( m #0)  [(U(1)vee X SU(4)vec)"] x SWy
Lipon) [U(n,)1 x U(ny)r x (I'y x SO(4))] x SO(4)
Lodm) U(ne ) X Ung)e % (Tg 3 SWyding)

£(3) (m = 0) U(nr)l X U(nr)r X (F4 X SW4,diag)
Dm#0)  (U(1)vee)™ X Ty x SWiy ding

Table 4.2: Taste- and rotation symmetries respected by the terms of the staggered effective La-

grangian defined in App. (B.3) In Eé;h)le The symmetry group U(1)ygc includes overall fermion
numbers, U(1)ye. applies to individual flavors. For the definition of the residual chiral group
U(n,); x U(n,), see [6], where this table was taken from. The matching with the Lee-Sharpe La-

grangian to the order O (a2, m), Eq. (4.4.1), involves terms from [,ETF)( Ay but not from C(FF)(B)
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4.4. STAGGERED CHIRAL PERTURBATION THEORY

4.4.3 Scalar Propagators

In order to calculate chiral observables, we need an expression for the meson propagators. The quark-
line connected propagators are a straightforward modification of the continuum scalar propagator:

Oyt O£ 41000 gsl

¢ t rr'0ff'0g9' Oss

<¢gs’fr(_k>¢f,T,’g,s/(k)>con = —_— g

4.4.9
k2 + mffgt ’ ( )

where f,g,f',g € u,d,s denote the flavors whereas the replica indices r,r';s,s’ € {1,..n,.} are
specifying a taste in replica space. However, there are also quark-line disconnected propagators in
the I, V and A taste channels, due to the double trace terms in the effective potential. They give rise
to so-called hairpin diagrams. To obtain an expression for them, consider the full inverse propagator

2

Mo fort=1
3ny

Gl =Gy i+, (Gopxy = (@ +mi)dxy, =1 & a2 fort=V . (44.10)
5{/(12 fort=A

The flavor indices for the valence quarks X,Y € {U, D, S} refer to flavor neutral mesons in the basis
of the unmixed masses mx ¢, my,;. The result for G; can then be expressed in terms of the unmixed
flavor-neutral states L € {U, D, S} and the physical mixed flavor-neutral states F' € {m,n, 7'}

[1.(¢* + m%t)

Gt = Got + Dy, Dy = —0; (4.4.11)
(¢* + m%(,t)(QQ + m%/,t) [1r(e* + m%‘,t)
which provide the pole masses [6]. For Ny = 2 + 1, one obtains:
(k% + m%‘t)
Dyy = Dpp = Dyp = Dpy = —0 : ; (4.4.12)
"(k2 +m2 D2 +me ) (k2 +m?, )
+m2 )
D g = Dbg = Dy = Dy = =0, ( ot 4.4.13
1
Dig =0 : 4.4.14
SS t(k:2+m )( +m/t) ( )

With these matrix elements, the disconnected propagator is given by

(D, r (=R) Dt g1/ () gy = OrsOrrsrOpgOpg Dy, X =(f9), ¥ = (f'9). (4.4.15)

The masses of the m, n and 1’ in the taste channels I, V and A differ from the StaggGMOR relation
Eq. (4.4.6) due to the disconnected meson propagator. One can obtain these masses by studying
the meson self energy diagrams on the quark level, taking hairpin diagrams into account [6]. This
amounts to diagonalizing the full mass matrix of the effective Lagrangian after adding the flavor-
neutral mixing terms in £:

mQUJ + 6¢ny Oy Oy N m?r’t 0 0
Oy m%yt + 0y Oy Y 0 m%yt 0 (4.4.16)
Oy Oy m?g’t + 6y 0 0 mgﬁ
With m, = mq (my; = mp,), the masses of the flavor-neutral mesons are:
m2, =m, =mp,, (4.4.17)
1
m, = 3 (i, +mE, + 3.y — Zy) - (4.4.18)
1
ml, = =3 (mir, +me, + 3neby + Zy) (4.4.19)
2 ) 1/2
( mSt mUt — 20,0y (M, — mUt) (3n,0y) ) . (4.4.20)
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4.4. STAGGERED CHIRAL PERTURBATION THEORY

For the isosinglet taste channel we will be interested both in the limit mg — oo and mg — 0, since we
also want to study how effective restoration of U (1) symmetry effects the connected susceptibility.
In the limit mg — oo, one obtains the usual result known from continuum perturbation theory:

1
my = 5 (miy +2m ) + O (1/mf) (4.4.21)
1
m2, ; =mg + 3 (2mg ; +m% ;) + O (1/mg) - (4.4.22)
In the limit of vanishing mg we find:
m727,l = m%f,h mg;/,[ = m%,p (4.4.23)

It is advisable to perform a partial fraction expansion of the disconnected propagator in order to
obtain a sum of propagators of the physical flavor-neutral states:

t ¢ ¢
¢ ¢ _ I In G
(D5, e (=R)Dprrr g1 (K)) gy = —Ors0rr10 g0 110 </€2 e K2 mg o k2 mgyy

) o (4.4.24)

The residues gt, gf7 are given in App. (B.3).

U, X D, Figure 4.3: The disconnected meson propagator,

0 which induces flavor mixing in the taste channels
. o = LLV,A. On the mesonic level (top), it shows up as
7 )—C d two-point vertex, on the quark level it is depicted as a

four-fermion interaction known as “hairpin diagram”.

4.4.4 Chiral Condensate from SyPT

The one-loop corrections of the chiral condensate, already discussed in Sec. 4.2.1 can be reproduced
via SyPT, one simply has to evaluate the expression

Crri _NZ Z 2 Z<¢frgs gs,fr(k)>

k g=u,d,sr,s=11t=1

0 r0rr0ggd
OB L

k g=u,d,sr,s=1 Lt=1

/

gT(/S 9n 9y
Z 5f95r55t< 2 1 + 3 7 T 13 2 )
t=1,4V,4A k2 +m k2 Amy o K2+ my

Ir !
—NZ Z Z 2+m Z n76t<k2+r:; +k2f:n? +k‘2—f7;n727 >

t=1 g=u,d,s fot  =I4V4A
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4.4. STAGGERED CHIRAL PERTURBATION THEORY

By setting f = u,d, s and explicitly writing the taste isosinglet, one obtains:

n? n? 1/2 m2 g g,
—N T o o n n
Cuut Z[Z<k2+m +k2+m§<t K2+m2, 3 k2+mt+k2+m727/t

9n Gn
—4 Z N0y 5 3 5 T 75 5 ) = Cddy], (4.4.26)
v k —|—m k +mp, k +my,

16 n2 2 2 /
n 1 m g g
Cost =N D ] - — — Lot 5
—~ = k:2—|—m k2+m57t kQ—i—mSJ 3 k2+mm k2+mn,’t

-4y nr5t< In Il ) . (4.4.27)

2 2 2
) k —|—m t k +my,

In the continuum limit, and in the limit my — oo we recover the continuum result Eq. (4.2.1):

3/2 1 1/6 1/3
Cuu, , 4.4.2
r= NZ <k2+m2 kz2+m§(>+k2+m%+k2+mg, (4.4.28)
2 2/3 1/3
Cos1=N + + 4.4.29
! zk: k2 + m%( k2 + m% k2 4 m%, ( )

After replacing the sum by a four-dimensional integral, we obtain the chiral logarithms discussed
by Leutwyler and Gasser, with the additional piece from the 1’ contribution. This contribution will
be of interest at higher temperatures, when mg (and m;) may become small.

4.4.5 Chiral Susceptibilities from Scalar Correlators

The effect of taste violations and the anomaly on the Goldstone effect in the susceptibilities can
be calculated via so-called bubble terms for the scalar mesons Byy.c.(p), which are integrated cor-
relation functions. The relation between IR-divergent contributions of the bubble terms and chiral
susceptibility for low temperatures is: 26

Xl _ XIR con X}R,diS’ (4.4.30)

N = BIARO) + Bl (), (4.4.31)
IR,di i dis,IR dis, IR dis, IR

X1 ® Bf}usg}(()) + Bd;zsdd (0) + Bulusdd (0) + Bdcllsuu (0). (4.4.32)

Apart from these IR-divergent contributions from the bubble terms, there is also the contribution
from the scalar propagator itself, as discussed in Sec. 4.3.3. For staggered fermions, the expression

of such a bubble term for valence quark flavors f,f’ and e,e’ in the isosinglet taste channel I is given
by [14]:

Brpeea®ta) =N D" S [(@hgul=k)6hs g (6)) (b = D)0y 00 (0 = )

k g,s,ritgs’ 't

(O g (RS s () ) (Gl oo (B = )0 (0= B))], (4.4.33)

26 The quark-line connected bubble terms are related to the scalar correlation function of the scalar me-
son ao, fo: Bao(p) = 3 (Budau(p) + Bauwa(p)), because Bugau = Bauud = Bitiuu. Likewise, Byy(p) =
%(Buu;uu(p) + Bad;dd(p) + Buu;ad(P) + Bad;uu(p)) with the equalities Buwuu = Bumwu + Bg;fw and Byy;aa(0) =
Badawuw = Bilyuu-
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4.4. STAGGERED CHIRAL PERTURBATION THEORY

where g,g’ are the quark flavors of the sea quarks r,r’,s,s' are replica indices and t, ' are taste
indices. The normalization constant is N' = B2 5/No 3N, 4a2 After performmg the Wick contractions,
which are shown in Fig. 4.4, the bubble term for valence flavors f, f’ and e, e’ in Ny = 2+ 1 becomes

16 1 1

Bygree (p) = N 3 | ni0pp0ee
W) =N b 2

1 w/S gt gtl
—2nr5 10! 6 + ; + n
e t=1§,4v k2 + mfe t ((k +p)? +tmasy  (k+p)2+mpe  (k+p)?+my

1 w/S g g
—Qnr(sfe’(sef’ 3 51‘ + n + n
tIAZAAV (k+p)P+mi, \FH+moyse K H+mge kK +myy

9, /S 9 g9t
+2n28 1 pr0ee 57 i TR ]
' - tzl;AA k2 + Mz /st K24+ mpe k24

w/S + 9n + gf7’
(k4+p)2+mesy  (E+p)?2+my:  (k+p)2+my,

1 1
n2
§rerBop , 4.4.34
g%sf kaQ-l-m o (E+p)?+me, ( )

where 3 °,_; 144 indicates the sum over one taste-singlet, 4 taste-vector and 4 taste-axialvector
channels. This expression simplifies at zero momentum p = 0, and after identifying the quark-line
connected and disconnected parts one obtains:

t t
1 gT(/S g Gy
B£O* (0 :N E —4nr5 100 1 E (5 =+ i + U
jfiee'(0) - Je'Pef Ty k2 4+ mfe . <k2 + My/st K2+ mp k24 my,

1 1
2
e pr : 4.4.35
Y s1et Y o 59

g=u,d,s

16 1

2
t=1 (k‘z + m?ce’t)

¢ t 2
S g 9y
+2n (5ff/ ee’ E (52 ﬂ/ + 1 + U . (4436)

t=1,4V,4A K2+ / it K2+ m7277t K2+ mgz’,t

B}i}é;ee/(O) = NZ nféffféee/
k

The bubble terms for the light quark flavors are:

2
BCOH :N
20 =N |t 3 5 (Gt o)

g=u,d,s t=1
1 gs g, gL,
—dn, o T bt = B3(0), (4.4.37)
t:[,§4\:/,4A k2 + mgr,t k? + m72r,t k2 + m727,t k2 + m727,7t ’
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4.4. STAGGERED CHIRAL PERTURBATION THEORY

1
)= NS 123
k

= (K2 + mgr,t)2

t ¢ t 2
9 9n Gy di
+2n? o7 T+ + = B4 ,4(0). 4.4.38

tl;‘“m ¢ <k:2 + m?r’t k2 + m%’t k2 + m%, . adda(0) ( )

In analogy to the symbols defined in Eq. (4.2.22), we introduce the short-hand notation

. 1
HPQt = Z (k2 +mpt)(k32 +mQt)

) P?Q 6 {ﬂ-? K7 ,'7’ 77,}' (4'4'39)

where the hat denotes that it is a lattice loop integral over discrete momenta. Plugging in the vertices
¢ and coefficients gt = 1/2n,.6; one obtains

16 )
A N A m N N
Bt (0) =N [n? > @hiwrs + fircic ) = 2fimns — TO (9nfirn,1 + oy fimry 1)
t=1
—4 > (2fimmt + 4030y (ghfimn + Ghfians)) | (4.4.40)
t=V,A
16 2
1 2myg
Bﬁfuu(o) = [ Z Pt + 2,ulrr7r I+ — 3 (gnuﬂ'n,f + Qn//im;' I)
t=1
2ma R R R
+ TO ((95)2%77,1 + (95’)2/‘?7’77’,1 + 297?975’:“7777’71)
+2 Z (ﬂﬂ’rr,t + 4nydy (g;;/lﬂ'n,t + gffﬂﬂnﬁt)
t=V,A
+4n7 6 ((gfz)Qﬂnn,t + (92’)2[‘77'77'715 + 29293/%',0)} : (4.4.41)

In the continuum limit, where dy/4 — 0, all hairpin diagrams in the taste channels V, A cancel (and
also in I for vanishing anomaly, my — 0). If we furthermore neglect taste violations in the meson
masses, Ay = 0 V¢, ipg+ — [lpg, we obtain the continuum result:

2

m ~ ~
° (gnﬂﬂn + gn’ﬂﬂn’)] ) (4.4.42)

Bzznuu(o) = N |:32n1%ﬂ7r7r + 16”3/11{1{ - 2/17r7r - 3

2

i . 1. 2m, . A
Bu0) = A [ 160210+ ins + 250 (i + )

2m0

t— ((gn)? i + (g ) gy + 2977917'/17777/)] . (4.4.43)

In the limit my — oo we neglect the contribution of the m — 7’ channel, in the limit my — 0 however
all isosinglet channels cancel, and after setting n, = 1/4 we obtain:

i By (0) = N ik + 3ty + 3] 5 (4.4.44)
Jim By (0) = N Rfinr + firck] (4.4.45)
m{)lﬂloo BSSW(O) = [% w + Tghinn + §iy = Fhan = 3wy + iy (4.4.46)
Jim B (0) = (4.4.47)
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4.4. STAGGERED CHIRAL PERTURBATION THEORY

For my — oo, this result is due to a cancellation of the two-pion-states in the connected susceptibility,
as expected in the continuum for two light flavors. The surviving modes are KK and 7 (and 77/’ if
my is large but still finite). For my — 0, however we are left with 2 pions, here the n and 7’ prevent
the pions to be "eaten”.

If we assume taste violations to be large, one obtains Goldstone modes in the ag bubble term only
in the pseudo-taste channel, where Ap = 0:

1.

Biiia (0) + Bigia (0) = N i, (4.4.48)
i i i i 1.
Biitna(0) + BIEG0) + BU0) + BIEL(0) = N Jjinn. . (4.4.49)

In the IR part, the T, V, A and I channels were disregarded since the mesons in these channels have
strong taste violations (Ua (1) violations resp.). Only the P channel is of interest here. Also the
fix i, p channel was disregarded as it remains heavy in the chiral limit for the light flavors.

We have argued that we expect the Gold- Kl Double-Connected 27 tarm
stone contributions at finite temperature QCD <l disc. g+ conn. >
to appear from the Matsubara zero modes in the P .
thermal propagator which enters the pressure, @@ %//O///
i.e. they are proportional to temperature and are = g
effectively three-dimensional. Hence, the bub-
ble terms can be integrated in three dimensions (qlslia':‘k'fl'i‘:g:zg:ﬁ‘:cetg "

(we replace the sum over k by an integral, see

App. B.1.1). The taste violations then induce E
the following IR divergences (Ny = 2+ 1):

1 1/8
con,IR
N , (4.4.50) Disconnected
SxPT 4m My 5 (quark-line disconnected)
; 1 1/8
dis, IR __ = =
2 N ex @y ) @)
full, IR 1 1/4 - -
N N — 4.4.52
SPT At My s’ ( )

as compared to the result of IR divergences in

the continuum limit: Figure 4.4: Distinction between quark-line con-

nected and quark-line disconnected diagrams in

ggﬁ;;IR =0, (4.4.53) the fy bubble term. The connected diagrams can
dis IR 1 3 fullIR be identified with the ag bubble term.
Xcorit = Nfi = Xcon’t . (4454)
47 M,

Hence we expect to find a 24 times larger prefactor for the physical Goldstone term than for the
pseudo-Goldstone term from the P-taste channel in the disconnected part, and a 12 times larger
prefactor for the full susceptibility.

Likewise we have computed the strange quark susceptibilities with strange valence quarks, see
Appendix (B.3). We summarize the results for 2+1 flavors in Tab. 4.3. However, with a strange
quark as a valence quark involved, no additional IR divergences arise, as pion loops are impossible.
Note that the unphysical fiss, fis, and fig, drop out in the full susceptibility, but not in the connected
and disconnected part. In the continuum limit, the expressions for the full susceptibilities agree with
those obtained in Sec. 4.2.1 when replacing jipg: by the chiral logarithms ppg.
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4.4. STAGGERED CHIRAL PERTURBATION THEORY

mgo =10 mgo >0 m, < oC #
flavors (uu, uu) + (dd, dd) + (uu, dd) + (dd, uu) N =2
L ycon 2w +1KK —27mw + 27 +4an Nt — 4/Ne+4/Ni
X 37 37 N —4/N; =0
N , 1+ 2/N2—2/N?
1 dis 1 _ 1 1 2,00 2 2, ./ f f
NZX 1w +omm — 5T+ 130 +sn'n' — 57 + 51 1+2/Nl2:3/2
, 10 — 20/9-+20/9
full _ 2 8 /0y 1 8.0
X 87w+ 2KK 2w + 51 +on'n' + gm 2(N? — 1)
flavors (ss, ss) Ny=1
Ny — 4/N¢+4/N¢
eon KK + 188 —455 + 85n +a Gy P4/ 0f+ [N
: ) : : 14 2/NE—2/N?
x4 188 4258 — %Sn + %7777 +en'n’ + gnm’ — %bz// +2/ 6 /N
u : 8 4—10/9+10/9
ot 2KK + 2SS —2585 + %7777 +§///1/’ + 5n’ /O /
flavors (uu, ss) + (dd, ss) + (ss,uu) + (ss, dd) N =2 Ns=1
con o 0
X 0
N , 1+ 2/NE—2/N?
%led 1KK Jr%m? +§///1/’ — %1//// / (f) /N
: —8/¢
Xfull 41KK —i—%nn \ %I//I// 4+8/(? /]
flavors Z Z (ff,ee) N=N+N;,=3
f=u,d,s e=u,d,s
con dn +AKK dmm 4 dey - 458 + 88 S + 48y Ny -4
X T + —4nT + 37N — + 301 +37mn 4 391 Nl2_4=0
dis 4 8 o 0! 8 / 1 Q. Nf2+272
Y Arm +4KK + SS 42w — gmn+ 20 + 255 — 5Sn+2n0'n" — Sy’ — S5 N2t2—6
; =
2(NE —1+1)
full _ _ Y f
X 8mmw +8KK +255—-27nmw — 255+ 2nn +2n'n 2(NZ—1)=6

Table 4.3: Multiplicities of the modes fipg (abbreviated to PQ) contributing to the chiral suscep-
tibilities. Multiplicities of the Goldstone modes pir, are highlighted in bold font. The first column
mgo = 0 corresponds to the multiplicities for the pseudoscalar sector including the 1’ as a Goldstone
boson (in this limit, n = 7, n’ = ), the second column mg > 0 gives the corrections if the flavor
singlet 1’ decouples from the octet, due to the disconnected meson propagator. The third column
mo < oo gives the modes involving the 7’ if its mass is not too large to be disregarded. The fourth
column gives the multiplicities for the different contributions.
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Chapter 5

Analysis of 2+1 Flavor Lattice Data

5.1 Methods

5.1.1 Random Noise Estimator

The position space traces of operators containing the inverse fermion matrices, in particular for the
chiral condensate and the connected susceptibility

1 1
1 —1 —2 —1 a1
M= SIMl M = e ST (5.1.1)
n g n,n’

N3N,

can not be computed directly because the fermion matrix is of very large dimension and its inversion
is too expensive. Instead we make use of so-called random noise vectors (RNVs), which enable to
estimate the inverse of a matrix statistically. We choose the RNVs R to take values from Z(2), i.e.

R: n~ R,=(£1,0,0), neln N, (5.1.2)

where only the first color component is occupied, and the final result will be multiplied with N.. In
the limit of a large number N of RNVs, the orthogonality relation

N—oo

N
lim Y RoR% =6W(n —n) (5.1.3)
a=1

is fulfilled, i.e. they give an estimate of the identity matrix in position space. The traces of the inverse
fermion matrix and its powers are then estimated as

N N

1 1
-1, 1 Trr—lpa _ + T
tr M~t ~ NZ(R“) MR = NZ(R“) X, (5.1.4)
a=1 a=1
1 & 1 & 1 &
M—2 ~ a TM—lM—l a _ — a TM—lXa _ a TYa‘ 1.
tr N;(R) R N;(R) N;(R) (5.1.5)
The linear equation for the solution vector X® = M~'R® can be computed via the conjugate

gradient method. For higher powers, the linear equations are solved recursively. For the disconnected
susceptibility, also the product of two traces has to be considered. By computing this product, one
needs to take care of the correlations between the RNVs. In particular, the diagonal contributions
have to be neglected to avoid autocorrelation:

1

Ml M e
' ' NN —1)

> (R)"M'RY(R)"M 'R, (5.1.6)
aFb
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5.1.2 Error Estimation

In practice we are confronted with the problem that the configurations generated in a Markov chain
might be strongly correlated. In particular, we find “critical slowing down” of the updating process if
the parameters are chosen close to the critical values signaling a phase transition. This needs to be
taken into account when estimating reliable errors. The standard error systematically underestimates
the statistical uncertainties in observables. This problem can be avoided by making use of the
Jackknife method, which gives a better error estimate on correlated data sets. Moreover, this method
has the advantage that uncertainties for the secondary quantities f({O;}) need not to be calculated
via Gaussian error propagation from primary quantities {O;}, i = 1...N. The Jackknife is a
resampling method: the original data are reordered or combined to new samples which are then
further evaluated. In our case, we form N/n bins, where n is the so-called bin length, and each
bin contains n samples in successive order according to their production. From these bins, N/n
resampled primary quantities Ps are calculated by omitting one of the bins via

P, = N/;_lz > o, s=1,...N/n (5.1.7)

r#s i€bin r

and from these the secondary quantities SJ = J(Ps) are calculated. The mean value S7 and the
error o/ of these secondary quantities is then given by

N/n N/ 1 N/n 2
F=2d(s), o= N”i/n S -5)7 . (5.1.8)
s=1 s=1

The estimate for the standard deviation o/ depends on the bin length n. For n = 1 and f/(P;) =
P, one can easily check that o7 coincides with the conventional standard deviation. Increasing
the bin size n, will also increase o7, until it saturates to a stable error agat as the bins become
uncorrelated. The corresponding binsize ng is a measure for the correlation of the configurations
for the observables in question. We have applied the Jackknife method to estimate the errors of
all chiral observables. We found n, > 20 for the configurations considered (measured on every 10"
RHMC trajectory, see Sec. 5.2.1), which implies that only every 200" trajectory gives a statistically
independent measurement. Note that our measurements have entirely and solely been performed in
the transition region.

5.1.3 Ferrenberg-Swendsen Reweighting

The aim of the Ferrenberg-Swendsen Method (FSM) described in [43] is to increase the amount of
information obtained from a simulation. The lattice data obtained from a Monte Carlo simulation
are averages of thermodynamic quantities at a single point in parameter space ((3,1;,ms), but the
configurations also contain information of the neighborhood to this point, as long as the probability
that some configurations could have been produced by those other points is not negligibly small. In
principle, for an infinite Markov chain, the data from a single simulation may suffice to study the
entire scaling region near a phase transition. In practice it is required that the action distribution of
the given parameters has an overlap with the expected distribution of the new parameters. The FSM
is especially useful when the thermodynamic system displays sharp peaks in an observable, such as
for first- or second- order phase transitions, and allows to determine uniquely the peak position and
its height.

Multiple Histogram Method

Often it is not sufficient to rely on only one single point in parameter space. The multiple histogram
method introduced in [44] allows to extract information from several points in parameter space. It
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can be applied over a wide range of parameters. We will shortly describe this extended FSM for
O(N)-type Hamiltonians, which can be decomposed in an energy- and magnetization part:

H, = J,E + H,M, (5.1.9)

where the index [ = 1,... L labels the parameter sets on which the histograms are based. The number
of measurements of F and M for a given [ is denoted by N;. The histogram is then characterized by
the distribution
N(E, M) with ) M(E,M)=N, (5.1.10)
E.M
The density of states is then expressed in terms of the normalized histogram, the partition function
and a Boltzmann factor:

N(E, M N(E, M) 4 _

M/l(E,M) —_ Mz(Jl’Hl)eﬁ(JlE+HlM) — Meﬂ( F(Jl,Hl)+JlE+H1M)7 (5111)
L L

W(E,M)=> p(E,M)Wi(E,M), > p(E,M)=1. (5.1.12)
=1 =1

The weighting factors p; can be chosen arbitrarily. In practice they are chosen such that the errors
of W(E, M) are minimized, based on the variance of N:

SN(E,M) = gNi(E, M), g =1+27, (5.1.13)

where the bar denotes the expectation value w.r.t. all Monte Carlo simulations of length N; and 7
is the correlation time of the Markov chain. The weighting factors are then given by

gl_lNle*ﬁ(*F(JlaHl)+JLE+HlM)

(B, M) = (5.1.14)

zé—l gk_lNJk er_ﬁ(_F(Jk’Hk)+JkE+HkM) '

Here, F'(J;, H;) is the free energy of data set [. Plugging the weighting factors and the Boltzmann
factor into the density of states yields:

ZZL:I gl_l'/\/l(EvM)

WAE, M) = . 5.1.15
With this result, the partition function for the new couplings .J/, H' is given by:
Z(J' H') = Z W (E, M)e—ﬁ(J/E—‘rH/M). (5.1.16)

E.M

With the last two equations, the free energies F(J;, H;) can be calculated iteratively, by setting
F(J1, H1) = 0 (as the free energy is only determined up to an additive constant). By this one obtains
a self-consistent value. Finally, the expectation values of an observable O({c}) in the new couplings is
given by a weighted sum: the probability distribution for the new couplings Py g/ (E, M) is obtained
from the partition function Z(.J’, H') and the iteratively determined free energy, and (O) ;, 5 is the
mean value of the observable based on all configurations {o;} which happened to have preéisely the
energy ' and magnetization M considered in the sum:

(O)yy = O(E,M)Py (E, M), (5.1.17)
E.M
L Vo l5(E — E({o: ~ M({o:
(2. 1) — 2oy 2= OUoih)gy O(E — E({0i}))0(M — M({o:})) (5.1.18)

> (o1} ket G O(E = E({0:}))6(M — M ({0:}))
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Application to QCD

Reweighting from a set of QCD parameters w = {3, m;, ms} to the new set w’ = {f’, m}, m/} for an

observable O is obtained by

(OR(w',w)),,
(R(w',w)),,

where the reweighting factor R(w',w) is defined in terms of the determinant of the full fermion
matrix and the gauge action Sg:

(O)y = (5.1.19)

w

, (det Ml(w/))2 det M (w/) Sa(w')—Sa(w)
_ . 1.2
R(w', w) (det M;(w))? det My (w) ‘ 02

The identifications with the previous section are straight forward (here, L = 1): the energy F
corresponds to the gauge action Sg and J corresponds to the gauge coupling 8. The magnetization
M is given by the chiral condensate <¢w> and the external field H by the quark mass m,.

We will make use of FSM in two respects First, we perform reweighting in the gauge coupling 3
in order to estimate the peak locations of the chiral susceptibility; here we use the multi-histogram
method, because reweighting in # can be done exactly as the coupling enters linear in the gauge
action. Second, we perform reweighting in the quark masses, which is needed in order to enable the
scaling analysis for the IV, = 8 data. It also allows to investgate the dependence of a scaling constant
on the strange quark mass. We will only apply ordinary reweighting w.r.t. the quark masses, i.e. we
do not use the multi-histogram method. Reweighting in the quark mass can not be done exactly but
requires an approximation based on the Taylor expansion of the fermion determinant.

We performed reweighting both in the light and strange quark masses by requiring that the ratio
my/ms is kept fixed:

mipo — My, mso — Mg, ml,r/ms,r - ml,()/ms70 = H. (5121)

The reweighting factor for 241 staggered flavors

R 1 | det M, , 1 log det M, , £ 199
~ P 278 et ) T a8\ detar, (5.1.22)

is calculated by the following approximation:

N, detM (mgr —mgo)™ O™
71 _ Ny & Z log M, o = 1.2
og (detM ) nzl - 8m trlog g=1,s (5.1.23)

1
vh <trM O(mlr Mg0) — trM O(qu mq70)2> +0 ((mqu — mq,0)3).

(5.1.24)
Also the chiral observables, chiral condensate and connected susceptibility, have to be expanded:

tqu}l =tr Mq_’l —tr Mq_g(mw —mgo) +tr M 2.0 (mqr mq,o)2 + 0 ((mq,r - mq,0)3) , (5.1.25)
tr Mq_f = tr M(;O 2tr M S (Mg —mgo) + 3tr M, O(mqr mg0)? + O ((mg,r — mq,g)?’) . (5.1.26)

The reweighted chiral condensate is shown in Fig. 5.1, the operators which enter in Eq. (5.1.26) are
shown in Fig. 5.2. Due to the poor statistics it is pointless to reweight the disconnected susceptibility
as well. However, we have reason to believe that reweighting would only have a small effect on the
disconnected part for the quark mass differences mg , —my, considered here, and would not shift the
mean value beyond the error bars.
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0.045 - 3 m/mg for P
ms " maforEoS —— 60 - Wig/T 15 - 120 “A - rew. 1/10 A ]
0.12 - \ 0.04 fit of mga on LCP 4 1 1/10 =4 rew. 1/5 —4&—  rew. 1/20 —4&—
\ ) mgafor FS :--o--- L Ao
*\ mga for MEoS - 50l &4 4
0.1k 0.035 (after reweighting) 1 4 —
i =
40 = = S .
0.08 | 1 1 g g
~
+— - .
0.06 - —_ 41 30F_
v— N4 v
1 1 1 =3 —
0.04 3.45 35 355 36] 20 g - vy b
B TV
- - V- FF‘V\~V~ S
0.02 | ——— 1 10 my/m for B v T T
e U5 120 =7 rew. 110 —v— T ¥
0 . . \ \ \ B \ \ o L 1/10 -7+ rew. 1/5 v, rew. 1/2Q —w L
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Figure 5.1: Left: Relation between quark mass m, and the gauge coupling # on the LCP. Parts
for N; = 8 have been reweighted to the constant value mg = 0.024 (blue to magenta) which allows
better comparison with the N, = 4 data. Right: Comparison of raw data and reweighted data for
light and strange quark condensate (IV; = 8) in the range 3 € [3.480, 3.515].

m/m¢=1/80

m/m¢=1/40

m,/m¢=1/20

T

m/mg=1/10

ot 16%4 -
- tr(M') A |
mr% tr(M'i) ——
- -m (M) o

Figure 5.2: Comparison of operators tr M ~", which are needed for reweighting according to the
approximation Eq. (5.1.26). Full symbols denote N, = 32, half symbols denote N, = 16. Finite size
effects for the n-point chiral operators grow with n.
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5.2 Preliminaries

5.2.1 Setup of Lattice Calculations

In our lattice calculations we used the Symanzik tree-level improved gauge action and the p4fat3
fermion action. The condensates and susceptibilities were measured with up to 15 random vectors
on every 10th trajectory generated by RHMC evolution.

The strange quark mass was fixed in the peak region to my/ms  Mzs [MeV]
ms = 0.065 for N, = 4 and s = 0.024 for N, = 8, which 1/80 75
corresponds to a physical pseudoscalar meson mass Mg = 669 1/40 105
MeV. This scale setting, explained in detail in the next section, 1/20 150
is based on the analysis of zero temperature measurements of the 1/10 210

RBC-Bielefeld collaboration [24, 25]. The ratio m;/ms = 1/20 ‘
corresponds to the physical pion mass (see Tab. 5.1). All config- Table _5'1: Pl.OII masses Mr 5
urations are separated by 10 trajectories. for various ratios of my/ms.

The Tab. 5.2 below shows an overview of the gathered data. Most lattice data have been generated
on the parallel supercomputers New York Blue and QCDOC at BNL, in a common effort of the RBC-
Bielefeld collaboration. Some data of the 323 x 8 lattices belong to the HotQCD collaboration. Some
of these data for m;/ms = 1/5 have been generated at the Lawrence Livermore National Laboratory
(LLNL). Detailed information on the statistics and the expectation values can be found in App. C.

lattice dim. m;/mg statistics | lattice dim. m;/mgs statistics

322x4  1/80 O (20000)

323 x4 1/40  O(20000)

162 x4  1/40  ©O(30000) 325 x8  1/40 O (5000)
162 x4  1/20 O (40000) 325x8  1/20 O (20000)
162x4  1/10 O (40000) 323x8 1/10  O(30000)
163x4 1/ O (40000) 322x8 1/5 O (30000)
163x4  2/5 O (40000)

Table 5.2: List of lattices on which the scaling analysis is based. On the N, = 4 lattice, 12 different
( values between 3.28 and 3.33 were generated, on the N, = 8 lattice 16 different 8 values between
3.48 and 3.545. The approximate order of the statistics for each § value is given in the number of
trajectories. For details see App. C.

5.2.2 Setting the Scale

Lattice simulations are characterized by the geometrical parameters N, and N, the dimensionless
parameters bare gauge coupling go (or equivalently g = 2N,/ gg) and the bare quark masses m; and
ms. In order to obtain physical quantities, the lattice spacing has to be determined as a function of .
In this section we will review the procedure used by the RBC-Bi collaboration [24, 25] in particular
for the scale setting for the equation of state. This will be of importance to convert the coupling 3
to the temperature T'= 1/N;a(f)

The Beta Function

In the weak coupling limit and with massless quarks, the lattice spacing is determined by the gauge
coupling only. The relation between 3 and a is obtained by the requirement that in the continuum
limit a — 0, § — [ all lattice quantities given in lattice units, such as correlation lengths, have to
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diverge such that their physical counterparts remain finite [104]: é = a~'¢ — co. More general, we
expect that for any observable © of mass dimension dg, the physical quantity scales as

O(5(a),a) = a~"*O(5(a)), (5.2.1)

if the continuum limit exists and [ is tuned such that §(a) approaches the critical point 3. The
crucial point is that the scale dependence of all observables is determined by the same function 3(a).
This function can be determined by the RG equation, e.g. for the static quark potential (see next
section), now expressed in terms of gg = go(a):

N

1.
‘/l](](Rvg()aa) = quq(R,QO), (522)

where R = Ra gives the separation distance of the quark pair. For fixed R, the potential should
become independent of @ in the continuum limit:

d B 0 Ogg O B
With this we obtain the RG-equation
o - 0
a5~ 5(90)8790 Vaq(R, g0,a) =0, (5.2.4)

where the well-known Callan-Symanzik beta-function for SU(NN,) gauge is given by

> 890 3 5 7 1 11 2
= _—aqg— =D b O by = 7Nc — oV )

1 <34 5 10 N2 -1

by=—— N2 — —N.N; —
T amt (3 T 3 T TN,

Nf> . (5.2.5)

and the expansion of the beta function in the weak coupling limit' has been calculated via pertur-
bative QCD [62, 101, 22], which proved asymptotic freedom for QCD (N, = 3).2 Equation (5.2.5)
can be integrated to obtain the function a(g3):

1 biln(go) | biln(bo + brgg)

ln(ALa) =

 2bpg2 b2 202
1 [2Nubg\ /2%
o) = 1 ( - 0) exp (— - bo) (1+0(3Y). (5.2.6)

This equation is only valid for Ny massless quarks in the continuum. On the lattice, the function
a(f) is expected to deviate from Eq. (5.2.6) because (a) we are not in the perturbative region,(b)
the quark masses are finite, and (c¢) cut-off and finite size effects are present. Hence a(/3) has to be

! Only the first two coefficients are independent of the renormalization scheme, compare [29].
2 The first coefficient by, calculated by Politzer, Gross, Wilzek in 1973 [62, 101], was sufficient to show that QCD is
asymptotically free, provided that N < 16:

93(Q°) o1 _ 127
dr T 4mby (33 —2Ng)log (Q2/AZ)°

According to asymptotic freedom, in the limit a — 0 (or equivalently Q* — oo), 8" is expected to diverge. This
standard view has been disputed by Seiler [108], who claims that the critical point 3" might as well be finite, but there
is no numerical evidence for this scenario.
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determined via zero temperature lattice simulations. However, we will use the above expression for
the special case Ny = 3 massless quarks as a starting point:

Ry(B) = (827;325) g exp (—42”7%) = Ara(B) (1+0(871)). (5.2.7)

The function Rg(8) is denoted as the 2-loop  function. The value of Ap is experimentally not
well known, which is another reason why a(3) has to be determined via zero temperature lattice
simulations.

Scale Setting Inspired by the Line of Constant Physics

0.040 S—
10.0 f my 1o (B/12by)*°
0.035 | ]
8.0 |
0.030 |
6.0 |
0.025 |
40 1 0.020 |
2.0 3-interv. fit L ] N ]
RG fit —— 0.015
B
0.0 B 0.010

31 32 33 34 35 36 37 38 39 40 41 31 32 33 34 35 36 37 38 39 4.0 4.1

Figure 5.3: The functions ro/a(3) (left) and mRClrgP(3) (right) which allow to determine the
lattice parameters 1; and 7 on the LCP. Taken from [24].

With the lattice spacing, also the physical bare quark masses m; = 7;/a and ms; = ms/a depend
on the gauge coupling in a non-trivial way if we require the bare quark masses to produce constant
physical results when approaching the continuum limit. The line in the space of lattice bare quark
masses (1, Mms) parameterized by the gauge coupling, which corresponds to identical physical sit-
uations, is called a line of constant physics (LCP). Despite the fact that we investigate the chiral
limit and hence do not fix the physical conditions, we are nevertheless justified to make use of the
scale setting used for the LCP of the RBC-Bielefeld collaboration:® Although My will take values
different from the physical mass as we vary the quark mass ratio

_ M (5.2.8)

at fixed mg the dependence of Mg on 1y is rather weak. We also take the value of the lattice spacing
from the LCP in order to determine the reduced temperature, which also depends only weak on m;.
We will shorty review the functions r¢/a(3) and roms(3), which specify the LCP.

3 The specific LCP considered by RBC-Bi is defined by two conditions: (1) The mass of the (hypothetical) pseu-
doscalar meson composed of the 5s pair Mg, expressed in units of the Sommer scale 79, is constant. (2) The ratio of
the pseudoscalar mesons Mg/Mx is constant.
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The Sommer scale is defined in terms of the g

slope of the static quark potential [112]:
d 6
r*—Vg(r)| = 1.65, (5.2.9)
dr "o 4l
which is usually given in the Cornell parameter- ol
ization®
Vig(r) = =2 4 o1 4 e (5.2.10) °J
r
. .27
The specific value of the slope at ry is : (r Ve
chosen by convention, but with the in- 0 0 ] Q 15 5 oy 3

tention that 79 is an intermediate dis-

tance. The Sommer scale has been Figure 5.4: The static quark potential in units
measured on the lattice by a com- of ry versus the distance r/rg. The lowest curve
bined analysis of the static quark po- combines the potentials for all gauge couplings by
tential together with level splittings in g € [3.15,4.08] and matches them to the string

bottomium spectra [8, 60]. The re- potential Viiring = —7/12r + or which is predicted
cent numerical value is 79 = 0.469(7) from string models. Taken from [24].
fm.

The RBC-Bi collaboration has calculated the static quark potential from smeared Wilson loops
[24], shown in Fig. 5.4, to determine the dimensionless scale parameter 7o = ro/a as a function of
the gauge coupling. The fit ansatz is as follows:

B 1+ e.a?(B) + fra*(B)
— arRy(B)(1 + bra?(B) + cra*(B8) + draS(B))

_ R(p)
Ro(3.4)"

7o(5) a(p) (5.2.11)

i.e. the deviation from the 2-loop 3 function in a gauge coupling region about 3 = 3.4 is captured via
a rational function. We will make use of the parameterization in order to convert the gauge coupling
into the (reduced) temperature.

Even though we have not applied the LCP condition to fix my/ms = 1/10
My in physical units and fixed g in lattice units, we will ar, =13.25(36) | by, =-2.15(12)
shortly review the relation between the lattice quark masses b, = -1.20(09) | ¢, = 1.68(18)
and the gauge coupling as it allows to relate the quark masses ¢r = 0.05(20) | d,, =-0.37(14)
used on different lattice spacings, e.g. those for N, = 4 and dr= 0.40(11) | e, =-2.29(16)
Nt = 8. In order to impose the physical value er = -1.68(10) | fm = 1.83(43)
fr=0.82(08) | gm =-0.36(34)

Mg = \/2M2 — M2 ~ 669MeV, (5.2.12) bl

we require Mgrg = 1.59. The corresponding value of the polynomial ansétze Egs. (5.2.11,
strange quark mass s has to be determined via zero tem- 5.2.14) which establish the LCP.

perature measurements.
Since it is linked to the light quark mass 7, they both depend on the same function Hms7o(3) =

my7o(5). After adjusting the lattice quark masses such that the calculation of pseudoscalar meson
masses Mrro, Mgro and M,ry gives the physical results expected for H = 1/10, the such determined

5.3: Parameters of the

4 The Sommer scale is related to the string tension o, as is evident from the Cornell parameterization Eq. (5.2.10),
(1.65 — aer)/o. The string tension is not the best choice for setting the scale because at large distances the
large fluctuations of the gauge field gives large statistical errors.
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quark masses were fitted [24]. The fit ansatz is based on the tree-level analysis of the anomalous
scaling dimension for the quark mass® [49]

4/9
rufo(B) = m™rg <12ﬁbo> P(3) (5.2.13)

and mgar = 8.0(4) MeV is an RG-invariant mass, which yields mggrro = 0.0190(9). The rational
function

1+ bna2(B) + cmat(8) + dma®(B)
1+ €a2(8) + fma*(B) + gmas(B)

describes the deviation on the lattice from the above scaling. The parameterizations of r9/a(3) and
myTo(F) are shown in Fig. 5.3.

P(p) = (5.2.14)

5.2.3 Chiral Observables on the Lattice
UV-Divergent Contributions to Chiral Observables

The LQCD partition function Eq. (2.1.8) is a function of the quark masses, Z = Z(my, ms), and can
be expanded in even powers of m;, m,. Already a leading order tree-level calculation of the chiral
condensate at finite temperature shows that it contains a UV-divergent contribution on the lattice
which is linear in the quark mass m,. From the partition function for a gas of free fermions in an
infinite volume, one obtains for the free energy

T w/a d3p 1/a d3p E(p)
“logZ~T — L Jog (1 +e E@/T / = E(p) = /p? + m2 2.1
Floxz e [ htor (14 B0/ 4 [TELER pp) =\, (5219)

where the momentum cut-off is provided by the inverse lattice spacing. The first term gives the finite
temperature part which yields the pressure of the ideal fermion gas, whereas the second term yields
the vacuum energy and is divergent in the continuum limit. This also implies a UV-divergent term
in the chiral condensate which is linear in the quark mass, provided a < m, —1.

ved mg
e [ W
:mq(;f) [p /p? _|-m2_m log< (p—i—,/p —I—mg>>]0/ (5.2.16)

. - _ vy My Yr .3
= mil;l<l<1 <w1/1>q’Uv_div— 1 2n)? +4a2mq log a/(4m) (5.2.17)

; o [T dp® E(p) _
<¢¢>q,UV7div = ’/famq/

where vy = 2NNt is the number of degrees of freedom. The logarithmic divergence, which gives rise
to a cubic term, is of course much weaker, hence we concentrate on the quadratic divergence.® Note
that it is the valence quark mass my = m}l’al which enters here. The prefactor of the UV-divergent
constant ¢,y = 3N;/2 is temperature independent.” The expected behavior of the chiral condensate

5 From the RG-equation for the anomalous dimension ~ one obtains

om

a
mq Oa

1 101 5
v(g0) = t=00" +ng" +O(gh), w=2/2n)? = ( <7 - *Nf> .

Hence, the quark mass renormalization at leading order is m) = mPC! (%)

5 There might be additional UV-divergent terms at O (mg).
" The UV-divergence does not depend on the temporal extent of the lattice, Eq. (5.2.15) is also valid at zero
temperature.
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Figure 5.5: Comparison of zero temperature and finite temperature measurements of connected
(left) and disconnected (right) chiral susceptibility. It can be clearly seen that the connected part
contains a UV-divergent constant which is compatible with the predicted behavior ~ a=2 (k ~ —1),
whereas there is no indication for such a constant in the disconnected part. The fit is based on the
243 x 32 lattice.

at finite temperature for the quark flavors ¢ = [, s is then:

) aw cl(T)mé/2 T<T.
(D), (T) = () (T) + c2(Dymg + = 5mg + O (M) +04 4 er(Tymy®  T=T, (5218)
0 T>1T:

where the last term containing Goldstone and critical scaling is only present for the light quark
condensate. Beside the constant ¢y there is also a finite but temperature dependent constant co(7),
which in practice is difficult to discriminate from ¢y .

Based on the chiral Ward identity (see Sec. 3.2.20)

(), = mq/d4rG7r(r) (5.2.19)

the UV-divergent constant c;p/a® can be identified with a contact term of the G (r) correlation
function. The chiral susceptibility then also has an UV-divergent constant

all) 12 T <T,
Cuy 2 _
Xo(T) = e2(T) + -5 +0O (mg) + 0§ <ty 0t T=T. , (5.2.20)
0 T>T,

which shows up mainly in the connected part, as is also conjectured from CPT, see Sec. 4.2.1. This
conjecture can be tested with zero temperature lattice data. In Fig. 5.5 we show by a fit of data
on the (1-flavor) connected susceptibility, that we indeed find the expected behavior: Based on the
simple fit ansatz (without a constant term)

X1 = O) =" (a/r0)*" (5.2.21)

meas

applied to the lattice data on the LCP with H = 1/10 (24 x 32), we obtain % = 2.4(2) and an
exponent k£ = —0.98(3) consistent with the expectation x = —1. The disconnected part shows no
such divergence. The zero temperature measurements of x7°" and dels have a logarithmic quark

mass dependence, which interferes with the value of ¢fn .. Also higher order corrections might
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explain the deviation of cfom from the predicted value ¢y = 1.5. We will however see that this

value is close to the value expected from the chiral extrapolation of the finite temperature connected
susceptibilities.

In order to compare chiral observables obtained for different lattice spacings, multiplicative renor-
malization has to be applied as well. This is achieved by multiplying with the appropriate power of
the quark mass, which eliminates the wave function renormalization factors:

7

T
" —log Z. .2.22
Mq omy 'V 08 (5 )

As the light and strange quark masses are related by the fixed ratio H, we may as well multiply with
the strange quark mass when taking the light quark mass derivative:

o T o T
ZlogZ=ml—— =
e

log Z. 2.2
SH Y 0g (5.2.23)

We introduce the 1-flavor light quark condensate® which we call the Bare Order Parameter:
_ . 1 3
My = =2 (o), = msj\f;*1 (tr M), (5.2.24)

where the temperature prefactor is introduced to obtain a dimensionless quantity. This is viable as
T does not vary much in the critical region around 7. and can be regarded as being constant to first
approximation in the scaling analysis. The full, connected and disconnected susceptibilities of M
are given by

0 .
X = mag Mo = i + i, (5:2.25)
1m? 1
X = X = mANE L (— M), (52:26)
2T 4
is 1 m2 is N 1 — —1\2
i, = 5™ = NG (o M7)?) = (o)) (5227)

where additional factors % have been provided to account for the single flavor. In the scaling analysis,
we will also consider the cumulants

full n i dis i
AM = HXMO _ ml(XlCO_ + X? S) A]dwls = HXMO _ mixgis. (5.2.28)
°T Mo (Yv), " My (vy),

In order to remove the leading order additive UV divergence, we do not rely on the constant ¢y
but introduce the following subtracted order parameters, involving the strange quark condensate or
the connected susceptibility. First we define the Strange Condensate Subtraction:

M, = % <<¢7¢>l _ <W>s> = mgN;% <<terl> - % (tr M;1>> (5.2.29)

ms s

8 The strange quark condensate subtraction considered below requires N; = 1, which is introduced here already for
better comparison of the different order parameters.
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and corresponding susceptibilities

a .
X = ma g = i+ (5:2:30)
2 1 1 1
i = ( G = (0), ) = N () = o (0 ). (521
. 1 . )
i = 1 <X;hs - ::legg> _ m§N£< ( () — (2
S
1 m
T (<tr M7 e MY — (e M) (tr M;1>)>
(5.2.32)
and cumulant
F/full ml( con _ L <¢¢> + xS — Sxfhs)
Ay, = M _ me b2 (5.2.33)

M; <W>z — s (PU),

This subtraction will remove both constants ¢, and c2(T'), so no linear term should be present. The
attribution of the strange quark condensate to the connected susceptibility is due to the fact that
it is a connected diagram. It will also make the cancellation of ¢y to occur within the connected
susceptibility.? Second, we define the Connected Susceptibility Subtraction.:

M= i (), - o™ ) =N (o)~ (et ) (5:230)
and corresponding susceptibilities
il = Mo = X7+ (5:239)
RO { IV [ VY pam
i = 7;3 (50~ 5 [pmri™] ) =t (G (4erni?) = uran )

(M ) — () Ml_2>)> (5.2.37)
and cumulant

g (= i 5 (0),)
M. = - = -
M. (), — myxs°

This subtraction is designed in order to remove only ¢4, but not the whole linear term in My. It
also eliminates the operator <tr Ml_2> completely. The connected part subtraction corresponds to a
lowest order Taylor expansion of the chiral density operator towards the chiral limit:

(W), = (Y1), — myxf" + O (mf). (5.2.39)

9 Note that the definition of the susceptibility for M, as light quark mass derivative does not coincide with the
fluctuation-definition of the susceptibility, but is symmetric w.r.t. m; and ms:

(5.2.38)

uc 1 u is u
Xhr© = ((6Ms)*) = = (mﬁxf ! 2mymax s 4+ mi “) :
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A subtraction of the full susceptibility would correspond to a lowest order Taylor expansion of the
chiral condensate itself:

(V) = (), — muxi™ + O (my7) (5.2.40)

and would also remove the linear term in m; completely. We may denote this order parameter by
M. However, due to the insufficient statistics of x?is we will not make use of it. We have noted
in Sec. 4.3.3 that M; is an order parameter for the chiral transition, but M, is rather an order
parameter for the U (1) restauration. Nevertheless, M, is expected to drop rapidly at Ty, even if it
does not vanish above T¢,. We will assume that M. — My for m; — 0, i.e. we assume that x;°" does

not diverge in the chiral limit with a critical exponent.

Chiral Condensate Measurements

In Fig. 5.6 we show the lattice data on the order parameters M;, i € {0, s, ¢}, as well as the normalized

strange quark condensate
Mg

Mos = ¢ (), - (5.2.41)
for N; = 4. The corridors in this and the following plots were obtained with the Ferrenberg-
Swendsen method. In all three order parameters we observe the characteristic decrease with the
temperature, which becomes more pronounced for smaller quark masses. For the smallest quark
mass H = 1/80, M; is already very close to zero at § = 3.33, whereas it seems to remain finite for
B = 3.28. The critical coupling in the chiral limit is hence to be expected in this interval. Note
that the subtractions strongly effect the data points for large m;, but has only a very small effect on
H = 1/80. Nevertheless, the subtractions will be of importance for the magnetic equation of state.

In Fig. 5.7 My and M, are plotted for N, = 8, FSM in (8 was applied before reweighting in the
quark mass to [ values with ms = 0.24 (5 > 3.515) and ms = 0.29 (5 < 3.495), but not in between.
These observables display similar behavior, although it is more difficult to read off the critical region
here because the window of 3 values defining the critical region is wider. Due to multiplicative and
approximate additive renormalization in My, this observable should be comparable in magnitude for
the two lattice spacings; this is indeed observed, e.g. we find that for H = 1/40, the value M, = 1.3
is reached for N, =4 at § = 3.30 and for N, = 8 at § = 3.515.

In Fig. 5.8 we show the typical distribution of light quark condensate data for various (3 values in
the peak region. In Fig. 5.9 we show the correlation between light and strange quark condensates.
One can clearly see that the correlation is large for H = 1/10, but much smaller for H = 1/80. Also,
the shape of the distribution dependends more on the value of § for the smaller quark masses.

Disconnected and Connected Chiral Susceptibility Measurements

The full susceptibility provides the best signal for a phase transition by the characteristic divergence
of its peak with some power of the light quark mass. For a second order transition, the peaks of
xlfuu for the various masses define the pseudo-critical couplings 3, which characterize the transition
temperature.

The lattice data on the unsubtracted 2-flavor susceptibility 2)&% and its disconnected and con-
nected parts QX(]]B[S(]a 2X3y, are shown both for N; = 4 and N; = 8 in Fig. 5.10 and 5.11. The peak
of the disconnected part is difficult to determine, the statistics may still not be sufficient for the
smallest m;, which leads to the unphysical situation that deis for H = 1/80 peaks at a higher value
of 3 as X?is for H = 1/40. From the expected behavior of the connected and disconnected suscep-
tibility discussed in Sec. 4.3, it is believed that the disconnected part is sufficient to determine the
transition temperature. However, the lattice data show that the connected part also has a strong

quark mass dependence. The fact that the connected part is large in magnitude can be attributed
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Figure 5.6: Chiral Condensates for N, = 4 (1-flavor normalized): for the light quark (top left)
and the strange quark (top right), and with subtractions corresponding to the order parameters Mj
(bottom left) and M, (bottom right) defined in Eq. (5.2.29, 5.2.34). Full symbols have 7 = 0.065,
empty symbols are from the LCP. The volume dependence for H = 1/40 on the lattices 163 x 4 and
323 x 4 is small.
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Figure 5.7: Chiral Condensates for N, = 8 (1-flavor normalized) for the light quark, without

subtraction (M, left) and with subtraction (Mj, right). Data in this plot are not reweighted, for
reweighted data see Fig. 5.1.

83



5.2. PRELIMINARIES
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Figure 5.8: Histograms of the chiral condensate for N = 4 with H = 1/80 and for N, = 8 with
H =1/20.
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Figure 5.9: Correlation between light quark and strange quark condensate fluctuations, for H =
1/80 (left) and H = 1/20 (center) for two beta values below (§ = 3.28) and above (5 = 3.32) the
critical temperature. The covariance (right) decreases in the chiral limit.

to the UV-divergent constant, for one flavor given by

/\

1)

AN = N = | G = 1:0224 Nr=4 (5.2.42)
&) = 35389 N, =8

which in both cases is small enough such that after subtraction the connected susceptibilities remain
positive for H < 1. However, for N, = 4 and m; > mg, the 2-flavor connected part drops below the
value of 2658. This might be due to additional quark mass dependences such as a cubic term. Also,
the contribution of 265{83 to the N; = 8 connected part seems to be underestimated. Due to these
uncertainties, it is not a save strategy to subtract this constant for additive renormalization of chiral
observables.

The large quark mass dependence of x7°" is however not really understood. The standard scenario
is that x7°" does not contribute to the full susceptibility in the chiral limit as ms; > 0 for all

temperatures. The lattice data shown in Fig. 5.10 however do not support this picture. In order to

quantify the relative divergence of xj°" and Xd‘S we have plotted the ratio
con _ Xi0_— 2" (5.2.43)
dis — Xdls 4Xdls ’ 4.

where the subtraction shall remove the UV-divergence. Note that this ratio does not require mul-
tiplicative renormalization and can be readily compared for different lattice spacings, see Fig. 5.12.
We observe that the ratio R3S;' remains finite at temperatures below the peak region and even grows
above the peak region. We note that the same qualitative behavior is found if ¢y is subtracted
instead the strange quark susceptibilities. The observation that RS is constant below 3. can be at-
tributed to the presence of Goldstone modes in the connected part, as will be discussed in Sec. 5.3.2.
Unexpectedly, this behavior extends into the peak region, and we find R{ (Bpe) ~ 0.5 for N = 4
and R(Cfl’sn(ﬁpc) ~ 1.0 for N; = 8. At least in the mass range considered, we have no indication that
R$™ ~ m?2/m? tends to zero in the chiral limit.

One might speculate whether this finding is due to lattice artifacts or is of physical origin. It is
at least conceptually possible that the strong divergence of x7°" is related to the effective restoration
of the Ua (1) symmetry, as explained in Sec. 4.3. One expects m, = ms above the Ua(1) transition
temperature Ty, (1)-

The mixed susceptibility X?;S ~ 1/m? is not bounded but develops a sharp peak at T, almost
as strong as deis. This can be understood via the corresponding scalar propagator, see Eq. (4.3.14).

However, the ratio & /x{s = M2 /M2 "con Seems to vanish in the chiral limit, as can be seen in
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Figure 5.10: Comparison of (2-flavor normalized) chiral susceptibilities 2)&}180 (top) and 2x57

(bottom) for N; = 4 (left) and N, = 8 (right): the disconnected susceptibility (top) develops a
sharp peak. The connected susceptibility (bottom) develops a broader peak at a somewhat higher

(N;)

temperature. Nevertheless, the quark mass dependence is strong. The value of 2¢;,,

by the dotted line.
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Figure 5.11: Full chiral susceptibility 2xas, (2-flavor normalized) for N, = 4 (left) and N, = 8
(right). Note that the peak positions are shifted slightly as compared to x?is due to the contribution
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Fig. 5.13. This could also be a signal for Ux (1) restauration. But it may as well be that the ratio
saturates above zero, We conclude that we have no strong indication for the scenario Ty, (1) = Tc in
the chiral limit.

Even if Tty (1) > T¢ remains true in the chiral limit', the connected part is nevertheless indispens-
able for the scaling analysis based on results for finite quark masses. For example, the connected part
seems to be an integral part of the definition of the cumulant Apy,, Eq. (5.2.28). Only this definition
exhibits the feature that it is monotonically increasing, from 0 at low temperatures to 1 at high
temperatures, as can be derived from the scaling laws, Sec. 3.3.2. This behavior is indeed observed
for Apy,, see Fig. 5.14, but ch}}[i’) in contrast drops down again above the critical temperature.
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Figure 5.12: Ratio of connected and disconnected susceptibility R$Y for N = 4 (left) and N, =8
(right).

Finite Size Effects and Thermodynamic Limit

Before we will persue the scaling analysis, we show evidence that for all quark masses down to
my/ms = 1/80 the chiral observables do not show strong finite size effects (FSE). The lattice volumes
are chosen such that the thermodynamic limit is well under control: For the smallest quark mass, we
find My 5N, ~ 3, i.e. the pion correlation length fits well on the lattice. In Fig. 5.15 we show that
the chiral condensate and the full susceptibility for H = 1/40 only exhibit small FSE of O (V‘l).
The proportionality factors of these FSE are temperature dependent: above T¢, the thermal mass of
the pion reduces the pion correlation length, reducing the O (V‘l) term. The data sets for N, = 16
and N, = 32 are almost indistinguishable. Only x;°" exhibits considerable finite size effects below
Bpe (see Fig. 5.2), which does however not drastically effect x"!. We conclude that for H > 1/40
the thermodynamic limit is almost reached for N, = 16. We also analyzed FSE for H = 1/80 and

found that N, = 32 is sufficiently large to determine chiral observables.

5.2.4 Determination of (.

Since we expect that m{ = 0, finite size scaling (F'SS) according to Eq. (3.3.34) is not applicable.
However, close to the chiral limit we would expect to find subleading corrections to FSS. Unfor-
tunately we do not have enough lattice volumes to perform a detailed FSS analysis. Also, new
critical exponents would enter for the subleading corrections, which would complicate the situation

10 For physical quark masses, lattice data clearly support that Ty A (1) is effectively restored above the chiral transition
temperature. For example, the RBC-BIi collaboration [83] observed splittings between the screening masses of the scalar
and pseudoscalar channels which are substantial at least up to Ty A(l) = 1.2T..
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Figure 5.15: Finite size effects for N, = 4, m;/ms = 1/40, which are of O (1/V). The 323 x 4 is
close enough to the infinite volume limit.

greatly. Nevertheless, we have shown that our lattice volumes are large enough to determine the
pseudo-critical couplings Gy directly.

Susceptibility Peaks and Inflection Point

In this section, we calculate the various pseudo-critical lines from the pseudo-critical couplings of the
chiral observables, as well as from the inflection point of the chiral condensate. For a second order
transition at some light quark mass mj, the peak locations define the pseudo-critical couplings 3¢
which are characterized by

ﬁpc — B = C(ml - mlc)l/ﬁéa (5.2.44)

because to leading order the reduced temperature is proportional to the coupling, ¢t ~ G — B.. This
amounts to a linear approximation of the function ro/a(3). The above relation also characterizes the

inflection point of the chiral condensate, i.e. the coupling Ii)réﬂ at which the temperature derivative of
(¢Y), known as the thermal susceptibility x; peaks. In the limit m; — mf, we expect ﬁggﬂ — If)‘én,

but due to deviations from scaling, we will not expect them to agree for m; > mj. The peak heights
of the chiral susceptibility Xf““ and the thermal susceptibility x; at B, are governed by two distinct
scaling relations:

full

Xl,max = Cm(ml - mlc)l/(s_lv

Xtmax = cy(my — myf)P=1/2 (5.2.45)
We will eventually see that we have no evidence that m{ # 0, hence we expect to find O(N) rather than

Z(2) critical exponents. The statistics of the QCD lattice data is however not sufficient to determine
the critical exponents directly. In this section, we will assume O(2) critical exponents, 1/35 = 0.599.
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We also expect that lattice artifacts will effect the value of the pseudo-critical couplings. In order to
obtain T¢ in the chiral limit, the RBC-Bi collaboration made use of the fit ansatz

(Tper0 )i e Ne = (Ter0)0.ma.00 + A(Miy 570)%° + B/N?, (5.2.46)

also incorporating a term B/N? which accounts for cut-off effects of O (a?). The RBC-Bi analysis
of the transition temperature for physical masses, which appeared in Cheng et. al. (2006) [23], was
based on N; = 4 and N, = 6 lattices. They calculated the pseudo-critical couplings for the Polyakov
loop susceptibility, the light and the strange quark susceptibility. The coefficients in Eq. (5.2.46)
were determined to be A = 0.041(5), B = 0.34(9).

Our collaboration has generated more data in the critical region since then: in particular the
N, = 4 data for the small masses H = 1/40,1/80 and the N, = 8 data. Based on these data, we
consider here the couplings for the full, disconnected, connected and mixed susceptibility If,ucu, g(i:s,
B Ir)’lcix separately. We have also determined the inflection point of the chiral condensate Ii)ncﬂ
by fitting the Ferrenberg-Swendson interpolated chiral condensate data in the pseudo-critical region.
The fits are based on polynomials P((3) of various degrees up to six, the inflection point is obtained
by the determination of the root of the second derivative P” (ﬂgéﬂ) = 0. Errors have been obtained
by quantifying the variation of the result with the degree of P.

In order to compare our chiral extrapolation with the one of Cheng et. al. we have used a similar
ansatz

(Tper0)ringie,Ny = (Te70)0,ma 00 + An, HYP + B/N?2. (5.2.47)

where My 57 is replaced by H due to the lack of zero temperature measurements. For the same
reason we will not attempt a continuum extrapolation although the ansatz contains a 1/N? term for
compatibility. The new fit parameters are related via A N, = A(Mgro)?/%. We fit the N, = 4 and
N, = 8 data separately to compare Ay with Ag, because the corresponding values mg = msa might
differ slightly for both lattice spacings.

N, 1 my gés gélx ;2n ﬁ]f)léll Il;(llﬂ
4 0.065 0.026 3.3375(5)  3.3375(5) 3.3775(5)  3.3377(6)  3.3410(41)
0.013 3.3158(19) 3.3156(14) 3.3392(10)  3.3284(62)  3.3177(48)
0.0065 3.3141(3)  3.3138(2)  3.3367(4) 3.3153(212) 3.3175(18)
0.00325 | 3.3060(13) 3.3056(9) 3.3277(6)  3.3146(28)  3.3070(6)
(163) 0.001625 | 3.3025(8)  3.3012(7)  3.3204(3)  3.3034(19)  3.3022(30)
(32%)  0.001625 | 3.3030(9)  3.3028(14) - 3.3031(6)  3.3019(2)
0.0008125 | 3.3076(6)  3.3072(8)  3.3183(8)  3.3083(4)  3.3043(53)
extrapolation 7y, — 0 | 3.2051(24) 3.2940(35) 3.3107(27)  3.2909(28)  3.2921(12)
8 0024 0.0048 3.5213(3) 3.5211(3) 3.5393(120) 3.5204(9)  3.5387(1)
0.0024 3.5311(41) 3.5306(59) 3.5449(135) 3.5387(4)  3.5258(3)
0.0012 3.5425(50) - 3.5554(5) 3.5540(27)  3.5242(1)
extrapolation 7, — 0 | 3.5042(10) 3.5024(0)  3.5261(10)  3.5093(7)  3.5128(2)

Table 5.4: The pseudo-critical couplings from various susceptibilities for physical strange quark
mass.

The pseudo-critical couplings are plotted in Fig. 5.16 from the values given in Tab. 5.4. They
have been obtained from FSM, errors were obtained by combining Jackknife with FSM. We have
not included the data for H = 1/80 because the statistics is not sufficient to rely on FSM. The peak
positions (. for H = 1/80 are clearly too large as they are even larger then the peak positions for
H = 1/40. Note that we converted the couplings (. into the pseudo-critical temperature T},cr9 by
making use of the rational function r/a(3) given in Eq. (5.2.11) before the chiral extrapolation as
required according to Eq. (5.2.47), because the region of couplings considered is too large to rely on
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a linear approximation of the function r¢/a((3). This is not to be understood as a statement about
the physical temperature, as we lack a physical scale as given from pion mass measurements. The
results of the chiral extrapolation are given in Tab. 5.4 and 5.5. We observe that the extrapolations
of Bpc for Xd‘S and Xi.s dis 4o not coincide with the extrapolation for Xfun, which can be attributed to

the contribution of xj°". The connected part peaks at larger values of 3 as compared to Xfis for all
considered quark masses. As a consequence, [Fp’" > gés seems to remain valid even in the chiral
limit. This might be an indication that ;" does not contribute to critical scaling as expected in
the standard scenario. However, it is remarkable that 5" also scales according to O(2) critical
exponents.

Based on S(ijs and ﬁfuu we identify the critical region in the chiral limit for N, = 4 around
3.29 < B, = 3.30 and for N, = 4 around 3.50 < [, = 3.51. We also give the fit coefficients
A N, and observe that Ag is substantially larger than Ay (for all By apart from B52") which might
indicate that the pseudo-critical line might become steeper on finer lattices. We expect A N, to be
comparable to the constant A(MsT'())Q/ 8% — 0.072(8) obtained from Cheng et. al., which is in good
agreement with A4, but not with Ag. The ratio for the full susceptibility is Ag / A4 ~ 1.4 and for the
disconnected susceptibility Ag / Ay ~1.9. For completeness we note that the parameter B is of the
order 0.5 < B < 1.0 which is larger than what was determined by Cheng et. al. from N, = 4 and
6 lattices. In the chiral limit we then obtain the critical temperatures (Tcro)om,,n, for N =4 and
N, = 8 which are summarized in Tab. 5.5 and depicted in 5.17.

We have also analyzed the peak maxima of the full, disconnected, connected and mixed suscep-
tibilities, which are expected to scale according to Eq. (5.2.45). We have obtained the maxima not
by FSM, but by fitting a Breit-Wigner form in the peak region.'’ We choose the fit ansatz

COH

(XL mac)i i N> = by, H™ + cly, (5.2.48)

with ¢ € {full, dis, con, mix}. We have performed two fits, the first with fixed exponent k = 1/§ — 1
(both for N; = 4 and N, = 8), the second with a free exponent as a third fit parameter (only

1 Another method sometimes applied to obtain a peak maximum estimate is to fit inverse parabola. Note that the
susceptibility peaks are not symmetric, hence this method can not be used to fit the entire shape.

B Thel B T,
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3.33 ! 0.47
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331 . 0.45
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3.3 connected —a— connected ---@ -
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Figure 5.16: Pseudo-critical couplings and temperatures for N, = 4 (left) and N, = 8 (right),
plotted over (m;/m,)Y/#°. Linear fits allow to extract (. for the full and disconnected susceptibility.
Triangles are for N, = 16 lattices, bullets are for N, = 32. Empty symbols are not fitted. The
resulting 3. are listed in Tab. 5.4. The results of Tab. 5.5 were obtained by similar fits on a linear
scale for T'rg instead the linear scale in 3 shown here.
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for N; = 4). We have included all masses H < 1/10 but not smaller masses because we observe
scaling deviations for H = 1/5, as we have also seen for the pseudo-critical couplings. The fit results
are shown in Tab. 5.6 and in Fig. 5.18. The connected part and the mixed susceptibility are not
necessarily expected to scale with a critical exponent, but in both cases we find consistency with the
O(2) exponent. In fact, the connected part shows even stronger divergence than the disconnected
part in the free fit. The amplitude of the divergent term is given by the coefficient aﬁvT. It is very
remarkable that a§°" < a$®, but a$® > a$®. The disconnected maximum seems to decrease, whereas
the connected maximum seems to increase as one goes to finer lattices. On this basis, one should
however not conclude that the connected part diverge stronger than the disconnected part as one
performs the continuum limit: the situation described here might be due to lattice artifacts such as
taste breaking, and might vanish as one includes even smaller masses. It will be interesting to see
whether this tendency persists, as one includes more precise data on H = 1/40 for N, = 8, as the
estimates we have so far do not yet constrain the fits much.

We conclude that the pseudo-critical couplings show scaling behavior consistent with O(2) critical
exponents, and that deviations are due to the insufficient statistics for the very light quark masses,
and small deviations from scaling is apparent for H = 1/5. We expect that the physical point
H = 1/20 is already close to the scaling region. Note that we have not determined the critical
exponent via the scaling relation directly, hence we can not exclude other universality classes yet.

N =4 N, =38
observable (Tcr0)07m574 A4 (Tc?"o)o,ms,s Ag
disconnected | 0.4607(19)  0.064(8) | 0.4215(13)  0.125(7)
mixed 0.4595(27)  0.068(11) | 0.4193 0.136
connected 0.4728(24)  0.099(14) | 0.4487(12)  0.094(3)
full 0.4562(25)  0.104(21) | 0.4279(9)  0.143(2)
inflection 0.4583(10)  0.076(8) | 0.4322(3)  0.083(1)

Table 5.5: Fit parameters T, A N, of the pseudo-critical line. The mixed susceptibility for N, = 8
has no error as for H = 1/5 FSM could not be applied (partially LLNL data).
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044 |

susceptibilitie

0.43 ‘ connected —=a— |

P disconnected :--4---:
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Figure 5.17: Left: Determination of the inflection point via a polynomial fit of the chiral con-
densate. Right: Cut-off dependence of the critical temperatures. We do not attempt a continuum
extrapolation of the critical temperature here, based on only two lattice spacings.
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N, =4 N, = 4 with free k N, =38
observable b c b c K b c
connected 0.75(4) 5.22(56) 1.4(1.1) 3.2(2.9) -0.66(15) | 1.18(10) 9.59(83)
disconnected | 0.93(7) 6.95(75) | 2.2(2.2) 3.5(5.1) -0.61(20) | 0.78(16) 4.63(122)
full 1.54(6) 10.99(70) | 4.9(3.2) 2.6(6.6) -0.56(12) | 1.97(34) 13.90(309)
mixed 0.17(2) 5.43(35) | 0.7(1.6) 4.1(3.1) -0.51(43) | 0.11(6)  3.43(61)

Table 5.6: Fit parameters for the peak maxima of various chiral susceptibilities, for N, = 4 and

N, = 8. For N, = 4 also a fit with a free exponent k is made, which is to be compared with
1/6 —1 = —0.793 for O(2).

110 1/20 1/40 1/80 mymg 1/10 1/20 1/40 1/80 mymg
T T T T T T T T
70 o connected F—a— b g 70 e connected a1
L Ximax | disconnected —=— : L Ximax disconnected —— : : 1
A full L e A full
60 | : ‘ ~ mixed : 5/}’ : ] 60 | : ‘ ~ mixed : : :

151

;(m|/ms)
| L |

15 20 25 30 35

Figure 5.18: Peak Maxima of various chiral susceptibilities for N; = 4 (left) and N, = 8 (right).
Full symbols are included in the fit, according to the ansatz Eq. (5.2.48). Full lines are fitted with
O(2) critical exponents, dotted lines are fits with free exponent x, fit results are given in Tab. 5.6.
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5.3 Goldstone Modes

The next part of the scaling analysis is devoted to the Goldstone effect. After having identified the
critical region in the chiral limit, we expect Goldstone scaling (GS) to appear for 5 < 3.30 (N, = 4)
and 8 < 3.51 (N; = 8). True Goldstone scaling will hold as long as the (pseudo-taste) pion is
massless, which is expected in the chiral limit below T,. If we hit the critical line at a finite light
quark mass, mf(m?hys) # 0 and we find Ising scaling, GS does not contribute to the Z(2) scaling
function, but nevertheless will be present in the chiral limit.

We will look for GS in the chiral condensate and also in the susceptibility, where the singular
behavior manifests as an IR divergence. We will investigate both the connected and disconnected

part since we expect GS in both quantities due to taste violations, as explained in Sec. 4.4.5.

5.3.1 Goldstone Fits for the Chiral Condensate

For the light quark condensate, assuming that pions dominate the quark mass dependence, we choose
the following simplified Goldstone fit ansatz for <¢w> I

f<1/_”/1>l (ml) =a-+ BTI’Lll/2 + ¢my, (531)

or equivalently for the bare order parameter M

Fuy(H) = angy + ba, H? + e, H,  H = # (5.3.2)
S
The parameters apy,, bar,, cr, are temperature dependent coefficients which are fitted for each (8
separately. All fit results are given in the tables in App. C.2. We also included a cubic term ~ H? in
the above fit ansatz, but the 3-parameter fit already captures the quark mass dependence very well,
and although the fits further improve by introducing a fourth parameter, the systematics is not well
under control due to cancellations between the linear and the cubic coefficient, which have opposite
signs and may become arbitrarily large. Hence we decided not to discuss them in this section.
In order to obtain a fit ansatz for M, we need an ansatz for the strange quark condensate as well.
Inspired by the replacement of the pion mode by a kaon mode, we make the ansatz

Fuato,(H) = angy,, + iy, /1/2+ H/2 4 e H. (5.3.3)

However, let us assume for the moment that there is no light quark mass dependence in the strange
quark condensate, which results in the following expectation for My s:

MO,s(H = 1) = Mo(H = 1) = fMO,s(H) ~ fMO,s (H = 1) =am, + bMo + CuMyg,s (5.3.4)

i.e. the strange quark condensate is assumed to be determined by the sum of the light quark coeffi-
cients. This results in the following fit ansatz for the strange subtracted order parameters:

fMS(H) :aMS—I—bMSHl/Z—i—(cMS — ap, —bMS)H, CM, LO,CLMS ;aMO, bMS ;bMO, (5.3.5)

where the claimed identities rely on the assumption we made. The coefficient cps, is expected to
vanish. Only if the prefactor of the linear terms of the light and strange quark condensate differ
cu, is non-zero. Indeed it turns out that cps, is consistent with zero (see top at Fig. 5.19), hence
there seems to be no genuine linear term in M. To ensure that the fit ansatz for M, is a good
approximation, we also fitted the strange quark condensate with the ansatz Eq. (5.3.3). We find
that this ansatz describes the small light quark mass dependence of the strange condensate data very
well, see center of Fig. 5.19. We expect that

FMO(H = 1) ~ fMo,s(H = 1) — ay, + bMo + cp = QMo + bMo,s + CMo. s+ (536)
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Figure 5.19: Goldstone fits of the renormalized chiral condensates My (top) and M s (center) for
N, =4, and My for N; = 8 (bottom). The fit coefficients are shown on the right and compared to
the fits of M, and M,. The ratio b/ a®/? is fitted for My as explained in the text. For the fit ansétze
see Egs. (5.3.4),(5.3.5),(5.3.7),(5.3.3).
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Figure 5.20: Goldstone fit of the strange subtracted order parameter M (left) and the connected
subtracted order parameter M. for N = 4. For fit coeflicients see Fig. 5.19 and Tab. C.5.

This is indeed found: In Fig. 5.19 (center) the sum of the fit coefficients of My given by Far, (H = 1)
is indicated by the horizontal lines, which agrees well with the value of the strange quark condensate
at H = 1.

It follows that the approximation in Eq. (5.3.5) is satisfactory in two limits: (1) in the chiral limit
H — 0, where Mj s deviates from the constant Fjs, (H = 1), but does not contribute to M, and
(2) in the limit H — 1, where we find My, indeed to be almost constant and M, drops to zero.
The ansatz for M, shown on the left in Fig. 5.20 interpolates between these well-behaved limits for
intermediate values of H in an acceptable way, as becomes clear when comparing the fit coefficients of
My and M. We conclude that the physical strange quark mass is in the reach of chiral perturbation
theory.

The fit ansatz of the order parameter M. with the connected part subtraction

|
fMC(H) = ap, + b]\/[cffll/2 + CMCH, apr. ; CLMO, bMC S bMO, CM,. ; (CMO — CWmE/TéL) (537)

is justified by the assumption that in the continuum limit, by;, = by, as there are no Goldstone
modes present in the connected part.

We will now discuss they physical significance of the fit coefficients in detail:

(a) The fit coefficient a = <1ZJ1/J>0 gives the chiral condensate in the chiral limit, which also deter-
mines the limit of all order parameters M;:

_ . _ . _ . _ T 4 = 4
a= Ilrlino My = 151510 M, = Il{lI_I}O M. = mg <¢w>0 /T, a=amsN;. (5.3.8)
Hence we expect to recover the same fit parameter a for all order parameters, see Fig. 5.19.

Above the critical coupling 8., a becomes negative, which is not unexpected because the GS
fit ansatz breaks down here.

(b) The fit coefficient b is the prefactor of the Goldstone term and becomes large at .. If we assume
that a three-dimensional Goldstone ansatz as given in Eq. (3.2.13) is valid in the vicinity of
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the chiral transition, and this term is linear in temperature, as shown in Eq. (4.2.67), we may
write:

. NV
(Y, (T, mi) = (), (T) (1+TNf2 — 1 (i), (D) >+O<mz>,

8 F(T)
_— 5 - Him, 1/2
Moy = =5 (¥4 (T) (1 + TNfSW ! (<W>°PE§()T) ) ) +0(H),
ms , + mg NZ -1 @Z_H;Z} (T)Sms 2
a=gi (WM b= - >(}?§(T) L
2 3
—  bla®? = Nfgﬂ ! FOST(T)’ (5.3.9)

where <1Z¢>0 (T) = <zﬁ¢>l (t,h = 0) ~ |t|® is the chiral condensate in the chiral limit. With
T ~ T, being a proportionality constant, we expect the ratio b/a®? ~ 1/ F$ to diverge when
approaching T, because Fy ~ [t|” /2 on the coexistence line below T, (in an effectively three
dimensional system) such that Fj vanishes in this limit. In fact, this behavior can be derived
from the Goldstone prefactor of the scaling function, as given in Eq. (3.3.19). Re-expressed in
the reduced scaling variables h, ¢ which we will discuss in detail in the next section, we have

a=t, b= [t|?0-0/2gg,n "/ (5.3.10)
—  b/a¥? = |t PO 285, = e 72, (5.3.11)
because 3(0 + 1) = dv and we consider the d = 3 O(2) CFy Be
scaling function. Hence we indeed find the correct scaling 0.0354(21) 3.3023(11)
of the pion decay constant and are even in the position to 0.0491(55)  3.3023(12)
determine its value from the normalization constants of the 0.0210(26) 3.3015(19)

scaling variables. A preliminary result of the fit for N, = 4
is given in Tab. 5.7. For N, = 8 we were not able to ex- Table 5.7: Fit results for
tract fit parameters, due to th mass gap in the critical region. the ratio b/ a3? = ¢ 7o (Be —
B)SV/2~
We noted that the Goldstone prefactor of M. should coincide with that of M in the continuum
limit. On coarse lattice we expect by, < bpg,, which is indeed found, see top of Fig. 5.19. If the
prediction of SYPT is correct and the disconnected and connected part should have the same
Goldstone prefactor, then we expect by, = 3/4byy, (subtracting the full susceptibility would
yield by, = 1/2byy,, an extra factor 1/2 is provided by the derivative of the square root.) We
find however, that not the ratio is constant (for the two smallest 3 values we find by, /bag, >~ 0.65
for N; = 4 and by, /bag, ~ 0.45 for N = 8), but the difference beon = bas, — bar.is constant
in the whole 8 range. We find beon, = 1.04(2) for N; = 4 and beon = 1.20(11) for N, = 8.
The reason for this may be that the connected Goldstone prefactor is much less temperature
dependent than the disconnected part as it will not contribute to the critical behavior at T,
and beon/ a%f is not expected to diverge with exponent 3v/2 if the connected part does not
contribute to the scaling function.

(c) The fit coefficient ¢ parameterizes the sum of both the physical and unphysical (UV-divergent)
linear quark mass dependence. In Fig. 5.19 one can clearly see that the subtracted order
parameter M, has a strongly reduced linear term, as expected, whereas the parameter ¢ of
M, is only shifted w.r.t My and is only zero at § = 3.28. The UV divergence in M, may
be removed, but not the complete linear term. It is plotted on the right in Fig. 5.20. If the
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UV-divergence is the dominant part of the linear term, then we expect that the difference of
the fit coefficients cpy, ~ (co(T) + cpp)m?2/T* and cpy, ~ (co(T))m2/T* is approximately the
value of E%T). We find that the difference is almost the same over the whole 3 range and we
determined its value cpy, — cpr, = 0.32(2) for N; = 4 and and cpy, — cpr, = 3.38(9) for N, = 8.
It is not clear what the origin of this large discrepancy is. The fact that both coefficient cxy,
and cyps, drop rapidly with temperature is most likely a fit artifact, as the fit ansétze are not

able to capture critical scaling.

The Goldstone fits for the N, = 8 data are less satisfactory. Note that we have not reweighted
the data in the Goldstone region to the bare strange mass ms; = 0.024, but left it at ms; = 0.029,
because reweighting introduces further uncertainties. This may explain why a gap in all fit coefficients
appears. In the Goldstone region, where My is still large, the fit branches do not show the typical
proportionality ~ mll/ 2, but they are slightly deformed, indicating a large linear term ~ m;. This is
also apparent by comparing the fit parameters by, and cpy,. It is not clear whether this behavior
persists if further data for smaller quark masses were available. If one corrects for the apparent defect
in N; = 8 when comparing the fit parameters of My for N; = 4 and N, = 8, both ays, and by,
are compatible. ¢y, is less compatible, and it is still not possible to identify the two contributions
C(T) = Cphys(T) + cyy-

5.3.2 Goldstone Fits for the Chiral Susceptibilities
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Figure 5.21: Chiral susceptibilities rescaled with a factor (m;/ms)'/? such that Goldstone scaling

is apparent from the overlap of the data. Disconnected part (left bottom) and connected part, from
which @(;g was subtracted before rescaling (left top), or the strange connected part (center top),
which takes a very similar value as 652 (center bottom). Goldstone scaling is also seen for the
N, = 8 disconnected and connected parts (right).

A first evidence for Goldstone scaling in both susceptibilities is obtained by multiplying deis and
X5 — Eg\\f) with a factor (m;/ms)'/? and identify the region where the data for intermediate and
small quark masses overlap. This is shown in Fig. 5.21. Indeed, the subtraction of ¢zp, is sufficient to

establish GS in xj°", only the connected part of the lattice 162 x 4, H = 1/40 is ill-behaved as it has
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substantial finite size effects. We emphasize that GS in x7°" is a lattice artifact and results from taste
breaking. The difference xj°" — x(°" is expected to be free of a UV-divergent term, multiplied with
(my/m)'/? it also exhibits GS. The disconnected susceptibility shows GS for 8 < f., and remarkably
it does not show critical scaling ~ mll/ o1 along the pseudocritical line. The interference with GS
might explain why it is difficult to observe critical scaling. Also, the statistics becomes poor as we
approach the chiral limit, hence the data are not conclusive on this issue. We have argued that GS
is part of the scaling function, but for intermediate masses GS dominates for T' < T, and only in
the chiral limit one might clearly observe critical scaling.

The fits for the susceptibilities, shown in Fig. 5.22, are derived from the ansétze for the conden-
sates. They are the derivatives and hence the fit-coefficients of the full susceptibilities x s, should be
comparable to those of the order parameters M;:

) 1 -

Gxnsy (H) = 5 Fatg (H) = Sbyy H Y2 4 s (5.3.12)
) 1 B

Grrs, (H) = 5 Faa, (H) = Sbyy, H Y2 —ay = by, (5.3.13)
) 1 -

gXMc (H) = aiH}—Mc(H) = §bXMcH 12 + Cxare - (5.3.14)

Note that the fit parameters ayz, and aps, drop out, and we also remove cpy,, as it is expected
and found to be zero. Hence we are left with 2-parameter fits. One should not expect them to be
extraordinarily good, but if we introduced an additional quadratic term (corresponding to a cubic
term in M;), at this stage we would not be in the position to compare the Goldstone prefactors with
those of the condensate. The connected and disconnected parts of xar, @ € {0, s, c}, as defined in
Egs. (5.2.25), (5.2.30), (5.2.35), are fitted with the same ansatz as the full susceptibility. We expect
to find for ¢ € {0,s,c} and j € {0, c}:

! ! ! ! ! !
Gar, = O gy = O Dan = b H b =i car = egp Fegy = om;e (5:3.15)

Indeed we find qualitatively similar behavior when comparing the fit coefficients. Omne can also

see how the coeflicients of the full susceptibility are composed of the sum of the coefficients of its

disconnected and connected part. Note that the disconnected coefficient ¢, ,,, has a much smaller
0

(indeed negative) value, as compared to the connected coefficient ¢y, .., which is somewhat lower
0

than the expected value 653 = 1.6224.

Comparing the Goldstone fit coefficient of the disconnected and connected parts yields that b Mis
is about twice as large as bpjcon, which seems to contradict our prediction that on a coarse lattice
they should be equal. However, at this stage we have not included taste violations in the fit. Both
baggen, b Mdis might still be sensitive to pseudo-Goldstone boson in other taste-channels in the mass
range considered, or the constant term is interfering. In contrast, byais and byscon are similar in
magnitude, which may be an improvement due to elimination of all constants coming from the linear
term. We also find that bpscon does not show any GS, which is expected as it does not contain the
usual connected susceptibility (see the definition Eq. (5.2.35)).
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Figure 5.22: Comparison of fit coefficients for the susceptibilities (N, = 4). On the left we show
the 2=parameter fits for the connected and disconnected susceptibilities, on the right the results for
the parameters are displayed, for My (top), My (center) and M. (bottom). The normalization allows
direct comparison between the coefficients of the full susceptibilities and those of the condensates,

Fig. 5.19.

The Goldstone analysis of the N, = 8 susceptibility
data suffers from the very limited mass range. The
fits are not as well under control, hence we will not
discuss them here in detail. One can see that the fit
results for xaz shown in Fig. 5.23 are comparable to
those of N, = 4 and with the N, = 8 condensate fits.

Remarkably, the constant ¢y, con =~ 4.2 is close to the
0
expected value &®) 3.539, and we find by | con =~ bXMdlis
0 0
across the whole 3 region.
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5.3.3 Estimate of Taste Breaking Effects in Chiral Observables

We have shown in the previous section that
the Goldstone prefactors from the simplistic fit
ansatz Eq. (5.3.2) already allows a physical in-
terpretation. It might be useful to investigate,
whether SyPT also gives reasonable predictions
at finite temperature. In particular we want to
understand how Goldstone modes in the con-
nected susceptibility begin to cancel and even-
tually vanish in the continuum limit. Since the
statistical errors of the connected susceptibil- 1.5

3.2850

3.2900 7]
ity are quite small, we attempt to estimate by 3.2950 A
a joint fit ansatz the magnitude of taste split- L 3.3000 ]
J g pl 3.3025 + A
tings. 0.5 ggg?g A
We also expect contributions from other (m|/ms)1/2 373100 4
heavy modes such as kaons and the eta. They 0 ' ' ' : : :

C . A 2 . A4 . .
are hard to discriminate from taste breaking, 0 0 0 03 0 0.5 06

as they both show up as additional constants Figure 5.24: Goldstone multibranch fit for chi-
within the square root of the GMOR expres- ral condensate and connected /disconnected suscep-
sion for the pseudoscalar meson masses, e.g. tibility, including an effective taste splitting A. The
Mg ~VH+1, My ~+/H+ Awa?/mg. Only  full susceptibility is indicated as small arrows, vi-
by a comparison of lattices with different lat- sualized as the derivative.

tice spacings one can hope to distinguish those

constants independent of the lattice spacing from the taste splittings ~ a?. This will be attempted
in the next section. Here we will perform a simpler fit, neglecting the other pseudoscalar mesons for
the moment, and discuss only N, = 4.

It is impossible to fit all parameters which arise in the chiral condensate and the bubble term
expressions for the susceptibilities according to SyPT. However, by assuming that in all taste channels
apart from ¢ = P the taste violations are of the same magnitude, A; = Ag for t =1, V, A, T, and
assuming that hairpin diagrams in the I,V,A channels do not play a major role, one can make use
of the following effective parameterization of taste violations which can be fitted to our data. Only
taking the pion modes into account, the corresponding ansétze for the light chiral condensate and
the chiral susceptibilities are

s, (H, ) = b(B) [1H1/2+ ((H+A)1/2 AW)] +,¢(BH (5.3.16)

(B)+ 12 12
b(B) [1

My (H, ) = =5~ _EH*”2 + ﬁ ( H+A) 1/2) +e(B), (5.3.17)

Mg (HB) = (Qm _214H—1/2 + ;i ( (H +A) 1/2) + c85(p), (5.3.18)
b(B) [ 1

Mysen (H) = (2@ ﬂH—l/2 % ( (H +A) 1/2) + " (B), (5.3.19)

where A = Acga®/M32. The subtraction of VA in Eq. (5.3.16) ensures that the value of a, i.e. the
chiral condensate in the chiral limit, is not affected by the value of A. If A = 0, we recover the
former fit ansatz, valid in the continuum limit. The coefficient zpg = 1/12 is the weight for the true
Goldstone boson in the pseudoscalar taste channel, and zxpg = 11/12 is the weight for all the other
taste channels. They are fixed by the relations zpg + zxps = 1 and zpg : znps = 1 : 11, as discussed
in Sec. 4.4.5. We performed a multibranch fit, i.e. a joint fit of the condensate and susceptibility
data. The result for the condensate is shown in Fig. 5.3.3. Note that in contrast to the previous fits,
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5.3. GOLDSTONE MODES

the same b is fitted in all chiral observables, and only ¢ = ¢ + ¢ is additive. From the fit we

obtain A = 0.3(1), which translates to Acga®? = 200(70) MeV on the N, = 4 lattice. This should
correspond to the average pion mass on this coarse lattice in the chiral limit. We expect that for
N, = 8 this additional unphysical mass term is reduced by a factor 4.

5.3.4 SxPT Fits of Chiral Observables

We now turn to the more refined full SyPT fit which includes kaon and eta modes, as they also
contribute to the quark mass dependence of chiral observables. We have performed a joint fit of the
chiral observables, Mo, xj7 ch}z,so and Mo s, X?\%l , XCJ}Z,S() for both N, =4 and N, = 8. According to
the results of SYPT, Sec. 4.4.5, which are summarized in Tab. 4.3, the fit ansétze for the condensates

are

Faty (H, ) = al) {1 L b(p) (4:@(H> 9T (H) — I (H) + 1In(H>> } ,

3
FEUDEE + )+ KD (5320)
Fito, (1,8) = a(0) {1+ u(8) (YT, (1) 4 2T5c(01) ~ T + 37,001 ) |
+ K1y(B)(2H + 1) + Ko y(5), (5.3.21)

and for the susceptibilities they are

gxcon(H B) = a(B)b(B) <27;’7F(H) + Tiere(H) — 27, _(H) + 2L’m(hr)) + Kq,(8) + K3H, (5.3.22)

2 3
B)b(5 / , 1_, , 1
G (1.9) = ") (T (1) 4 G0 1) = (T2 () + Ty 1)) + K(9) = Rl

(5.3.23)
Gy, (1,0) = 5 (T (1) + Tisli) ~ ATGo () 4 350 ) 4+ K, (5320
G, (#1.0) = 0 (Tystt) + 225(h) = T, () + (1) + Kr(0), (6329

where the functions 7p(H),7j(H) and Zp(H),Zp(H) are defined as follows:
Tp(H) = 1716 Z2(H) + 1—2 ( MA(H) + A - \/Z> : (5.3.26)

— 1/16 15/16
Tho(H) = 31+ Vil \/M2 F —. (5.3.27)
1
Tp(H) = \/M2(H) + A, T, (5.3.28)
" " I ralll \/M2 +AI+\/M2 )+ Ar

M.(H)=VH, Mg(H)=+/(H+1)/2, M,(H)=+/(H+2)/3. (5.3.29)

All observables are 1-flavor normalized. The terms 7p and 7}, sum over all taste channels, whereas
Zp and ZIpp are only the iso-singlet contribution which results from the partial fraction expansion
of the disconnected meson propagators, as discussed in Sec. 4.4.5. In this fit ansatz we assume that
in the Goldstone region, all modes fipy, fipg: with P,Q € {m, K,n} as defined in Eq. (4.4.39) are
essentially of the form

fips ~ TMpy, fipo: ~ T/ (Mpy + Mg,), (5.3.30)

102



5.3. GOLDSTONE MODES

B a Ky Ky K, Ky,

b s
3.2800 | 1.66(3) 2.40(20)  -3.21(23) -1.56(33) 3.00(22) 1.73(30) f-indep. coeffs.
3.2850 | 1.45(4) 3.19(31)  -3.76(30) -2.13(41) 3.44(28)  2.12(36) bs | 0.31(2)
3.2900 | 1.05(3) 5.14(42)  -4.34(30) -2.86(41) 3.98(28) 2.61(36) Al 0.28(3)
3.4800 | 3.70(8)  0.77(7) KN 0.27(9)
3.4900 | 3.19(7)  0.90(8) p -3.52(27) 7.57(36) 3.72(23) -1.93(31) || K™= | 2.60(22)
3.4950 | 2.96(8)  0.98(9)

Table 5.8: Fit results for multibranch fit of all pseudoscalar meson modes and taste breaking term,
inspired by SyPT.

where the temperature is more or less constant. We note that deviations from this fit ansatz are
expected since (a) the taste splittings A; take in general very different values, (b) we have neglected
the effect of hairpin diagrams due to non-zero couplings dy, d4, (c) the coupling which accounts for
the 't Hooft vertex 6; = 4m3/3 was set to infinity, such that the 7’ remains heavy, and (d) we have

neglected higher order terms O (T, M 13%)‘ Although we have attempted to take into account these

effects and in general obtain improved fits, the results lack systematics as there are too many fit
parameters involved.

The taste splittings A and A; are assumed to be independent of the temperature in the transition
region. Here we will present only results for A = Ay, which simplifies the fit ansatz even further.
In contrast, the fit coefficients a,b, K1 4 and K> 4 are temperature dependent, hence for each 3 value
we have one fit variable. We only considered values below (., for N, = 4 we chose § = 3.28,
G = 3.285 and B = 3.29 and for N, = 8 we chose § = 3.48, § = 3.49 and # = 3.495, to ensure
that we only expect true GS scaling. K1 4 is the coefficient for the valence quark mass, whereas K
is the coeflicient for the sum of the sea quark masses. Actually one would expect K;; = Ky, and
Ky = Ky 4, but the approximations in the above fit anséitze generate a large number of additional
linear terms which interfere with the physical linear terms. It is therefore not possible to estimate the
linear terms or even the UV-divergent contribution with the above fit ansatz. It was also necessary to
include a linear term for the light connected and disconnected susceptibilities of opposite sign (thus
no quadratic term arises in the light condensate), again to account for fit artifacts. We have ensured
that all these modifications do not interfere with the determination of A. We have only included the
quark masses with H < 1/5 in the fit, but it is also possible to account for the larger quark masses
by including cubic terms in the condensates. Those fits result in a similar value for A, although they
are less under control.

The result of the above fit is given in Tab. 5.8 and shown in Fig. 5.26. Also here, a value of
A ~ 0.3 is favored. In order to understand the systematics of these fits, we have checked the
dependence of the fits on various additional parameters, e.g. we have A # Aj, where we obtain
that A is somewhat smaller than Ay, but still in the range 0.15 < A; < 0.3. In the above fit we

have forced A(NT:4 /A, NT:g) = 4. We observe that the joint ﬁt is consistent with this expectation:

although a fit of the ratlo as an additional fit variable yields A / A =8 ~ 2.1(8) rather than 4,
the reduced x? = 7.13 is not much smaller than for the fit Wlth a fixed ratlo, which yields y? = 7.21.
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according to fit ansatz Eq. (5.3.29)
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5.4 The Universality Class

5.4.1 Binder Cumulant

One of the simplest methods to determine the universality class of a second order transition is to
calculate the Binder cumulant of the order parameter at the critical coupling. For the light quark
chiral condensate it is defined as

((699)*) 5

By=——""Fe. Suh = P — (Y. 5.4.1
4 <(5W)2>Zc Pip =y — (Yy) ( )

As we expect to approach the universal value only in the chiral limit, we are confronted with the
situation that the Binder cumulant takes a universal value different from the value often quoted in
the literature, i.e. the value valid for a temperature driven transition strictly at H = 0. One can
only recover this value in simulations without an external symmetry breaking field, which is possible
in O(N) spin models, but not in LQCD. Hence one needs to consider a refinement, which takes into
account that the quark masses break the rotation invariance of the O(N)-symmetric field, as was
already discussed in in Sec. 3.3.3, results in a new value of the Binder cumulant. For O(2), the value
we eventually want to compare with is Bj = 1.863(3).

The Binder cumulant in lattice QCD has usually been measured with the contributions of the
disconnected graphs only. It is a priori not clear whether this will guarantee the fastest convergence to
the universal value as we go to the chiral limit. To check this, we include the connected contributions
as well. We expand the fourth moment of the fluctuation:

((0py)") = @(w)w(w)lﬁ(y)t/}(y)lﬁ(Z)w(Z)z/?(wW(w)> — AW (@) (@) ()Y (W) (2)e(2) (i)

+6 @(W(z) ) <w>2> — 4 (la)(e) (b)) + (Pu)*
=0 +el) 162 460 4 e (5.4.2)
After Wick contraction we find:
. I ] . . ] | . ——— 1
el =6 <w(x)w<x>w<y>w<y>w<z>w<z>w<ow<o>> +8 <(W)w<x>w<x>w<y>w<y>w<o>w<o>>

———
£l =—14 [2 D)y (@)P(y)ib ()P 0)%(0) ) ()
R N T _ _ _
+3((G0IUEI0W0) ) (5} + (G0) (0)] (5.4
2 =] T \2 - < \2
£8) =6 | (o) (@D 00 ) (50)° + (0P) (v (5.45)
) +¢8) =—3(du)". (5.4.6)
We can collect the contributions of fully disconnected graphs:
ghne = [(@0)") = 4(@w)°) (B) + 6 {(B¥)?) () - 3 ()] (5.4.7)
The contributions of the fully disconnected graphs are:
édlSC
disc —
Bi*® = (Xilzq,@c) . (5.4.8)
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We checked whether also the connected diagrams contribute to the universal behavior, however, it
turned out that the value of By becomes even larger (see Fig. 5.27 right, the full By corresponds
to the Ny = 2 value, Bffisc corresponds to the limit Ny — oo such that all (partially) connected
contributions become suppressed).

Binder Cumulant - 2+1 tlavor m5:0.065
Binder Cumulant for light Chiral Condensate - 2+1 flavor

measured at fixed B close to 3.: =3.3000 (N;=4), 3=3.5150 (N,=8) 4 T T T T T T T T T
38 : : : ; ; . . . Bq
36 | i
34 | i 35 |
32 | Y n } 4
3t / g
28 1 %/ } } g 3t
26 | i
24 | 4
20 can- ] 251 (323x4) m=1/80 m, disc —=— 7
N AN (323%4) m=1/80 mg Nf=4
18 | N =8 N =32 ] - (323x4) m=1/80 mg Nf=2 —a—
6" 712, B,=1.600 — ]| oL (32°x4) m=1/80 m_ Nf=1 & |
14| 2(2), By=1. § 7(2). B,31.604
,,,,,,,,,,,, 0(2), B,'=1.242 (x 3/2) Z(
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Figure 5.27: Binder cumulant (disconnected parts) along the critical line (left) and as a function of
B (right) for the smallest quark mass H = 1/80, where it is compared with the definition containing
connected contributions. Due to the poor statistics, it does not exhibit a clear minimum.

The (fully disconnected) Binder cumulants shown in the left of right Fig. 5.27 is limited by
statistics. We have checked that an increase of RNVs did not lower the measured values for Bj. We
still seem to be far in the crossover region, where B4 = 3 is expected. However, it is not inconceivable
that the Binder cumulant will approach the O(2) value in the chiral limit. We conclude that at the
present stage, the Binder cumulant can not be used to predict the universality class.

5.4.2 Magnetic Equation of State for the Chiral Condensates

In this section we provide evidence for O(N) universality of Ny = 2+ 1 QCD with a physical strange
quark mass. This is achieved via the magnetic equation of state (MEoS). We will also determine the
critical temperature and the QCD invariant quantity zo which allows to calculate the slope of the
pseudo-critical line.

Fit SDy: Neglecting Deviations From Scaling

First we determine (. and hg, to without taking into account deviations from scaling coming from
the regular part of the free energy. For this purpose we only fit the smallest quark masses to the
scaling function fg. The fit was obtained via the MEoS:

SDo:  M(t,h) = fa(th™/B)pt/o, (5.4.9)

the O(N) scaling functions have been introduced and discussed in detail in Sec. 3.3.1. The fit results
are shown in Fig. 5.28, where we compare the three order parameters My, My and M, for N, = 4,
taking into account only the masses H = 1/40 and H = 1/80 in the fit. We also show the conjugate
representation in terms of the thermal version of the MEoS (TEoS) given by M (¢, h) = |t|® fr(ht=59),
which focuses on the low- and high-temperature behavior. The cumulants Ajy, also shown involves
the susceptibility and hence suffers from poor statistics (see next section).

We find that the O(2) scaling function describes the order parameters very well. We only observe
that the smallest mass H = 1/80 deviates somewhat from the scaling function at values around
z ~ 2. However, as can be seen in the TEoS plot of the same data (center of 5.28), in the limit
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Figure 5.28: Fits for order parameters M; (i = 0,s,c¢) to the scaling function fg(z) via the
magnetic equation of state (only the masses m; = 1/80,1/40ms are included into fit), in three
different representations: fit of the rescaled order parameter M;/h'/% (top), M;/|t|® (center) and the
cumulant A; (bottom).
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z — 00, corresponding to w = \z|*f85 — 0 on the high-temperature branch, the data are well behaved
again. We speculate that the origin of this mismatch is related to the contribution of the connected
susceptibility to the slope of the chiral condensate. Note that for all order parameters M; scaling
deviations (SD) become substantial for H > 1/10. Whereas the SD for M, have the tendency to pull
the data for large quark masses above fg, the SD for M, pull the data below fg.

We only show O(2) scaling plots, but we have fitted all data also to the Z(2) and O(4) scaling
function, see Tab. 5.9. The fits to the models O(2), O(4) and Z(2) give similar x2, and similar ..
Thus it is not possible on this basis to distinguish between the universality classes.

The scale invariant quantity zg = ¢, 1h(l)/ P takes different values, in the range 6.6 < zo < 10.3.
This constant will be of special interest, as it allows to determine the pseudo-critical line, and in the
continuum limit it will only depend on the strange quark mass: zg = z9(ms) + O (a2), and hence it
is a QCD-specific quantity.

In Tab. 5.9, all fit results for IV, = 4 are summarized, where we have compared different fit ranges
(explained in the next section). In a second step, we have enforced that all order parameters M; give
the same critical coupling and zg, as it should not depend on the choice of the order parameter —
they may only differ in the crossover region. By this procedure we obtain very different predictions
for 8. and zy depending on the underlying universality class. We observe that both §. and zg become
smaller as N in O(N) grows (Z(2) = O(1)). The value . = 3.293(1) for O(4) seems unreasonably
small, as we observe Goldstone scaling at § = 3.295. The best fit provides O(2) with 5 = 3.2952(3)
and zo = 5.4(2).
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Fits SD;, SD3: Taking Into Account Deviations from Scaling

Since we have seen SD in the data, as a next step we will attempt to account for those by the
following fits, based on the symmetries of the regular free energy:

SDi:  M(t,h) = fo(th PR 4 a)(T — T.) /T H + b H, (5.4.10)
SDs:  M(t,h) = fa(th P/ 4 (T — T,) /T H + by H + bs H®. (5.4.11)

The deviations do not know about critical scaling, hence these terms do not include normalization
factors hg, to. These fit anséitze also account for the larger quark masses which we include in the fits.
This also allows to compare with results from the N; = 8 lattice, for which small quark masses are
not available. The question we may ask: is the mass range 1/20 > H (1/40 > H) good enough to
determine (., tg and hg? The answer is: yes, for N, = 4, the values for . and 2y can be recovered
within errors. We assume that this should also hold for N, = 8. When comparing N, = 4 and
N, = 8 fits, we also neglected the smallest quark mass H=1/80 for N, = 4. To quantify the mass
ranges considered, we introduce the following mass average which encodes the fit range used:

N -1

~ 1

H = (NZHil) ; H; € {1/80,1/40,1/20,1/10,1/5,2/5}. (5.4.12)
=1

Since the mass ratios increase by factors of 2, H uniquely denotes a specific subset of the masses.
This mass parameter will be used to plot fit parameters and allows to talk of the chiral limit.
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Figure 5.29: Fit to the scaling function by taking into account regular part from the free energy
(scaling deviations). The full mass range is fitted here.

First we consider fits in the mass range H/5 = (80 + 40 4 20 + 10 + 5)~! as shown in Fig. 5.29.
We observe that [, = 3.2979(3) agrees for all order parameters and also agrees with (3. from M,
fitted without scaling deviations. This is a remarkable finding, which may indicate that including
the regular part may even improve to find the best estimate for 8. and zy. For all three fits, also hg
agrees exactly, only to takes a different value.

We note that by = 2.3(2) for My is larger than the expected value Ez(j\; for N = 4. But the
temperature dependent term a;, which may account for co(7) from Eq. (5.2.18), is also quite large,
although it has a huge error. Surprisingly, and in contrast with the findings of the Goldstone fits,
M, does not have a vanishing linear term, but by = —1.9(2). Instead, M. now has a vanishing linear
term, b; = 0.0(3), although it was not vanishing in the Goldstone fits. It seems that in My, more
than just the linear term was subtracted, because the scaling deviations now approach the scaling
function from below, whereas in M, the subtraction seems to work well.

We now come to a direct comparison of N, = 4 and N, = 8 data, based on the mass subset
H/4 = (40 +20 + 10 4+ 5)!, as shown in Fig. 5.30. We can clearly see that also this range suffices
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Figure 5.30: Comparison of MEoS fits for N; = 4 (top) and N, = 8 (bottom), according to fit
ansatz SD3, with mass range excluding m; = 1/80my for better comparison

T T T T T T T T T T T T T T T
3\ . 1/8 3\ 1/8 E 3\ .15 R
16 (Mg-aytotH-by H-b3H?)/h™" g = 3.2983(15) ] (Mg-atotH-byH-bgH")h™" g = 3.2080(3) (Mc-aytotH-byH-bgHYh™" g = 3.2978(3) 16
14 h =0. 00373(55)__ hg=0.00343(12)| hg=0.00417(16) 14
: £,20.00408(6) t,=0.00402(9) :

7,=8.2(2) 229.3(3)

12 r bi=132) T bj=03@) 7 12
2,=16.6(15) a=2.4(28)

1 R W by=-135(17) by=8.5(63) q 1
0.8 - L 4 08
06 | - L 0.6
04 | - L 0.4
0.2 - 2 1 _ 1 02

0@) 5@ X?=6.40 2 x?=18.28 2
0 1 1 1 1 L 1 1 1 1 1 0
2 -1 0 1 2 3 2 -1 0 1 2 3
T T - T T T T T - T T T T T
-+ 3\,.1/5 R E 3\ 1/5 R
B.= 3.4989(15) (Mg-aytoth-byH-b3H)/M™" g = 3 4904(15) (Me-aytotH-byH-b3H /™" g = 3 4970(15) 16
hg=0.00045(3) | he=0.00046(3) | hg _o 00048(5) | 4
1,20.00267(11) £,20.00273(10) tos 00249(12) :
7=3.7(2) 7=3.7(1) 2=41(3)
b,=1.8(5) T b,=6.6(5 T bi=d2() 1 12
a=-9.5(15) a;=0.7(14) =-10.5(18)
”'b3=27 476y e by=26569) + «  b=azeBG2) 41
08 | - L 0.8
06 | - L 0.6
04| N =8: m/mg | | 04
. 1/5 —e—i .
02 F 1730 e, x?=13.80 T x3=11.10 T x?=17.65 02
=Lo z - =i z =Ll z
0 l/40I }_’_‘ 1 1 il O(ZI) fG(Z) 1 1 1 1 1 1 1 1 1 0
-2 -1 0 1 2 3 -2 -1 0 1 2 3 2 -1 0 1 2 3

Figure 5.31: Comparison of MEoS fits for N; = 4 (top) and N, = 8 (bottom), according to fit
ansatz SD3, with regular part subtracted.
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to extract f = 3.2979(3). The determination of the critical coupling via the MEoS turns out to
be a robust result, which is a remarkable finding. We observe that by = 2.9(2) became larger
for My (N, = 4). For N; = 8, the results vary for the different M; but we may conclude that
3.497 < B. < 3.500. Also these fits work surprisingly well. For zp we obtain an estimate 3.7 < z < 4.1.
It is remarkable that the difference between zg for N, = 4 and N, = 8 mainly stems from a very
different value of hg, whereas #g is of the same order. In all fits, b3 has a large error, which may also
effect the other fit variables.

We have also fitted the condensate data without a cubic term, all fit results can be found in the

App. C.3, Tab. C.3 and Tab. C.3.

Magnetic Equation of State for Full Susceptibilities

We will now compare the above fits with the full susceptibilities, which are expected to be described
by the scaling function

z d

Xfull(t’ h) = hlohl/é—lfx(th—l/ﬁ&), fx(z) = % <fG(z) - ﬁdzf(;(z)> ) (5.4.13)

In principle, O(2) and O(4) scaling should be distinguishable in f, for lattice data, however, the
statistics is not sufficient. For a better comparison, we have already subtracted the fitted regular
part to match the data with the scaling function. The general observation is that for all order
parameters, the peak is too low for the smallest quark masses:

For N; = 4, My and M, reach the asymptotic form of the scaling function already for z < 0 and
z > 4. The asymptotic of behavior for M, is not as good. This may be a signal for the missing
contribution of the connected part.

For N, = 8, the asymptotic behavior is worse, which might be just due to the fact that no small
masses are available here. Interestingly, the data in the peak region of M, show a nice conver-
gence in the chiral limit.

Contributions to Scaling Function from Connected and Disconnected Part

We now want to reconsider the important question: does the lattice connected part contribute to the
scaling function? The first answer is: no. If we assume to find O(2) or O(4) scaling, the connected
part should not contribute to f, at fixed z, because in models with these symmetries, the Ua(1)
symmetry will not be (effectively) restored and as a consequence, xi°" will not diverge as h/4=1 on
the critical line. Note that at fixed z, as one goes to the chiral limit A — 0, one also has to send
|t| — 0 and will run out of the Goldstone regime. Hence, the fact that xj°" shows Goldstone scaling
does not imply by itself that it contributes to the scaling function at some finite z.

Nevertheless, we pose this question despite we expect that this should not be the case in the
continuum theory. It may well be that the continuum limit is spoiled for the connected part (apart
from ¢), which may produce an unphysical divergence in the chiral limit, just as we found an
unphysical Goldstone divergences due to taste breaking. A critical divergence of x{°" at . could
be e.g. explained if at least in one taste channels the delta meson mass mg drops to zero as it is
not sensitive to topological charges. It is well known that rooted staggered fermions do not account
correctly for the vacuum structure as they do not obey the index theorem.

Hence we should take indications for a divergence of x;°" seriously. We now consider the data. In
order to discuss the connected and disconnected contributions separately, one has to decide how to
subtract the scaling deviations. We will assume that the UV-divergent term is the main contribution
to the linear term and hence the linear term will be solely subtracted from the connected part. Since

all constants a¢, by, bs from the M fit are positive, we will be even more conservative and subtract
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Figure 5.32: The chiral susceptibilities for My (left), My (center) and M, (right) compared to the
scaling function f,(2), both for N; =4 (top) and N, = 8 (bottom).

the whole regular term from the connected part in order to minimize it. We will then investigate
whether chonhl/ 9=1 remains finite despite all these subtraction.

The result is seen in Fig. 5.33: The N; = 4 data indicate that x;°" is large for z > 2 and does
not seem to vanish in the mass region considered. In contrast, X?is is significantly too low. However,
it would be premature to say that this tendency persists in the chiral limit.

The N, = 8 data are even more ambiguous, because despite the subtraction, there is a significant
linear term in the connected part. The data now seem to indicate that x7°" vanishes in the chiral

limit. In contrast, the disconnected part remains finite, but does not grow either.

Identification of Goldstone Modes

The thermal version of the magnetic equation of state (TEoS), based on the scaling function fZ (w)
with w = |2|7% (for details see Sec. 3.3.1), yields an alternative depiction of fg(z) which is suited
to identify the Goldstone contributions, which are located in the low temperature branch f (w) in
the limit w — 0. This can be seen in Fig. 5.34 and 5.4.2, where we have fitted all masses H < 2/5
for N, = 4 to the TEoS:

M(t,h) = fE(w)|t]® + a (T — T.)/TeH + by H + by H®. (5.4.14)

The fit results are of course very similar to the MEoS fits. The advantage of this alternative rep-
resentation is that w = h|t|=% can be rescaled to H'/2, which allows a direct comparison with the
Goldstone fits in the previous section. In Fig. 5.34 (bottom), one can easily recognize the straight
lines for 3.28 < 8 < 3.29. The corresponding rescaled susceptibilities in Fig. 5.4.2 (bottom) x s, H 1/2
remain finite in the Goldstone region, whereas 8 = 3.30, which is closest to (3., diverges stronger.
Above (., all branches tend to zero in the chiral limit as they are not truly divergent.
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Figure 5.33: Connected susceptibility (left) and disconnected susceptibility (right) both for N, =4
(top) and N, = 8 (bottom).

Joint Fits of Order Parameters

In the previous sections we have fitted the order parameter M; separately and studied the chiral
limit  — 0. In the chiral limit, the results for 5. and z should become independent of the choice
of the order parameter, only the regular part of the order parameters differs. Hence we have applied
a multibranch fit to extract the jointly fitted G, and zp, and only a;, b and b3 remain distinct for
each M;. The result is shown in Fig. 5.36, we can see that the jointly fitted values are somewhat
larger than the chiral extrapolated values from Tab. 5.9.
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Figure 5.35: Comparison of the TEoS fits above with the susceptibilities xaz,, Xz, Xa,-
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Figure 5.36: Multibranch fit of the order parameters My, M, M, to fa(z) according to the MEoS.
By this, an average value of (. and 2y can be extracted.

Exclusion of Ising Scaling

The last aspect we want to address in this scaling analysis is the exclusion of Z(2). Despite the fact
that we are not able to distinguish O(2) scaling from O(4) scaling, and also Z(2) scaling is not to be
ruled out, one may think of other methods which can give indications whether the tricritical point
is below the physical strange quark mass or not. In the following we want to show that at least Z(2)
scaling with a mass not much smaller than m; = 1/80m; is ruled out. If m{ exists at physical strange
quark mass, it must be very small.

We have replaced in the above fits H — H — H,

and determined the quality of the fit by x2/d.o.f. 9 . . . .
=4 i in Fi 2 T-ToH+b; H+b, H® 1

The result for N, 4 is shown in Fig. 5.37. We 80 | X a ( c)a1 ('Jlr'-'l't) H++ 5 T |

find that the fits become worse as H. = mj/ms

becomes large. The minimal x? is indeed found for or i

H. = 0. This is true for fits including and excluding 60 ]

the cubic term. Unfortunately, at the present stage S0 ]

the same analysis is not yet possible for N, = 8. 40 7

We note that for finite mj, the chiral condensate 30 .

is not the adequate order parameter any more. In- 20 3 v e mimg ]

stead, the true order parameter is obtained by mix- 10 ! L ! !

ing the chiral condensate with the energy density -1/320 0 1/320 1/160 1/120

75]:

72 Figure 5.37: Exclusion of Ising Scaling for
T =0—0c+ Alm —mj), (5.4.15) large quark masses m{/ms > 1/160 via com-
E=m—m§+ BB —f) (5.4.16)  Pparison of x*.
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5.4.3 The pseudo-critical line

The slope of the pseudo-critical line

is already strongly influenced by critical scaling as 7.7(8) 3.2979(12)  0.4635(18)
scaling deviations are small. A precise determination 3.6(6) 3.4975(45)  0.4132(78)

of the pseudo-critical line may also improve on esti-
mates of the pseudo-critical temperature for physical Table 5.10: Estimates from the fit values
quark masses. for the O(2) scaling analysis.

The scaling analysis has shown that the physical point N, 20 Be (Te0)0.m. N
4
8

The slope of the pseudo-critical line, the constant Ain Eq. (5.2.47), can be specified in terms of

the QCD constant zg = ¢ lhé/ 7 and the peak position z, of the scaling function f,. In practice, to
establish such a relation one needs to assume that the function r¢/a(3) does not depend on the quark
masses, which was shown to be a good approximation [25]. For small but finite h, the pseudo-critical
coupling is given by:

T — T,
the = 2ph/P = IRCZC g = PRI/ (5.4.17)
Te <0

z
(TchO)fnl,ms,N-,— = (TCTO)O,WLS,NT (1 + ZZ)HI//G6> . (5418)

With z, = 1.56(10) for O(2), and the values of zp, (. as given in Tab. 5.10, we find by comparing
with the coefficients of Eq. (5.2.47):

Zp

v 0.094(18 N, =4
AN, = (TcTO)QmS,N-,—% = { (18)

0.179(46) N, =8’ (5.4.19)

which for both cases is consistent with the values A N, we obtained from the pseudo-critical coupling
of the full susceptibility ﬁrf)‘én, see Tab. 5.5. However, we still do not find that A N, is independent of
N; and we have speculated in Sec. 5.2.4 that this may be due to small differences in the physical quark
masses for N, = 4 and N, = 8. In fact, since we know the mass dependence of A N, = A(M, 57“0)2/ pé

with A constant by definition, zy is quark mass dependent as
20(ms) = 2p A" (Ter0)0,m, 00 (Msro) 2/ (5.4.20)

where Mgrg is known from zero temperature measurements for a given ms. If one wanted to keep
the physical mg constant along the pseudo-critical line, one would need to adjust ms accordingly.
In order to estimate the size of the change we use the function msa(8) = 10myro(5)/(ro/a(3)) and
we obtain ms(G.) = 0.072 for N; = 4 and ms(8.) = 0.026 for N, = 8. We find that our choice
ms = 0.065 for N, = 4 is somewhat too small, as it corresponds to a strange quark mass having 90%
of its physical value, resulting in a 5% lighter mass for Mg.'? In the next section we will determine
the dependence of zy(ms) on mg via reweighting and find it to be strong.

We conclude this section by giving an estimate for the pseudo-critical temperature for physical
quark masses. It is useful to use the kaon mass My = 497 MeV as a reference instead. Based on the
approximation H ~ 0.52(M, 5/M)? in the vicinity of the physical mass, we obtain

Tpe(My5) — T 2 ((My5\ 2%
TpellTmS) T e g,68°E | =D . 5.4.21
TC 20 MK ( )

For N; = 4 we find 0.682,/29 ~ 0.15(5) and for N; = 8 we find 0.682,/29 ~ 0.20(8). Hence the
prefactor is not large, and we conclude that the dependence of T),. on My 5 is weak.

12 This estimate is based on the assumption Mg ~ ﬁzi/Q, but note that Ms may be too heavy to be subject to

GMOR.
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Reweighting in m; and m, at fixed H

In order to refine our study of the strange
quark mass dependence, we reweight in the
strange quark mass and in the light quark
mass by keeping the quark mass ratio H fixed.
The situation is illustrated in Fig. 5.38. We
applied reweighting in a range 0.85 < miV <
1.15. Then we repeated the scaling analysis
for the reweighted order parameters. Since
the results of reweighting for the connected
susceptibility are not as satisfactory as for the
condensates, we will do the scaling analysis
only for the reweighted order parameters M
and M.
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Figure 5.38: Range of quark masses along the
lines in m; and my to which reweighting has been
applied, marked by dots.

We observe that zp increases for decreasing ms (both N. = 4 and N, = 8). Hence the pseudo-

critical line 7, will have a weaker dependenc

e on My 5 as we go further to the chiral limit. The new

parameters taken at m " according to the LCP value are zg = 6.11(86) for N; = 4 and zp = 3.78(24)

for N, = 8.
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Figure 5.39: Results for the MEoS fits afte

P N‘[:8’ MO Lo Ao NT=8' MS P ol

r reweighting in the quark masses at fixed H: ¢y (left)

has different tendencies for N; = 4 and N, = 8, hg (center) and zy (right) are observed to increase

as we decrease mg. Red data are for N, = 4,

blue data for N, = 8.
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Figure 5.40: Results for the MEoS fits after reweighting in the quark masses at fixed H: For N, =4
(left), the critical temperature is observed to decrease as we decrease ms. For N; = 8 (right), the
data are not conclusive yet.
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5.4.4 The critical line at finite density

As we have discussed in the introduction, the location of the physical point w.r.t. the critical line is
of importance also for QCD at non-zero density: The critical line extends to a critical surface which
may hit the physical point at some critical chemical potential p.. Hence we are interested in the
u-dependence of the critical temperature. We make use of the Taylor expansion method described
in Sec. 2.4. We emphasize that it is not granted whether a chiral critical point really exists. The
critical line for finite density is characterized by

tHw) = tlo <T;CTC + <’;f)2> + 0 ((u)/T)%) (5.4.22)

with g the light quark chemical potential. In the chiral limit, y; does not break chiral symmetry
explicity, hence it will only influence the reduced temperature. Therefore, the critical line for finite
density is characterized by the condition ¢(y;) = 0.

The coefficient x,,, which gives the slope of the critical

line at lowest order, can be determined on the lattice
I 0.035

from the Taylor coefficient c¢; ", which is proportional toT.R(1—5) /85 B my = my/80 ———
to the thermal susceptibility x¢, see Eq. (3.3.31): 0.03 2 mg/40 —O— 4
my/20 —&—
) 5 0.025
o M _ K (8-1)/86 pr
&Y= —s =—Lh fL(2). (5.4.23)
O /T)? |, toTe 002
_ 0.015
Hence c;W can be used to determine x,. Our group,

the RBC-Bielefeld-GSI collaboration, is currently mea- o0

suring this coefficient. It has already been calculated  0.00s
for N; = 4. The preliminary result was obtained by . \ . .
a fit to the O(2) scaling function f/(z), with ho and 2 k 0 ! 2 8
to as determined in the previous section, and we yield

ku = 0.035(1). The fit is shown in Fig. 5.41. We have Figl'lr'e'5.41: Fit of t.he rescalt.ad thermal sus-
ceptibility to the scaling function. Thanks to

S. Mukherjee for providing the data.

started to measure cgw for selected values in the peak
region for N; = 8 as well, but we have not analyzed the
data yet.
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Figure 5.42: Scaling plots for Ny = 2 which test for O(4) scaling, left: comparison of JLQCD
data and Bielefeld data on the divergence of the chiral susceptibility (taken from [82]), right: chiral
condensate data of the MILC collaboration fitted to the O(4) MEoS (taken from [11]).

5.5 Comparison with Literature and Conclusion

This work is the first investigation of the order of the chiral transition in the two flavor chiral limit
for Ny = 2 4+ 1 with a physical strange quark mass making use of improved staggered fermions.

We found evidence for O(N) scaling in the chiral limit and no signal for a first order transition. On
the coarse lattice N, = 4 we can exclude a first order transition with m{ > 1/160m,. We emphasize
however again that it is not clear at all that the transition is of second order in the chiral limit. One
might find a first order for all values of mgs and the tricritical point might not even exist. There is
even the conceptual possibility that there exist more than one tricritical point, and O(4) scaling is
found only for intermediate values of mg, although this is unlikely to happen from what we know
about the role of the anomaly.

We will now review the results from the literature and compare with our findings.

5.5.1 Universal scaling in Ny =2 QCD

Consistency of Ny = 2 staggered fermion lattice data has been reported by Karsch and Laermann
already in 1994 [73, 74]. Due to the lack of the strange quark mass, they introduce the symmetry
breaking field as H = m;/T and the reduced temperature ¢t = § — 3. ~ (T'—1;)/T.. Their analysis is
based on a rather small lattice 82 x 4 obtained via the R-algorithm. They find that the ratio deis /X7
drops in the chiral limit, indicating that the connected part does not contribute to critical scaling.
From the cumulant A = m;y;/ <1Z1/1> , they were also able to determine limits for the inverse critical
exponent 0.21 < 1/6 = 0.23 < 0.26, which is almost consistent with the O(2) value § = 0.2093,
but lacks the precision to distinguish this from other universality classes. In 1998, results for larger
lattice volumes have been presented, N, = 12,16 [82], but they do not find the larger lattices to
agree wit O(2) or O(4) critical exponents.

The MILC collaboration [11] has investigated the chiral transition in 2000 by making use of
the magnetic equation of state. They have checked explicity for the O(4) scaling and compared to
the meanfield scaling function. They observe that scaling predictions become worse as they go to
smaller masses compared to [74], and conclude that strong discrepancies w.r.t. critical exponents and
the MEoS persist: if the chiral transition is second order with O(N) universality, the quark masses
considered so far are not yet in the scaling region.
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In contrast, the Pisa Group [31, 28] did not find evidence for a second order transition in their
analysis of standard staggered fermions with two flavors. Their data on the specific heat seem to
provide evidence for a first order transition. However, this evidence is not so much supported by their
results on the chiral susceptibility, which are ambiguous and do not exclude a second order transition.
Their analysis is based on a finite size scaling analysis, the lattice volumes are N, = 16,20, 24, 32
and N, = 4. They admit however that open questions remain: E.g. they do not find a double peak
structure in the histograms of observables near the transition point and also lattice artifacts for this
unimproved action may be problematic. Nevertheless they are confident to have the subtraction of
the UV-divergent term under control.

In Japan, also simulations on the two flavor chiral transition with Wilson fermions have been
performed, most notably the JLQCD collaboration [5], Iwasaki et. al. [70] and the CP-PACS Col-
laboration [1]. Since the chiral order parameter is obtained from chiral Ward identities, they have
to determine renormalization constants for the quark mass and chiral observables. Despite these
complications, they find almost perfect matching of the chiral condensate data with the O(4) mag-
netic equation of state. This is particularly remarkable since Wilson fermions break chiral symmetry
explicity at non-zero lattice spacing and in contrast to staggered fermions, no residual symmetry
survives. However, they have mainly analyzed data for z > 0.

5.5.2 Universal scaling in Ny =241 QCD

There has also been carried out a scaling analysis for 2 + 1 flavors by de Forcrand and Philipsen,
based on staggered fermions [46]. On lattices with temporal extent N, = 4 they encounter a first
order transition in the chiral limit and pin down the Ising critical line mg(m;), which for a physical
strange quark mass reaches a critical light quark mass mj corresponding to a pion mass of My = 130
MeV. However, their result has to be considered as rather preliminary because they used standard
staggered fermions without improvement, and they have observed that the first order region shrinks
considerably on a finer lattice with N, = 6. This shrinking has also been observed in the Ny = 3
for improved staggered fermion simulations of the RBC-Bi collaboration, performed by Ch. Schmidt
[75]. Tt is also expected that finite size effects are substantial because for the smallest quark mass at
the pseudo-critical line they have ML = 1.7 (compare with our box size ML = 3).

5.5.3 Conclusion

In this analysis, we have established the Goldstone effect and critical O(N) scaling in QCD with
241 flavors in the staggered fermion formulation. We have compared predictions from continuum
and staggered chiral perturbation theory with lattice data. We have also analyzed the ultraviolet
divergent linear term in the condensate and predicted its value in the infinite volume limit to be
cqy = 1.5, which proved to be broadly consistent with zero-temperature lattice data as well as
finite temperature data. We stress that ¢ shows up as UV-divergent constant in the connected
susceptibility only.

For the scaling analysis, we have mainly relied on the magnetic equation of state. Our data
are compatible with the O(2) scaling function, and the fits to extract . and zp work remarkably
well. The N, = 4 data indicate that there is no first order transition for light quark masses above
H =~ 1/160, and if one presumes the Ising Z(2) universality class, the best fit is consistent with
H = 0, indicating that there is no first order region. Moreover, O(2) scaling is preferred over Z(2)
scaling, which gives reason to believe that the tricritical point m%° is located below the physical
strange quark mass. However, we were not successful to establish this finding also for the finer lattice,
N, = 8. We have determined the pseudo-critical line via the parameter zy, and found agreement
with the previous direct determination of the pseudo-critical line via scaling laws. zy seems to have
a large cut-off dependence when comparing the results for N, = 4 and N, = 8. In particular, the
pseudo-critical line becomes steeper in the continuum limit. We also find that zp decreases when
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increasing the strange quark mass at fixed ratio H, making the pseudo-critical line steeper as one
moves to the Ny = 2 theory.

5.5.4 Outlook

We have covered a broad range of light quark masses and have observed O(N) scaling in many
observables, nevertheless there also remain some puzzles, e.g. why the Binder cumulant is still close
to the Gaussian value. One would like to go further into the chiral limit, but it is unlikely that
we will persue this program in near future with the p4fat3 action on these rather course lattices,
because generating the data will be too expensive and the pay-off may be rather small. Instead,
our collaboration might redo a scaling analysis with another action (most likely HISQ), once a
considerable range of light quark masses is available.

At present, the data set for N, = 8 can be easily improved by generating more data below
B = 3.515 for H = 1/40. In contrast to the N, = 4 data, the fit results for both . and zy do not
show a systematic behavior with the cut-off mass so far, and the chiral extrapolations have to be
considered as rather preliminary. Also, it is not yet possible to exclude Ising universality at some
finite mass for N, = 8. These measurements may allow to attempt a more reliable continuum limit
of the parameters of our scaling analysis.

Another open issue is the location of the tricritical point. While not ruling out, our analysis does
not give evidence for a tricritical point at or above the physical strange quark mass. It would be
interesting to repeat the analysis at various smaller strange quark masses or even follow the critical
line once it is detected in e.g. three flavor simulations.

An important, still unresolved issue is the divergence of the connected susceptibility. Our data did
exclude the hypothetical possibility that the connected part might contribute to the scaling function.
It will be interesting to see what the quark mass dependence of the connected part will be with other
improved actions such as the HISQ action. The strong divergence of x;°" might as well be a lattice
artifact of the p4fat3 action, or even be related to rooting. To clarify this issue, a carefull analysis
of Ua(1) symmetry restoration is needed as well.
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Appendix A

O(NN) Non-linear Sigma Model

A.1 Angular Distribution Integrals for Binder Cumulant

We summarize the calculation of the distribution integral relevant for the refined value of the Binder
cumulant Bj. The idea goes back to Thomas Schulze, who described it in his PhD thesis [107]. We

introduce generalized polar coordinates for the N-component unit vector S = (S1,...Sn):

S1 =singsinf; ...sinfy_o,

So =cos¢gsinby ...sinfy_o,

Sn_1 =cosOn_osinfy_o,
SN = cosOn_a, ¢ €10,2n], 6; €[0,7].

(A.1.1)

We demand that S shall have the same probability density fV(z) in the interval z € [~1, 1] with
x = cosfy — 2. The Jacobi determinant for the above coordinates can be calculated recursively:

JN<¢, 01,..., 91\7_2) = JN_1(¢, 01,... ,HN_g) SinN_2 On_o,
hence the variable Oy_s is distributed proportional to sin’¥ =2 0y _s:
fn(z) = CN/ dOn_osin’ "2 0n_90 (x — cosOn_2)
0

1
— C’N/ dcosOn_o (1 — cos? 0N72)(N73)/2 On—_20 (x — cosOn_2)
—1

1
= CN/ dy (1 - y2)(N_3)/2 5z —y).
-1

The probability density has to be normalized:

_ m N r(N-1)/2 (N=-3)!!'[nx for N even
1_ N-2 _ _
On —/0 dON—2sin" " 0N = /7 T'(N/2)  (N—2)] 2 for N odd
This results in the probability density
(N =2)! n(N=-3)/2 [ 1/m N even
fN(l’)—m(l_x ) 1/2 N odd

This formula is valid for N > 2, given the definitions (—1)!! = 1 and 0!! = 1.
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A.1. ANGULAR DISTRIBUTION INTEGRALS FOR BINDER CUMULANT
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Appendix B

Chiral Perturbation Theory

B.1

B.1.1 Scalar Loop Integrals

Dimensional and Cut-off Regularization

The following d dimensionsal scalar field integrals in Euclidean space are evaluated via dimensional

regularization [105]:

00 ddp 1 Qd 00 pd—ldp
Io(M, p,d) = 4d/ =pt / B.1.1
N A T N T T
_ o4 2r? 1o, /°° p*tdp
I'(d/2) (2m) o (P?/M?+1)"
_ /~’L4_d Md—2a /OO td/2_1dt
(47)4/2T(d/2) o (t+1)«
with ¢ = p?/M?. By making use of the Beta function
el I'(z)T'(y)
B = = B.1.2
@)= | G T e (B.12)
which is convergent for x > 0 and y > 0, we obtain
4—d p rd—2a
_ pIMI2 Do - d/2)
Ia(Mﬂu'?d) - (47T)d/2 F(a) ’ (Blg)
M6M276 Mere
pM 7
I]_(M,,LL,?)) :_ﬁ’ IQ(M,,LL,?)) == W (B15)

These integrals appear in the calculation of the Goldstone effect, Sec. 3.2.2. The u-dependence of
the three-dimensional integrals is usually dropped, as dimensional regularization can not account for

power divergences.
The divergences of the four-dimensional integrals can
use of a” = exp(log(a)z) = 1 +log(a)z + O (z?):

M? [, e 47 p4?
II(M’M’LL_G):W 1+210g<M2
i €
1 —
><< +2+(’)
M?
T (a2 |
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[ 2
—€+7E—1—log(47r)+log<

be rewritten as explicit logarithms by making

)

() (r@) + 5 +0 ()

2

)00

-2

€

e (B.1.6)
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with v = T"(1) ~ 0.5772.
This can be readily compared to cut-off regularization

A d A d—1
d%p 1 Qg1 / p“ dp
I.(M,A,d) = = : B.1.
Ot = [ e i~ e ), G (B17)
11
(M, A 4) = Q§(A2 — M?log (A*/M? + 1))
1 2 2 2 2
~ @(A — M?log (A*/M?)), (B.1.8)
11 M? 9 )19
Ir(M, A 4) = 25 (1\24-]\42 —log (A*/M” +1) — 1)
1 2 2
~ o3 (1+1log (A%/M?)), (B.1.9)
1 A M
11 A arctan A /M 1 1
L(M,A3) = —~- (- ~— B.1.11
2(M, A,3) 271'22( NiaE T M ) 42 TRl ( )

where the approximations are valid for A > M. Here we also encounter logarithmic divergences in
four dimensions and power divergences in three dimensions.

B.1.2 Renormalization

We noted that it is possible to absorb the one-loop divergences by the renormalziation of the low
energy constants L; and high energy constant Hs of the effective chiral Lagrangian. The coefficients
of the renormalizations prescriptions [51]

Li=LF+T°\,  Hy,=Hj+T?) (B.1.12)
d—4

W 1 1
A= —— — — (log (47) — 1)¢. B.1.13
fa {5 tostam — a4 1)} (B.113)

are given in Tab. B.1. The renormalized coefficients depend on the scale p:
L K1

Li(pu2) = Lj log | — |. B.1.14
) = L) + 1o () (B.1.14)

The scale dependence of the coefficients and the finite part of the loop integrals compensate such
that physical observables are scale independent.

Iy Ty Iy Ty T5 I Ty Ig|Tly
3 1 3 11 5 | 5
16 0 0

3
32 8 8 144 48 | 24

Table B.1: Coefficients for the renormalization of the low-/high-energy constants L; = L] + I';\,
Hy = Hj + T2\ in chiral perturbation theory for three non-degenerate flavors [51].

B.1.3 Ultraviolet Divergence in Chiral Condensate

In Sec. 5.2.3 we have calculated the ultraviolet divergent term ¢y /a® from the free fermi gas. In
fact, it stems from the following loop integral:

T \UV 'k f+m 82 a3k
<¢¢>q —VfTr/WM __Vf(27f)4m/o 2 rme (B.1.15)

—m2L {(W/@)Q —m2log <(”ﬂ/;)2 + 1) } ~ m-L = Npcypym/a?

472 4a2
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with vy = 2N.Nf. Now we want to demonstrate that the contact term indeed shows up in the
connected susceptibility. The connected part to lowest order is the following loop integral with two
insertions:

d*k F+m —F+m gr2 [T/ k2 — 2
con,UV __ _ 3
R T e e (B.1.16)
ve 2 2 (m/a)? 2m* vf 2
=—= — 1 1 2————— b~ —— = N,
472 {(w/a) sm”log < mr + (m/a)? + m? 4a? raw/a
where we have used that tr }62 = 4k%. We obtain the same result as before, which proves

our hypothesis. Note that the above integrals are also approximately valid for staggered
fermions, as the staggered denominator is dominated by the physical pole in the continuum limit,
> sin?(p,/2)/a? + m? ~ p* + m?. Note also that both the lattice condensate (tr M ') and lattice
connected part <— tr M _2> are indeed normalized with a factor N.IV;.

Also in the bosonic integrals we find the same contact term, provided that the cut-off is 27/a,
as the mesons are composed of two quarks, each of them carrying a momentum up to 7/a: On the
lattice in 4 dimensions, the contact term contribution to the Goldstone boson propagator is:

Gin() = Iy (M, 20, 4) ~ 1 #M? log (2 /a)?/M?) (B.1.17)
Now, usually v, = 2Nf2 — 1 when we consider chiral aspects, but UV-divergences are also present in
the massive states such as the 1. The Goldstone bosons also carry intrinsic color (and anti-color),
hence also a factor N, is comprehensible.

B.2 Chiral Perturbation Theory to One Loop

In this section we present calculations in chiral perturbation theory based on the paper by Gasser
and Leutwyler from 1985 [51], who provide a general framework for computations with an arbitrary
number of flavors. We will discuss how to calculate the chiral condensate and how to derive the
connected and disconnected susceptibility.

B.2.1 The su(N) Lie Algebra

In the defining or fundamental representation the generators t* are represented by N x N matrices,
which are conventionally normalized by the condition

N2-1

> (ifabe + dave)t°, (B.2.1)

c=1

1

1
i — | -
IN ab N+2

where fu. and dgpe are the antisymmetric and symmetric structure constants. As a consequence,
the (anti-)commutators are

N2-1 N2-1

. 1
[ta,tb] =9 Z fabetS, {ta,tb} = N(Sab + Z dapet®. (B22)
c=1 c=1
and also the following relations among the structure constants are implied:
N2-1 N2-1
N% -4

Zl facefbce = N(Saby Zl dacedbce = Téab- (B23)
c,e= c,e=
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The quadratic casimir operator Cy(N) in the fundamental representation is defined by

N2-1 NZ_1
>t =Cy(N)ly,  Co(N) = N (B.2.4)
a=1

The generators also satisfy the following completeness relation for arbitrary N x N matrices A,B:

N2-1
S tr (\TANB) = —%tr (AB) + 2tr Atr B. (B.2.5)

a=1
We also give the symmetric structure constants for su(3) which we will need below:

1
di18 = dag2g = d333 = —dggg = 7

1
448 558 668 778 We

1
di46 = di57 = —doyg7 = dase = d3aa = d3s55 = —d3e6 = —d377 = 3 (B.2.6)

B.2.2 The Chiral One-Loop Generating Functional

The chiral partition function up to 1-loop is composed of the pieces
Z =21+ 29+ Za+ Zi100p) Z = /ddajﬁ(Q), Zy = /ddx£(4), (B.2.7)

where Z,4 captures the Ua (1) anomaly which we will neglect here. We focus on the one-loop gener-
ating functional Z1.j50p. We will consider the fields in the neigborhood of the classical solution

U = u?, U:u<ﬂ+i¢—;¢2...) u, ¢ =N = ppAp (B.2.8)

In contrast to SU(2) or the O(N) models, where the sigma mode is given by the condition
o’ = F02 — 72, the expression for the sigma mode in general SU(N¢) non-linear sigma models is more
complicated due to non-vanishing symmetric structure constants, and it also involves the quark mass
matrix M:

o = By (u/\/lu + uTMuT) (B.2.9)

The sigma mode as defined here has another mass dimension than the pseudo-scalar meson fields ¢p
as it is not possible to eliminate M at this stage. The quark mass matrix aligns the field u just as
the external field H does in O(N) models. In the ground state, where v = U = 1, the sigma mode
acquires the vacuum expectation value and can be identified with the chiral condensate:

0

omy

(W), = F35— (o) = BoFg- (B.2.10)

Before we will come to the more specific case of Ny = 3 non-degenerate flavors, we will outline
the general structure of the 1-loop generating functional, as discussed in detail in [51]. It is defined
via the Gaussian integral

2
N2-1

eiZroon — / D] exp | 5 FS / 'z 3" ¢ A DPN" | = Ni(det D)~/ (B.2.11)
a,b=1
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with the differential operator
1
=P +6", o= ({)\“, )\b} a) (B.2.12)

where 6% is the flavor tensor which specifies how the sigma mode couples to the pseudoscalars. The
1-loop contribution can then be expressed as follows:

1
Z1 loop = §ilog det D (B.2.13)

:F—02 —1Sp]l+1/dda;Sp6—1/dda:ddySp(1 )
4 d 4dm(d —2) (4m)2(d — 4) 27 )

where Sp denotes the trace in the (N? — 1) x (N7 — 1) dimensional space. The poles of the full
differential operator D at d = 0,2,4, ... stem from UV-divergences. Evaluation of the trace yields:

NZ-1 NZ-1 NZ-1
Sp(e) = & —Ztr ({A%, A%} Ztr ﬁf U—i—Zdaac
a=1 a=1
N —1
=1 tro, (B.2.14)

f

where we have used the fact that ) j; Y dgae = 0, which can be seen by combining Eq. (B.2.1) and
Eq. (B.2.4). In order to calculate Sp (1 2) we make use of the following identity obtained from the
completeness relation in Eq. (B.2.5):

NZ-1
2
> tr(AA)tr (\"B) = 2tr (AB) — o At B (B.2.15)
£
a=1
With this one obtains:
leQ 1
1,2\ ~ b ba __ b b
()= 1 3 903 = L5 (o) (1)
a,b=1
1 NZ-1 NE-1 NE-1 NE—1
2N2 Z 5“b tra Z 5 Z dgac tr o tr (Xo) Z dapedapg tr (Ao) tr ()\d )
a,b=1 ab 1 c=1 abcd 1
NZ_1 NE-1 1N2 1
A
= 2Nf2 (tra 2Nf Z dgge trotr (X\o) + = Z cdtr()\co)tr()\ca)
a,c=1 cd 1
NZ -1 s NZ—4 5 2 5
= t 2t — —(t
2Nf2 (tro)” + SN ro Nf(rcr)
NE +2 s NEP—4
— t t B.2.16
gz o) e (B.2.16)

where we have used Eq. (B.2.3) and Eq. (B.2.15). After substituting Eq. (B.2.9) we obtain

N2

Sp (8) = L Botr (MU + 07 M) (B.2.17)

4N?

( (MU+UTM)) + N5M4Bgtr (M(}'M(?+UTMUTM+2MM).

Sp (36°) =

(B.2.18)
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The traces can not be evaluated in general as the solution U to the classical EoM will usually deviate
from unity. For that purpose a physical basis has to be introduced, which we will do in the next
section for the special case Ny = 3. Here, we will give the result for the chiral condensate and the
chiral susceptibility for the degenerated case M = m1l. With

S = ByF? (U + UT) , (M) =mtrS (B.2.19)
the chiral condensate obtained from Eq. (B.2.14) via the direct derivative w.r.t. m
_ 10 10 2
= Zrioop = — 57— [ ' e Sp&
Ohndl0) = =7 g Zror =~ 3, ${4(47r)(d—2) Sp"}
1 N? -1
= f {tr¥) 4+ O (m) (B.2.20)

4(4m)(d—2) Ng
Likewise for the chiral susceptibility

X:_lﬁzll /dd dd 2 Sp (la-)
V om2 “1Heor — V8 om? )(d 4)

V N2 +2 N2 4
16 (4m)2(d— 4) ( fN}r ((r)2) + —(ur (22)>> (B.2.21)

we are able to identify the disconnected part (first term) and connected part (second term) of the
susceptibility.

B.2.3 The Gell-Mann matrices in Physical Mass Basis

We will now turn to Nt = 3 non-degenerate flavors. With the definition Kgr = KO, K, = K° we
calculate the anti-commutators of the Gell-Mann matrices in the physical basis:

At A b = — {(d11s + doos)\® + 21} = — M — 31 (B.2.22)
{Ar+  Ar-t = — {(duas + dss)A® + (daas + dss3) N> + 31} = —%)\n — A0 —31  (B.2.23)
A At =— {(dess + drrs)A\® + (dees + drr3) N> + 31} = —%An + 30 — 31 (B.2.24)

{Mis, Ao} = FV2 {dasaX* £ Ms3507} = A+ (B.2.25)

{Agz Apo} = FV2 {de3e\® £ Ar37 AT} = Ay (B.2.26)

Mt A} = FV2 {digi A' £ AogoA?} = Zo A (B.2.27)
M=, A} = FV2 {daga N £ Asgs A\ = — ek (B.2.28)
Mg A} = FV2 {dege\® £ A7g7 AT} = —%AKOi (B.2.29)

(Mt As } = — {(diag + dase) \® £ i(dis7 — doar) AT} = \@AKSE (B.2.30)
(A A} = = {(dioa — dora) A £ i(durs + doos) A} = V2 (B.2.31)
A+, )‘th} =+ {(dse1 + ds71) A £ i(dse2 — d472)>\2} = V2= (B.2.32)

{Ar0, Apo} = 2d33sA® + 21 = ZA+31 (B.2.33)
{ N0, Ay} = 2d383\° = Ao (B.2.34)
{An, An} = 2dsssA® + 21 =M + 51 (B.2.35)

With these anti-commutators, the tree-level masses MI% = Bptr (MAP)\TP) given explicitly in
Eqs. (4.2.10-4.2.10) are readily obtained. Note that )\Li = —M\,+ of the charged particles pt €
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B.3. ADDITIONAL CALCULATIONS IN SxPT

{n*, K*} and )\}rg = Ap for the neutral particles P* € {n* K*}. We have explicity given the
diagonal matrices as their non-vanishing trace will give contribution to the chiral condensate:

; 1 0 0 ; 1 0 0 ; 0 0 O
{Aﬂ-:l:,)\ﬂ_i}:2<8 él) 8)7 {AK:{:,AKi}:2<8 8 ?), {AK(:)E,AKOi}:2<8 é ?)7

1 0 0 1 0 0
{)‘Wov)‘jro}_2<8 (1) 8)7 {)‘7]7>‘j7}_§<8 (1) Z) <B236)

B.2.4 Non-degenerate Calculations for Ny = 3

We re-express the 1-loop generating functional in the new basis:

Zi10op = ilndet D = Lilndet Do + 3i Tr (D '6) — 2i Tr (Dy'e Dy 'o) + ..., (B.2.37)

_ ° _ 1 o
D=Do+a, Dopq=10p(d®+Mp). org=tr ({Ap, Ag}a) — SpoM2,  (B.2.38)

where Tr denotes the trace in flavor and position space. The term Tr (Da 15) contains all tadpole
graphs (loops with one point insertion), Dy s given by the scalar propagator A p(x). Evaluation of
the trace yields:

8 8
Sp Dalﬁ = Z AP(O)E‘pp = Z AP(O) <i tr ({)\P, )\}Lg} O‘) — ME—;)
P=1 P=1
8
:i S Ap(0) tr ({/\p, A;} MU + T - 21))
5 ((m 4 ma) (B (0) + A (0) + A0(0)) + (may +m,) (B e (0) + A (0))
(

+(ma + 1) (D et (0) + A (0)) + & (i +ma + 4mS)An(O)> (B.2.39)

This yields the contributions to the chiral condensates, as given in Eqs. (4.2.30-4.2.32).
In principle, it is straight forward to proceed and calculate the next order of the 1-loop generating
functional, where one can exploit the identity

ZC_TPQC_TQPZSp52—QZ<M1%5PP—M]%) , (B.2.40)
PQ P

however, the calculation is somewhat lengthy and we have already obtained the result via SyPT, so
we will not discuss it here.

B.3 Additional Calculations in SyPT

B.3.1 Continuum Effective Action

Up to order O (aQ), the continuum effective action for staggered fermions, which describes quarks
and gluons with momenta much below the cut-off p < 7/a, is given by [85]:
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B.3. ADDITIONAL CALCULATIONS IN SxPT

Leg = /52 +a*(Loe + Liin + Lorea) + Lorm)): (B.3.1)

£® =2 LB F+ QD+ M)Q, D= > (@ 1)Dy, (B.3.2)

L~ Te(DyFuDpFp) + > Tr(DuFypDuFyp) + > Te(DyFuDyuFiu), (B.3.3)
wvp v

L8~ QDPQ+ > QDD+ PD)Q+ Y QD.BDQ + Y Qv © 1)DQ
M Iz H
+mQ(P)’Q + > _ mQD.Q +m*QPQ +m*QQ, (B.3.4)
17

Lipy ~ [ X A+ [S X V] +[Ax S+ [V x §] + [P x V] + [P x A]

[V xPl+[AXx P+ [T xV]+[TxA +[VxT]+[AxT]
([SxS]—[PxP])+([SxP]|—[PxS])+([SxT)—[PxT])

(T x S] = [T x P])+([V x V] = [A x A]) + ([V x 4] — [A x V]), (B.3.5)
[Ty x V] + [Ty x Ap] + [V x Ty + [Ap x T)]

+
+
+

2

(VX Vil = [y x A = (V% V] = [A % 4))
(Vi Aul = [ x Vid) = 1V x A] = [Ax V], (B.3.6)

where the first letter indicates the spin structure while the second letter denotes the taste. This
notation is shortcut for the product of quark bilinears, e.g.

[T xV]="> QW) ®&)QW)QWY) (ruw © £)Q(Y), (B.3.7)

p<v p

3)

where v is a spin matrix and ¢ is a taste matrix. In EFF( A) the Lorentz and taste indices are

3)

contracted separately, whereas in EFF(B the contractions lead to a correlation between spins and
tastes. The latter do not contribute to the matching with the chiral effective potential because this
would demand the inclusion of derivatives. The remaining symmetries of the particular terms of

Litner Lot and

the staggered fermion Lagrangian are summarized in Tab. (4.2). The operators in glue’
E%sF)( A) are mapped onto the effective potential V(U) given in Eq. 4.4.3 [85]. Consider e.g. operators

with spin structure V or A, i.e. linear combinations of [V x F] and [A x F] with F' denoting the
taste, which consist of terms of the form

Or =+ (Qr(yu® FR)Qr £ QL(y ® Fr)Qr)’. (B.3.8)
I

The operator Op has to be invariant under chiral transformations, hence it is required that
F;, — LF; L', Fr— RFRR. (B.3.9)

The operators of V' are then composed of all operators which are chiral singlets, quadratic in F' and
parity invariant. After the matching, one sets F;, = Fr = F. Likewise one proceeds with spin
structures S, P or T to end up with the effective potential V(U) The coefficients Cy, Cys are all of
the order of Agcp.
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B.3. ADDITIONAL CALCULATIONS IN SxPT

B.3.2 The Disconnected Meson Propagator

The partial fraction expansion of the disconnected propagator is given by

t t I
¢ ¢ _ In In I
(Bgs,gr (=R) G111 (K)) gy = =3O8 110t <k2 +mry K24mg o B2 mgyy

) (B.3.10)

The residues are given by

gl = m%‘,t - mgr,t 1
" (m%t - mgr,t)(m%/7t —m2,)  2n6y
2 2 2 2
Mg, — My, Mgy — My g
gh= e, g = (B.3.11)
(mw,t - mn,t)(mn’ﬂf - mn,t) (mfr,t - mn/7t)(mn,t - mn’,t)

for .9, f'd/ € {u,d},

2 2
gt My — Mgy 1
S = 2 2 2 2\ J
(mn,t - mS,t)(mn’,t - mS,t) N0
2 2 2 2
t_ Mrt — Myt t Myt — Moyt (B 3 12)
9n = 2 2 Iy = 2 2 2 9.

(m%’t - m%,t)(mngt - mn,t)7
for f,g,f'g = s and
1
t t
9y = —5——5—~< = —Gy (B.3.13)

Y !
for f,g € {u,d}, f'g’ = s. The identity for gt and g% is exact, whereas g,% and gfl, can be expanded
in &;, which implies

4n,.o
Zy =m%, —mp, — 0y + —5— e + O ((6,)°) (B.3.14)
mg, — My,
and gives for X,Y = U, D:
1 o) )
t rO¢ 2 t r¢ 2
= — O 1) , = ——————e—+0 1) B.3.15
9n N0, + (m%7t — m2U7t)2 + ((nr t) ) In (m%t — m%]t)g + ((nr t) ) ( )

and in the case X,Y = 5

21,0

t rOt 2 t

g =——F—F5—=+0 (n(St) y Gy = —
K (m%’t - m2(77t)2 ( " ) K

In the isosinglet taste channel, large mg implies

2 2
1 1 1mg, —mg, 6
Hence we obtain for X, Y = U, D:
2 2
3 1 2Mg, — My _
I I : 6
= — = — - = . O B.3.18
Y 2m3’ n 2m3 3 mg +0(mg”). ( )
2
1 2meg, — Mg, 6
= ——s 4+ - — : O , B.3.19
9n mZ 3 md +0 (mg°) ( )
for XY =5
2 2
3 2 4mg — My, -
I I \ ) 6
_ - ot Ut o , B.3.20
9s ma’ In ma + 3 ma + (mo ) ( )
2
1 4mz, —m
I St Uyt -6
= —— 4+ 0 , B.3.21
977 m% 3 mé + (mO ) ( )
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B.3. ADDITIONAL CALCULATIONS IN SxPT

and for X =U,D;Y = §:

2 2
1 1me, —m
I St Uyt -6 I
e e S Gy (0322

B.3.3 Bubble Terms Involving the Strange Quark

1 gt gt gt/
BER(0) =N | —dne > 25t<2 gt Tt
k t:I,4V,4Ak +m5,t k +m5,t k RN k +mn’,t

16
2 1 1 1
+n? +
r; <k2+m%<’t k2+m%(’t k:2+m§7t k2+m%,t>

. 4m? . . N N N
=N | —4fiss — TO (géﬂsn,l + gf,fusn/,z) —4 Z (4fss5,¢ + 4nedy (gy fusn.e + gf,fusn',t))
t=V,A
16
0 hkrs + ﬂss,t)] : (B.3.23)
=1
di Z 2 i 1 2 Z 2 95 9 Gy i
Bsésss (O) =N Ty I EN) + 21’Lr 5t 2 2 + 2 2 + 2 2
k t=1 <k2 + m%t> t=1,4V,4A REAme, k2 mg, o RS+ Moy 4

16

) ) 4m3 ;. )

=N [nf E fisst + 2fiss,1 + 3 O (ghisn.r + ghiis 1)
t=1

2ma . N .
+TO ((97];)2%77,1 + (95')2%’77’,1 + 29717951/!‘7177’71)

+4 3" (2fussy + 28y (ghvsne + gliisi z)
t=V,A

120267 (91 finm + (92 ligs + 2000 oy 1)) (B.3.24)

BUL(0) =N | —2fis5; — 4 Z (2755, + 212t (95 fusnt + Goyfirsy t))

t=V,A
16 2m4
—i—nf Z (2rcrcn + 2sse) + TO ((9{;)2/1777771 + (97[;')2/177’77’71 + 2959{;//37777’,1)
t=1
+4 > (20267 ((95)% i + (9h) iy 1 + 2059k B 1)) | (B.3.25)
t=V,A
g gt ?
d' !
B0 =X Y et 3 ()
k t=1 <k2 + mKt> t=I1,4V,4A mt n't

[ Z UKKt ‘|‘ ((gn) fo, 1 + (gn ) Py ¢+ 297119717’/17777':t)

+4 Z (27135t2 ((9:;)2/17777,1? + (92’)2/177’17’,15 + 29f79flfﬂnn’,t)) Blfllllsls( 0). (B.3.26)
=V, A
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Appendix C

Tables

C.1 Chiral Condensate and Susceptibility Data

g [ (G X" Y R CON X XI5 [ # traj.

N3 x N, =323 x 8, mya = 0.0048000

3.4300 0.0547(1)  251(0)  0.39(4) | 0.1047(0)  1.931(2)  0.22(2) 7350
3.4900 0.0503(1)  2.52(0)  0.39(4) | 0.1005(1)  1.940(1)  0.20(2) 7560
3.4950 0.0486(1)  2.52(0)  0.35(3) | 0.0988(0)  1.941(0)  0.19(2) 7900
3.5000 0.0433(1)  2.62(0)  0.38(4) | 0.0886(0)  2.007(2)  0.19(1) 4370
3.5150 0.0364(2)  270(1)  0.59(11) | 0.0802(1)  2.040(1)  0.27(4) 6720
3.5200 0.0345(1)  2.71(0)  0.53(5) | 0.0784(1)  2.043(2)  0.23(2) 6470
3.5300 0.0305(1)  2.78(0)  0.57(5) | 0.0749(0)  2.056(1)  0.25(2) 24900
3.5350 0.0201(0)*  2.78(1)  0.61(3)* | 0.0735(0)*  2.057(1)  0.24(1)* 4850
3.5375 0.0280(0)*  2.82(2)  0.64(4)* | 0.0725(0)*  2.065(5)  0.26(1)* 4890
3.5400 0.0274(0)*  2.82(2)  0.62(4)* | 0.0719(0)*  2.063(5)  0.24(1)* 5280
3.5425 0.0264(0)*  2.83(3)  0.72(4)* | 0.0710(0)*  2.062(8)  0.29(1)* 4460
3.5450 0.0258(0)*  2.81(2)  0.61(3)* | 0.0704(0)*  2.055(4)  0.25(1)* 5390
3.5475 0.0246(0)*  2.85(2)  0.65(3)* | 0.0694(0)*  2.063(4)  0.25(1)* 4720
3.5500 0.0239(0)*  2.84(1)  0.46(2)* | 0.0687(0)*  2.067(3)  0.19(1)* 5540
3.5525 0.0233(1)  0.00(0)  0.60(4) | 0.0681(0)  0.000(0)  0.25(1) 22540
3.5550 0.0223(1)  2.86(1)  0.59(5) | 0.0671(0)  2.074(3)  0.24(2) 23420
3.5600 0.0208(0)  2.84(1)  0.56(4) | 0.0657(0)  2.074(3)  0.24(1) 31380
3.5700 0.0184(1)  0.00(0)  0.47(5) | 0.0632(1)  0.000(0)  0.22(2) 9250

Table C.1: Mean values, errors and statistics of chiral observables for large quark masses for NV, = 8.
Data marked with * were calculated at LLNL.
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C.1. CHIRAL CONDENSATE AND SUSCEPTIBILITY DATA

N 70 R S K .2 PO S il I
N3 x N, =323 x 8, mya = 0.0006000
3.4900 0.0313(3)  3.62(40)  1.01(20) | 0.0981(2)  1.969(6)  0.12(4) 1900
3.5150 0.0151(4)  5.63(22)  2.47(31) | 0.0770(2)  2.099(4)  0.35(5) 5430
N2 x N, = 323 x 8, mya = 0.0012000
3.4800 0.0387(2) 3.13(3) 0.77(9) 0.1022(1)  1.961(1)  0.23(2) 8400
3.4900 0.0345(0) 3.27(3) 0.63(3) 0.0984(0)  1.968(1)  0.20(1) 33720
3.4950 0.0325(1) 3.31(4) 0.78(7) 0.0965(0)  1.970(1)  0.23(2) 11550
3.5000 0.0278(1) 3.56(3) 0.95(5) 0.0862(0)  2.043(1)  0.23(1) 32520
3.5100 0.0234(1) 3.74(3) 1.08(6) 0.0840(0)  2.039(2)  0.22(1) 30070
3.5150 0.0195(1) 4.16(3) 1.21(7) 0.0774(0)  2.090(1)  0.22(1) 30520
3.5200 0.0172(1) 4.32(3) 1.28(6) 0.0757(0)  2.096(1)  0.25(1) 40020
3.5225 0.0161(1) 0.00(0) 1.43(7) 0.0748(0)  0.000(0)  0.28(1) 50050
3.5250 0.0150(0) 4.49(3) 1.27(5) 0.0740(0)  2.103(1)  0.23(1) 50900
3.5275 0.0141(0) 0.00(0) 1.22(5) 0.0732(0)  0.000(0)  0.22(1) 50930
3.5300 0.0126(1) 4.69(5) 1.32(6) 0.0722(0)  2.107(2)  0.26(1) 50250
3.5350 0.0107(1) 4.77(7) 1.01(6) 0.0704(0)  2.106(4)  0.23(2) 18390
3.5400 0.0093(0) 4.78(4) 0.76(3) 0.0691(0)  2.116(2)  0.20(1) 47980
3.5600 0.0046(0) 3.95(4) 0.15(1) 0.0559(0)  2.192(2)  0.15(1) 11660
3.5850 0.0029(0) 2.98(3 0.03(0) 0.0479(1)  2.180(1)  0.14(3) 8200
N3 x N, =323 x 8, mya = 0.0024000
3.4800 0.0444(1) 2.83(1) 0.50(4) 0.1029(0)  1.951(1)  0.21(1) 10870
3.4900 0.0403(1) 2.88(4) 0.50(5) 0.0991(0)  1.957(4)  0.21(2) 13850
3.4950 0.0383(1) 2.88(1) 0.45(5) 0.0972(1)  1.959(1)  0.16(2) 6840
3.5000 0.0340(1) 3.04(3) 0.63(4) 0.0872(0)  2.028(2)  0.20(1) 10070
3.5150 0.0265(1) 3.24(2) 0.71(7) 0.0785(0)  2.070(1)  0.21(2) 10110
3.5200 0.0244(1) 0.00(0) 0.82(7) 0.0768(0)  0.000(0)  0.22(2) 11810
3.5225 0.0232(1) 3.36(2) 0.99(8) 0.0758(0)  2.076(2)  0.28(2) 29460
3.5250 0.0222(1) 3.45(2) 1.05(8) 0.0750(0)  2.084(2)  0.29(2) 23310
3.5275 0.0214(1) 3.42(2) 0.96(7) 0.0743(0)  2.079(2)  0.26(2) 24200
3.5300 0.0203(1) 3.47(1) 0.93(7) 0.0734(0)  2.085(2)  0.25(1) 26040
3.5325 0.0193(1) 3.50(2) 0.94(7) 0.0725(0)  2.088(2)  0.24(1) 20290
3.5350 0.0182(1) 3.53(2) 0.93(7) 0.0716(0)  2.090(2)  0.26(2) 28110
3.5375 0.0171(1) 3.55(2) 0.85(5) 0.0708(0)  2.094(4)  0.25(1) 29570
3.5400 0.0163(1) 0.00(0) 0.85(6) 0.0700(0)  0.000(0)  0.25(2) 22970
3.5425 0.0156(1) 3.59(1) 0.79(5) 0.0693(0)  2.097(1)  0.24(1) 25050
3.5450 0.0149(1) 3.60(2) 0.60(4) 0.0686(0)  2.100(2)  0.19(1) 15060
3.5500 0.0115(2) 3.72(2) 0.50(6) 0.0603(1)  2.170(3)  0.18(1) 8200
3.5600 0.0089(0) 3.56(2) 0.31(2) 0.0562(0)  2.182(1)  0.20(1) 9510
3.5700 0.0076(0) 3.29(1) 0.20(2) 0.0529(0)  2.183(1)  0.17(2) 20300
3.5850 0.0060(1) 2.95(3) 0.08(1) 0.0483(1)  2.178(3)  0.12(2) 4610

Table C.2: Mean values, errors and statistics of chiral observables for small quark masses for N, = 8.
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C.1. CHIRAL CONDENSATE AND SUSCEPTIBILITY DATA

p \ (), X" Xio | (W), Xs™ Xs™ | # traj.
N3 x N, =323 x 4, mya = 0.0008125
3.2800 0.1322(3) 3.90(16) 2.43(24) | 0.2575(1)  1.412(1)  0.47(4) 18730
3.2900 0.1082(4) 4.73(12)  3.95(34) | 0.2454(1)  1.477(1)  0.63(5) 20070
3.3000 0.0715(4) 7.44(11)  6.10(44) | 0.2294(1)  1.575(1)  0.63(4) 18830
3.3025 0.0633(6) 8.46(13) 7.61(67) | 0.2261(2)  1.593(1)  0.77(7) 15810
3.3050 0.0548(6) 9.44(12)  8.23(61) | 0.2226(2)  1.613(1)  0.90(7) 15850
3.3075 0.0463(7) 10.83(21)  7.97(79) | 0.2191(2)  1.635(2)  0.81(9) 11640
3.3100 0.0376(5) 12.31(14)  6.85(53) | 0.2156(1)  1.656(1)  0.70(6) 15850
3.3200 0.0195(4) 12.98(17)  3.07(23) | 0.2054(2)  1.706(2)  0.57(4) 10380
3.3300 0.0111(2) 10.48(11)  0.88(10) | 0.1968(1)  1.745(1)  0.40(4) 6850
N2 x N, =323 x 4, mya = 0.0016250
3.2800 0.1386(2) 3.15(5) 1.81(14) | 0.2590(1)  1.400(1)  0.42(3) 21080
3.2850 0.1289(4) 3.34(10) 2.31(33) | 0.2536(1)  1.430(1)  0.40(5) 9290
3.2900 0.1181(3) 3.80(6) 3.36(26) | 0.2479(1)  1.460(1)  0.62(5) 20940
3.2950 0.1041(4) 4.28(16)  4.02(32) | 0.2410(2)  1.502(3)  0.71(6) 15490
3.3000 0.0888(4) 5.10(6) 4.95(39) | 0.2336(1)  1.543(1)  0.74(6) 20550
3.3025 0.0797(5) 5.63(8) 6.04(57) | 0.2295(2)  1.568(2)  0.89(9) 16870
3.3050 0.0690(4) 6.47(6) 5.17(35) | 0.2249(1)  1.599(1)  0.69(5) 21280
3.3075 0.0625(7) 6.89(10) 5.00(51) | 0.2218(3)  1.614(2)  0.63(7) 6570
3.3100 0.0545(7) 7.45(9) 4.74(78) | 0.2183(3)  1.633(2)  0.72(14) 7370
N2 x N, = 163 x 4, mya = 0.0016250
3.2800 0.1380(7) 3.77(12) 2.12(13) [ 0.2593(3)  1.401(2)  0.44(3) 21180
3.2900 0.1165(7) 4.47(12)  3.10(17) | 0.2475(3)  1.462(2)  0.55(3) 27440
3.3000 0.0880(10)  5.74(11) 5.35(38) | 0.2337(4)  1.541(3)  0.76(6) 40000
3.3050 0.0688(10) 7.11(10) 5.83(40) | 0.2252(4)  1.599(3)  0.82(7) 42000
3.3100 0.0533(11)  8.14(13)  4.88(30) | 0.2182(4)  1.636(3)  0.63(4) 24910
3.3200 0.0334(7) 9.05(8) 2.95(14) | 0.2075(3)  1.692(2)  0.51(3) 25050
3.3300 0.0202(4) 8.16(9) 1.09(6) 0.1975(3)  1.740(2)  0.39(3) 14870
N2 x N, = 163 x 4, mya = 0.0032500
3.2800 0.1510(6) 2.83(6 1.56(11) | 0.2627(3)  1.376(2)  0.40(2) 15280
3.2850 0.1421(9) 2.93(10) 1.98(20) | 0.2575(5)  1.405(5)  0.49(5) 13260
3.2900 0.1308(5) 3.20(3) 2.20(11) | 0.2510(2)  1.433(2)  0.50(2) 45080
3.2950 0.1204(9) 3.56(7) 2.60(17) | 0.2454(4)  1.469(4)  0.60(4) 19110
3.3000 0.1083(6) 3.88(3) 3.16(18) | 0.2388(3)  1.504(2)  0.64(3) 41050
3.3050 0.0933(7) 4.43(5) 3.97(21) | 0.2312(3)  1.551(3)  0.76(4) 39960
3.3100 0.0792(7) 4.82(5) 4.12(18) | 0.2239(3)  1.586(3)  0.77(3) 42890
3.3200 0.0542(6) 5.88(4) 3.16(14) | 0.2107(2)  1.668(2)  0.66(3) 44490
3.3300 0.0375(5) 6.13(3) 1.72(13) | 0.2003(3)  1.722(2)  0.48(3) 25150

Table C.3: Mean values, errors and statistics of chiral observables for small quark masses for N, = 4.
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C.1. CHIRAL CONDENSATE AND SUSCEPTIBILITY DATA

D) i Xi® [ (W), X X& | # traj
N3 x N, =163 x 4, mya = 0.0065000
3.2800 0.1660(4) 2.37(1) 1.11(6) 0.2661(2) 1.352(1) 0.37(2) 27550
3.2850 0.1595(5) 2.50(2) 1.14(8) 0.2619(2) 1.371(2) 0.38(2) 19150
3.2900 0.1507(4) 2.60(1) 1.37(7) 0.2562(2) 1.402(2) 0.43(2) 30160
3.2950 0.1439(5) 2.74(2)  1.77(12) 0.2519(3) 1.424(2) 0.53(3) 24880
3.3000 0.1351(5) 2.85(1)  1.94(12) 0.2464(2) 1.452(2) 0.57(3) 36100
3.3050 0.1269(5) 3.01(4)  2.23(12) 0.2414(3) 1.471(5) 0.63(3) 40230
3.3100 0.1146(6) 3.22(4)  2.74(15) 0.2343(3) 1.515(5) 0.74(4) 40440
3.3150 0.1007(6) 3.53(3)  3.09(15) 0.2262(3) 1.555(4) 0.81(4) 45570
3.3200 0.0895(6) 3.80(2)  2.53(15) 0.2197(3) 1.597(3) 0.65(4) 33360
3.3300 0.0666(8) 4.29(2)  2.10(14) 0.2061(4) 1.678(3) 0.62(4) 18060
N3 x N, =163 x 4, mya = 0.0130000
3.2800 0.1899(3) 1.98(0) 0.59(3) 0.2722(2) 1.317(1) 0.28(1) 20050
3.2900 0.1795(4) 2.07(0) 0.79(4) 0.2645(2) 1.350(1) 0.34(1) 21040
3.3000 0.1687(5) 2.18(1) 1.06(7) 0.2565(3) 1.387(3) 0.45(3) 18880
3.3050 0.1621(4) 2.27(1) 1.03(6) 0.2518(2) 1.413(4) 0.43(2) 32170
3.3100 0.1555(6) 2.31(1) 1.05(9) 0.2470(4) 1.429(2) 0.44(3) 16580
3.3200 0.1383(6) 2.55(2)  1.67(10) 0.2354(3) 1.492(4) 0.64(4) 28740
3.3250 0.1295(4) 2.72(3) 1.81(9) 0.2295(2) 1.530(13) 0.68(3) 54840
3.3300 0.1186(5) 2.81(1) 1.92(9) 0.2222(3) 1.566(2) 0.72(3) 50000
N2 x N, = 163 x 4, mya = 0.0260000
3.2800 0.2256(2) 1.62(0) 0.39(2) 0.2812(1) 1.267(1) 0.24(1) 20310
3.2900 0.2180(2) 1.66(0) 0.42(2) 0.2747(2) 1.290(1) 0.25(1) 23950
3.3000 0.2105(3) 1.71(0) 0.45(2) 0.2683(2) 1.314(2) 0.27(1) 15330
3.3050 0.2054(3) 1.73(0) 0.44(3) 0.2642(2) 1.331(1) 0.27(1) 22550
3.3100 0.2010(3) 1.76(1) 0.57(4) 0.2605(2) 1.346(4) 0.34(2) 20170
3.3200 0.1916(4) 1.82(0) 0.67(4) 0.2528(3) 1.378(1) 0.39(2) 20030
3.3300 0.1807(4) 1.90(0) 0.74(6) 0.2440(3) 1.417(2) 0.41(3) 23380
N2 x N, =323 x 4, mya = 0.0032500
3.2800 | 0.1488(2) 0.00(00)  1.61(13) | 0.2615(1) 0.000(0) 0.46(3) | 20000
N3 x N, =163 x 4, mja = 0.0008125
3.3000 | 0.0627(25)  0.00(0)  7.64(94) | 0.2279(9) 0.000(0) 0.71(10) | 6690
N2 x N, =8 x 4, mya = 0.0008125
3.3000 [ 0.0452(21)  0.00(0)  4.68(39) | 0.2335(13) 0.000(0) 0.70(5) | 25830
N3 x N, = 8 x 4, mja = 0.0016250
3.2800 0.1141(29)  0.00(0)  5.26(25) | 0.2584(12) 0.000(0) 0.51(4) 38280
3.2900 0.0963(21)  0.00(0)  5.24(17) 0.2485(9) 0.000(0) 0.61(3) 40660
3.3000 0.0753(35)  0.00(0)  5.32(34) | 0.2380(16) 0.000(0) 0.75(6) 40100
N2 x N, = 83 x 4, mya = 0.0032500
3.3000 0.0954(21)  0.00(0)  3.49(13) | 0.2372(10) 0.000(0) 0.63(3) | 30000

Table C.4: Mean values, errors and statistics of chiral observables for large quark masses and
lattices for finite volume analysis for N, = 4.
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C.2. GOLDSTONE FIT RESULTS

C.2 Goldstone Fit Results

fit coeft. for Fyr, (H) fit coeft. for Fpr (H) fit coeft. for Fpr (H)

Jé] a b c a b c a b c
3.2800 1.87(1)  2.71(9) 0.40(8) 1.80(3) 3.30(16)  0.02(4) 1.95(0)  1.75(4) 0.00(4)
32850 1.64(0) 3.15(1)  0.13(1)  1.55(3) 3.88(10) 0.01(1)  L.74(1) 2.07(3) -0.16(2)
32900 1.39(1) 3.60(5) -0.12(4)  1.32(2) 4.25(11) 0.00(1)  1.45(1) 2.61(4) -0.48(4)
3.2950  1.08(2)  4.27(9) 0.53(8) 0.99(0) 5.01(2) -0.00(0) 1.14(2)  3.22(9) 0.84(7)
3.3000 0.65(4) 5.31(18) -1.20(16) 0.58(2) 5.98(14) -0.02(3) 0.67(5) 4.39(23) -1.62(21)
33025 0.51(5) 5.44(21) -1.22(20)  0.43(4) 6.21(17) -0.02(4)  0.50(6) 4.58(27) -1.68(25)
3.3050  0.26(6) 6.09(28) -1.65(26)  0.19(5) 6.82(24) -0.03(6)  0.24(7) 5.23(32) -2.10(30)
3.3100 -0.08(5) 6.71(23) -1.96(21)  -0.16(4) 7.48(19) -0.02(4)  -0.16(6) 6.02(28) -2.53(26)
3.3200 -0.46(5) 6.92(28) -1.85(25) -0.54(7) 7.70(35) 0.02(8)  -0.55(7) 6.03(35) -2.22(32)
3.3300 -0.48(9) 5.78(62) -0.65(70) -0.54(10) 6.44(76) 0.28(32) -0.48(11) 4.38(78) -0.55(89)

Table C.5: Fit coefficients of the Goldstone fits for the order parameters My, My, M, for N, =4

fit coeft. for Fp, (H) fit coeft. for Far (H) fit coeft. for Fpr (H)

I6] a b c a b c a b c
3.4800 2.9(0) 2.5(0) 6.9(0) 2.8(0) 3.0(0) 1.6(0) 3.0(0) 1.0(0) 3.7(0)
34900  2.5(0) 2.6(2) 6.5(3) 2500 2.9(2) 1.4(1) 2.6(0) 1.2(2)  3.2(3)
34950  2.3(0) 2.5(0)  6.8(0) 2.2(0) 2.9(0) 1.6(00) 2.4(0) 1.2(0)  3.4(0)
35000 1.4(0) 5.6(0) 18(0) 1.4(0) 6.0(00) -0.2(0) 15(1) 4.0(9) -1.2(14)
3.5150  0.4(1) 6.8(7) 0.9(11) 0.3(1) 7.2(7) -0.1(5) 0.2(1) 6.2(8) -3.5(13)
3.5200 0.0(0) 7.5(0) 0.2(0) -0.0(0) 7.9(0) -0.3(0) -0.1(0) 6.4(0) -3.4(0)
3.5300 -0.7(0) 9.4(0) -2.3(0) -0.8(0) 9.7(0) -1.3(0) -0.9(0) 8.6(0) -6.2(0)
3.5350 -0.6(0) 7.3(0) 1.3(0) -0.7(0) 7.7(0) 0.3(0) -0.7(0) 5.9(0) -1.8(0)
3.5400 -0.5(0) 5.4(0) 3.8(00) -0.5(0) 5.9(0) 1.2(0) -0.6(0) 4.1(0)  0.6(0)

Table C.6: Fit coefficients of the Goldstone fits for the order parameters My, My, M. for N, =8
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N, = N._ =
0 opP H Xw Be 20 b1 Xm Be 20 by
@) My 0.086 | 18.0 | 3.2973(15) 8.8(11) 6.1(30) 18.4 | 3.5020(18) 4.8(7) -13.1(16)
0] My 0.053 | 11.3 | 3.2986(5) 9.2(5) 6.3(19) 18.0 | 3.5024(17) 4.8(7) -13.0(15)
O My 0.032 | 19.6 | 3.2978(5) 8.2(4) -1.6(23) | - - - -
@) M, 0.086 | 9.5 3.2997(15) 9.7(14) 15.8(28) | 13.2 | 3.4997(18) 4.4(6) -4.1(15)
0] M, 0.053 | 9.8 3.2975(7) 8.6(6) 10.1(22) | 13.2 | 3.5001(17) 4.4(6) -4.0(14)
0] Mg 0.032 | 17.1 | 3.2977(5) 8.0(4) 6.3(23) - - - -
@) M. 0.086 | 17.2 | 3.2965(19) 9.8(18) 1.4(42) 24.0 | 3.4961(27) 4.9(12) -15.0(25)
0] M, 0.053 | 14.2 | 3.2977(7) 10.2(8) 0.1(27) 24.0 | 3.4967(25) 4.9(11) -15.1(25)
0] M, 0.032 | 174 | 3.2982(4) 10.0(6) -2.9(28) | - - - -
@) M, 0.086 | 13.3 | 3.2959(16) 7.6(9) 9.4(26) 13.9 | 3.5001(18) 4.0(6) -9.5(14)
(0] My 0.053 | 12.4 | 3.2967(6) 7.5(4) 6.7(18) 13.7 | 3.5005(17) 4.0(5) -9.4(14)
0] My 0.032 | 16.9 | 3.2975(4) 7.5(3) 3.8(21) - - - -
@) M, 0.086 | 6.4 3.2970(17) 7.9(11) 18.4(25) | 10.3 | 3.4982(18) 3.7(4) -0.8(13)
0] M, 0.053 | 6.3 3.2968(6) 7.6(4) 14.5(19) | 10.3 | 3.4986(17) 3.7(4) -0.8(13)
0] M, 0.032 | 14.2 | 3.2973(4) 7.2(3) 11.2(21) - -
0] M. 0.086 | 14.4 | 3.2954(21) 8.6(15) 5.5(39) 21.3 | 3.4949(30) 4.1(10) -11.8(24)
(@) M. 0.053 | 11.9 | 3.2976(6) 9.3(6) 5.8(25) 21.4 | 3.4955(28) 4.2(9) -11.9(23)
O M, 0.032 | 154 | 3.2982(4) 9.3(5) 3.5(26) - - - -
O My 0.086 | 5.6 3.2043(11) 7.3(5) 14.6(17) | 11.2 | 3.4966(21) 3.6(5) -4.5(14)
@) My 0.053 | 5.8 3.2960(4) 7.7(2) 14.5(12) | 11.1 | 3.4971(20) 3.6(5) -4.5(14)
@) My 0.032 | 17.3 | 3.2968(4) 7.6(3) 11.8(20) | - - - -
@) M, 0.086 | 2.2 3.2941(12) 7.2(5) 22.1(16) | 9.4 3.4947(22) 3.3(4) 3.9(13)
@) M, 0.053 | 2.2 3.2954(4) 7.4(2) 21.3(12) | 9.4 3.4952(21) 3.4(4) 3.9(13)
@) M, 0.032 | 14.0 | 3.2964(5) 7.2(3) 18.5(20) - -
0] M. 0.086 | 9.0 3.2950(17) 8.8(11) 12.1(31) | 19.3 | 3.4917(38) 3.7(9) -6.8(25)
O M. 0.053 | 7.9 3.2972(5) 9.6(5) 13.7(20) | 19.5 | 3.4928(35) 3.8(9) -6.9(24)
@) M. 0.032 | 13.2 | 3.2980(4) 9.7(4) 12.2(23) | - - - -

C.3. MAGNETIC EQUATION OF STATE FIT RESULTS
C.3 Magnetic Equation of State Fit Results

Fits of the order parameter to the O(N) scaling functions, linear terms from regular
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part included (SD).
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Fits of the order parameter to the O(N) scaling functions, linear and cubic terms regular
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