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Introduction

Classical Hamiltonian perturbation theory deals with quasi-integrable sys-
tems and aims at controlling how much, during the dynamical evolution,
some relevant quantities deviate with respect to the unperturbed case. Un-
fortunately, the classical methods do not apply in the thermodynamic limit
(namely, when the number N of degrees of freedom tends to infinity and the
energy divided by N, the specific energy, remains constant), and so, clas-
sical perturbation theory as it stands is useless in the frame of statistical
mechanics. Essentially, the reason for the failure is that in the classical the-
ory one pretends to control all initial data, even the ones that should be
obviously considered exceptional (think, for instance, of the data for which
all the energy is concentrated on a single degree of freedom). On the other
hand, for the aims of statistical mechanics, only mean values with respect to
a given probability measure are relevant, without the necessity of controlling
all individual motions, so that a weaker approach is sufficient. Only a few
years ago, in the work [1], an approach along these lines was proposed and
an application to a particular model was made, by performing a few steps of
perturbation theory, with estimates uniform in N at a finite specific energy.
This opened the way to the construction of a “perturbation theory at the
thermodynamic limit”.

In the present thesis, we intend to expound such a theory as an organic
whole. The principal aim is to find a notion which may be an analogue of
the familiar adiabatic invariant of classical perturbation theory, although in
a weaker sense, inasmuch as it should involve phase averages. The proposal
we make is to consider as analogues of adiabatic invariants those quantities
whose time autocorrelation function remains almost constant for long times
(long, in the usual sense of perturbation theory, as, typically, in Nekhoro-
shev’s sense). So, we decided to focus on the study of time autocorrelation
functions in Hamiltonian dynamical systems endowed with an invariant prob-
ability measure. Indeed, time correlations are fundamental in ergodic theory,
because, for instance, the property of mixing amounts to the requirement that
the time correlations of all dynamical variables decay to zero. Thus, proving



the existence of an adiabatic invariant for long times amounts to proving that
a system does not behave as a mixing one up to these times. In addition,
time correlations are very well known to be fundamental ingredients in the
whole field of linear response theory.

The main original result obtained along these lines is the construction of
an adiabatic invariant for a ®* model. Moreover, some general mathematical
properties concerning time autocorrelation functions were discussed. Finally,
an application of these ideas to plasma physics was made, giving a possible
explanation of an instability concerning plasma magnetic confinement, which
apparently was up to now unexplained.

The physical motivation for the interest of time autocorrelation functions,
mainly in the context of linear response theory, is recalled in a heuristic way
in Chapter 1, with a particular emphasis on the possible significance of re-
sults holding for finite times. The general features of the perturbation ap-
proach here developed are illustrated in Chapter 2, with which the proper
mathematical part of the thesis begins. The application to the ®* model
is given in Chapter 3. This allows us to indicate on general grounds which
are the problems arising in implementing the proposed perturbation scheme,
in particular in connection with the estimates related to the marginal and
conditional probabilities of the invariant measure. In Chapter 4 a study is
presented concerning the general analytic properties of the time autocorrela-
tion functions. Finally, in Chapter 5 a heuristic application to the problem
of plasma magnetic confinement is given, together with some concluding re-
marks.



Chapter 1

The role of correlations in
statistical physics

The aim of this chapter is to give a short discussion, with no pretension of
rigour, about the role played by time correlations in statistical physics. We
will give no justification for the formal passages performed, avoiding entering
the interesting mathematical problems they raise.

More in general, one could ask whether the microscopic dynamics plays
any role at all in determining the relevant macroscopic observables. Standard
textbooks of statistical mechanics take as starting point the Gibbs measure,
while dynamics is essentially avoided, being implicitly taken into account
only through generic assumptions such as that integrals of motions should
not exist, apart from energy. This suffices for the study of the means for
macroscopic observables (for instance, density, pressure) in the commonly
considered systems, as first shown by Khinchin (see [2]), but seems to be
non completely satisfactory for dealing with response functions to perturbing
fields, such as electric conductivity, magnetic susceptibility and compressibil-
ity.

In fact, in the literature one finds some different approaches to the defini-
tions of such quantities. The first one is to use as thermodynamic definitions
of response functions the derivatives of suitable effective thermodynamic po-
tentials, in which no reference to the dynamics is made. Another common
approach is that of linear response theory as formulated by Kubo and others
(see [3]). Such quantities are indeed defined in this frame through time cor-
relations of some observables, via the fluctuation—dissipation theorem. Thus,
according to this approach, the response functions essentially depend on the
dynamics, and, in particular, on the dynamics of the unperturbed system, to
which no perturbing field is applied. Finally, a more rigorous way of dealing
with these questions, which concern substantially nonequilibrium phenom-
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ena, was presented by Gallavotti and Cohen (see [4]), whose theory relies on
the so—called “chaotic hypothesis”. Also in this case dynamics is taken into
account, and time correlations can be viewed as indicators for establishing
whether the chaotic hypothesis is satisfied or not.

In the case of small fields, all these approaches should lead to the same
results if the decay of the time correlations involved is of a suitable kind: in
particular, if the correlations go to zero sufficiently fast as time increases. It
is clear, on the other hand, that this cannot happen in the case of completely
integrable systems. Moreover, the differences could even become larger when
one addresses the problem of response for finite times, where metastability
phenomena could occur, as, for instance, in glasses.

We will first recall, in a quick way, Kubo’s linear response theory. The
significance of the results holding for finite times will be particularly stressed.
The theory is introduced through the canonical example of electric conduc-
tivity in Section 1.1. In the subsequent Section 1.2 the case of magnetic
susceptibility is expounded, for which the results for finite time are of par-
ticular interest, since they provide a possible microscopic explanation for
diamagnetism within the frame of classical physics. In Section 1.3, we deal
with the interesting case of specific heat, which does not properly fall within
the frame of Kubo’s theory. Here, too, the finite time value differs from the
equilibrium value, if a certain time autocorrelation function does not vanish.

1.1 Linear response theory for finite times

Here, as in the whole thesis, we will consider Hamiltonian dynamical systems
endowed with a measure on phase space M (a generic point of which will
be denoted by z). We intend to study how a system with Hamiltonian
H = H(z), endowed with a measure p invariant for that Hamiltonian, reacts
to the introduction of a small external field as a perturbation. The latter is
conceived as being of Hamiltonian nature and depending explicitly on time
t, as described by the addition of a term of the form

AH(z,t) ¥ —h®)A(2) .

Linear response theory shows that the perturbation induces an evolution
of the measure p such that, at first order in the perturbing field, the variation
of the phase average of a given observable with respect to the unperturbed
value depends on the unperturbed (or equilibrium) time correlation of two
suitable observables. The response coefficients are then obtained from the
variation of the mean values of some observables in response to suitable
perturbing fields (see below).



In order to formulate the theory, we suppose that the measure p has a
density p(z) and that for ¢ = —oo the perturbation is absent (i.e., the limit of
h(t) ast — —oo vanishes; one then says that the perturbation is adiabatically
turned on). The density p(z,t) of the perturbed system must then satisfy
Liouville’s equation

O H, A~ h(1) [4,7)

, 1.1
Jim(t.2) = p(2) Y

in which the symbol [-, -] denotes canonical Poisson brackets.

Instead of solving the previous equation, we content ourselves to studying
the linear approximation, namely, to consider the deviation Ap from the
unperturbed density p, i.e., to consider

Ap(z,t) E p(z,t) — plz.t) |

which, in turn, has to satisfy the equation

0Ap

S = A= hO A
lim Ap=20
t——o0

from equation (1.1), using the fact that [H, p] = 0 (since p is invariant for
the flow induced by H), and by neglecting the term —h(t)[A, Ap], which is
formally of a higher perturbation order.

The solution of the previous equation can be expressed as

Amoz—/ U ([A, o) h(s)ds

—00

where the time evolution operator U, relative to the Hamiltonian H appears,’

which acts on the dynamic variable [A, p|. This implies that the mean value
(AB(t)) of the deviation at time ¢ of a given observable B = B(z) from its
equilibrium value can be written as

(AB()) % / Ap(z,1) B(2)dz

(1.2)
/(h/’dwz ) Uy ([A, p]) (2) B(2) .

"'We will always adopt the convention that the time evolution operator U, relative to
an Hamiltonian H acts on a dynamic variable f by mapping f(z) in f(®~'z), where ®* is
the flow at time ¢ induced by H.



The relation of the previous formula with time correlation functions is
quite simple if the initial measure is the Gibbs one, as is usually assumed.

This means that we make the choice p o exp(—FH)/Z, in which 5 > 0 and
Z is the partition function, which normalizes to 1 the measure of the whole
space. One has, then,

[A,p] = —=B[A H]p

and, by exchanging the order of integration,
t
(AB(t)) = A / ds h(s) / d:0, A()B()p(z) . (1.3)
—0o0 M

where we have put A’ o [A, H]. The second integral at the r.h.s. is the
equilibrium time correlation function between A" and B at time t — s, which
we presently denote by (A'(t — s)B(0)) (for a more precise mathematical
setting for the correlations, see Chapter 2).

In order to elucidate the relation between the introduced quantities and
the response coefficient we prefer to focus on one of them, because some small
differences in dealing with different coefficients make a unitary treatment
cumbersome. Maybe the simplest case is that of electric conductivity o of
a conducting body under a quasi—stationary electric field. To this end, we
consider a system of N charged particles, each with charge e;, governed by
a Hamiltonian H, and introduce an electric field E, which is assumed to be
uniform in space and to depend on time only through the adiabatic switching.
This means that we can write the perturbing term to the Hamiltonian as

N
AH(t) = —h(t))_ eja;E, Jim a(t) =0, A(t)=1fort>0,

J=1

in which z; denotes the coordinate along the = axis of a suitable reference
frame of the j—th particle.

The electric conductivity? is defined as the ratio between the current

. . . . . . def
induced along the x axis, whose microscopic counterpart is given by J, =

2;.\[:1 e;x; (the dot denoting differentiation with respect to time), and the
electric field. According to formula (1.3), the mean value of J, at time ¢ is,

in the linear approximation,

t

(.(t)) = BE, / ds h(s) (Jo(t — $)1,(0)),

—0o0

20ne should more properly talk about the conductivity tensor, which, in the case of
isotropy that we implicitly assume, reduces to a scalar.
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where use is made of the relation [}, e;x;, H] = J, and of the remark that
the equilibrium mean value of J, vanishes. Notice that on the r.h.s. there
appears the time correlation of the current with itself, which is called the time
autocorrelation of the current; indeed the response coefficients often involve
the time autocorrelation of an observable. The conductivity in response to a
stationary field is then given by

o(t) ”gf” 5 [ dshls)ale— 5).00) (1.4)

for t > 0. This expression, which is a fluctuation—dissipation relation, de-
pends on time t. However, one usually supposes that, exception being made
for a very short initial transient depending on the form of h(t), the equilib-
rium time autocorrelation (J,(t)J,(0)) of the current decays so fast that the
integral at the r.h.s. is practically constant. So, one can think of the conduc-
tivity as of a quantity independent of the instant at which the measurements
are performed and of their duration. One writes, then, the following formula

+oo
o= 5/_ ds h(s)(Jo(t — 8)J.(0)) . (1.5)

However, the supplementary assumption on the decay of the correlation
should be proved in terms of the dynamics and is certainly false, for in-
stance, in the trivial integrable case in which the equilibrium Hamiltonian H
is simply the sum of the kinetic energies of the particles®

This is a well known problem, and there exists an ample branch of ergodic
theory which deals with asymptotic properties of the decay of correlations
for different classes of dynamical systems (see [5]), determining under which
hypotheses the integral in (1.5) converges. We want, instead, to omit for
the moment the study of the asymptotic behaviour of the correlations (see,
however, Chapter 4 for some remarks on this point), and focus on the be-
haviour for finite times. In fact, even if we admit that formula (1.5) provides
a well-defined expression for the conductivity o, nothing allows us to rule
out that the actual value o(t) of the conductivity at time ¢, as defined by
(1.4), could be essentially different from the infinite time value o even for
very large times, a fact that might be detected by experimental measure-
ments. This is precisely what happens if the autocorrelation of the current
does not completely decay within the measurement time. For this reason, our
aim will be to show that there exist quasi-integrable systems in which the
autocorrelation of some observables does not decay up to long times, which
tend to infinity as the perturbation with respect to the integrable system
goes to zero.

3In such a case, the integral in formula (1.5) would diverge.
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1.2 Magnetic susceptibility and diamagnetism

A case in which the difference between the value of the response function at
an infinite time and that at a finite time turns out to be particularly relevant
is that of magnetic susceptibility. Indeed, in work [6] it has been proposed
that such a difference provides a microscopic explanation of diamagnetism in
the frame of classical physics, at least for what concerns magnetized plasmas.

Let us consider a system of NV charged particles, each with charge e; and
unitary mass, subject to a Hamiltonian

N 2
P;
H:Z?]_‘_V(ql;"'an)a
j=1

where p; and q; denote the momentum and position vector of the j—th par-
ticle in a three dimensional region, the volume of which can be taken as
unitary. The adiabatic switching of a uniform magnetic field h(t) B deter-
mines a modification to the Hamiltonian, which, in the linear approximation,
takes the form

N
AH(t) = —h(t)> ep;- (BAq;) Jim a(t) =0, h(t)y=1fort>0,

=1

for a suitable choice of units.

The magnetic susceptibility* is the ratio between the magnetization M
induced along the axis of the magnetic field (which we take as z axis) and the
field itself. One should use some caution here in defining the magnetization
M, because it depends explicitly on time if expressed as a function of p and
q, as a consequence of the added perturbation. Indeed, we recall that for one
particle the magnetic moment is just a multiple of the angular momentum,
and that, in our case, one has

N N N

M(p,q,t) < ey nd; = ejqiAp;—h(t) Y elq; ABAG) . (16)

J=1 J=1 J=1

The magnetization of the unperturbed system, which is obtained from the
previous one for h = 0, will be denoted by M° .
Due to formula (1.3) and to the fact that AH(t) = —h(t)B - M, one

4We should here, too, talk about a tensor (see footnote 2).
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gets, in the linear approximation, the relation

(M.(t)) = B. (ﬂ/ ds h(s) (U ([M2, H]) M?)

,OON
Ze T +y]>

J=1

(1.7)

Then, since [M?, H]| is the total derivative with respect to time of M? under
the unperturbed flow, we can write

Lot — )y |

<Ut*5 ([M,S7H]) Mg> = ds

in which the equilibrium autocorrelation of the unperturbed magnetization
appears. After an integration by parts of the integral in the first row of (1.7),
one gets a boundary term which cancels exactly the second row, so that the
magnetic susceptibility y turns out to be given by

o= S5 s [ as (Snw) ae-onn . s

The previous formula shows clearly that the vanishing value predicted
by classical theory (see [7]) is obtained only when ¢ exceeds the time at
which the magnetic field becomes constant (i.e., after which the derivative of
h(s) vanishes) at least by the time needed for the autocorrelation of M? to
vanish. If this does not happen, the susceptibility can take a nonvanishing
value, which can also remain practically constant for long times, if the system
lies in a metastable state. For the consequences of this fact for magnetized
plasmas, see Chapter 5 later on.

1.3 The specific heat

Quite different is the case of specific heat, which cannot be reduced to the
study of time correlations in an isolated system. We present here a treat-
ment due to Carati and Galgani, in which the reversibility of the microscopic
system plays a key role.

Let us consider a Hamiltonian system with Hamiltonian Hy, initially at
equilibrium with respect to the Gibbs measure at inverse temperature [ in its
phase space M, which is put in contact at time ¢ = 0 with a system governed
by a Hamiltonian Hs, at equilibrium with respect to the Gibbs measure on its
phase space M at inverse temperature S+ AS. The latter system represents

13



a heat bath, so that we think of it as much larger than the first one, and we
look at the way in which a global equilibrium at inverse temperature g+ Af
is attained. We aim at describing the occurrence of an exchange of heat with
no macroscopic work. So, we impose that the phase spaces are not altered by
the contact, which is described only by an interaction term Hj;,; introduced
in the global Hamiltonian, so small that it does not changes the probability
measure in a sensible way, but only influences the dynamics. The global
system is governed by

Hiot(p1, g1, 02, @2, t) = Hi(p1, 1) + Ha(p2, ¢2) + 0() Hine(p1, 41, P25 G2)

in which (p1,q1) € My, (p2,q2) € My and 0 denotes the Heaviside step
function.® In the following we will also denote by z = (p,q) the canonical

coordinates on the global phase space M o My x M.

We suppose further that the Hamiltonians H,,;, Hi, H, are invariant under
the parity transformation P which changes all momenta p in —p. As is well
known, this implies that the global system and each of the subsystems are
microscopically reversible, i.e., that (P®')~! = P&’ for each of the flows ®'
at time t induced on phase space by each of the Hamiltonians.

In virtue of the first principle of thermodynamics, the heat () absorbed
by the first system in the absence of work is equal to the variation AU of its
internal energy. If we identify AU with the mean value of the deviation of
H, from its initial value, we have

Q=AU Y /M (Hy(®L,,2) — Hi()) plz) dz | (1.9)

where ®! . denotes the flow induced at time ¢ by Hy,; and p is the probability
density for the initial data, which corresponds to a nonequilibrium measure,
given by®

(2) = EPCEAHWPL 1) — (54 AS) Hy(p2, 42))
’ Z1(8)Z (6 + AB) )

in which Z; denotes partition function for system ¢ = 1, 2.
Due to reversibility, we can write () in an equivalent manner. We start

from (1.9) and make the change of variables from z to x o Pz, getting
that

Q= [ (@)~ 1, (@) o)
M

SFor definiteness, we adopt the convention h(0) = 0.

6This approach is in some sense complementary to that of Kubo presented in the previ-
ous sections. Here only the initial measure is considered, instead of a measure depending
explicitly on time, as a solution of Liouville’s equation.
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where use is made of the invariance of H; under the parity transformation
and of the fact that the Jacobian of the coordinate transformation has de-
terminant of modulus one, since it is a canonical transformation. In order
to express the density probability in the new variables, we make use of the
conservation of energy in the form

Hi(z) + Ha(2) = Hi(x) + Hy(x) ,
H;,; having been neglected. This implies that

p(z) = p(z) exp (=AB (Hi(x) — Hi(2)))

leading for () to the expression
QZ/M(Hl (v) — Hy (®},,7)) exp [AB (Hi (Pl ) — Hi(2))] p(x) dx . (1.10)

Finally, one writes () as one half the sum of the r.h.s. of formulas (1.9-
1.10) and expands the exponential to first order in A3, obtaining the equality
(valid in the linear approximation)

Q=588 [ (th(#,2) ~ H(2)* ) s

As a first remark, we stress that the previous formula proves the valid-
ity of the second principle of thermodynamics for this case, and thus proves
macroscopic irreversibility in statistical terms, by making explicit use of mi-
croscopic reversibility. Indeed, due to the definite sign of all terms at the
r.h.s. and to the fact that g is the inverse temperature, it is easy to check
that heat always flows from the hot to the cold system.

Then, we point out that this expression enables one to get a theoretical
formula for the specific heat Cy of the first system,” as is measured when it
is put in a calorimeter (which is modeled by system 2)® for a time ¢. The

specific heat can be defined by CYy def Q/AT, with T e /3, so that one has

1

Cv(t) = 5

(0~ 1)),

in which (-) denotes mean value with respect to the initial density p and U,
the time evolution operator for the global system.

"The index V emphasizes that we are dealing with the specific heat for transformations
in which no macroscopic work is performed, as for the transformations at constant volume
in a gas.

8This is the only point where use is made of the assumption that the second system is
much larger than the first one.
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We have thus obtained again a response function which varies with time,
and it can actually be expressed in terms of the time autocorrelation of
H,. This is obtained by expanding the square in the previous expression
and noting that, neglecting terms of a higher order in AfS, the following
approximate equalities hold: ((U;H,)%) = (H?) and (U_,H,H,) = (U,H, H;).
The same expansion in AS shows that all mean values with respect to p
can be replaced by mean values with respect to the equilitbrium measure at
inverse temperature 8, which will be denoted by (-).,. Thus, one gets

Cu(t) = g (g = (L)) = i (LB () H)eq — (FRYZ)

in which the first term in brackets is the specific heat as predicted by equilib-
rium statistical mechanics, i.e., the variance of the internal energy (divided
by T?) of the first system, while the second is, apart from a factor, the time
autocorrelation of H;.? Therefore, we must conclude that the specific heat
attains its equilibrium value only when the time autocorrelation of the energy
has decayed to zero. If this decay is slow, one should detect different values of
the specific heat, depending on the observation time, as, on the other hand,
is in some cases experimentally observed (see, for instance, [8, 9]).

9For the presence of the term (H?) see the rigorous definition of time autocorrelation
in equation (2.1) later on and the subsequent remark.
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Chapter 2

Time correlations and
perturbation theory

As said in the introduction, we will focus on the study the time autocorre-
lations of dynamical variables in isolated Hamiltonian systems. We have to
construct a suitable Hamiltonian perturbation theory, in order to estimate
the difference of behaviour between an integrable system, in which some ob-
servables (for instance, the actions) have a constant autocorrelation, and its
perturbation.

In the present chapter we introduce the basic, albeit simple, results,
which enable us to deal with the time autocorrelation of a dynamical variable
through perturbation methods. The most relevant estimate is contained in
Theorem 1 in Section 2.1, which is a slight modification to Theorem 1 of pa-
per [1], and is followed by a summary of the perturbation scheme we intend
to adopt. In Section 2.2 the picture is completed by some considerations
on the Hilbert space in which we chose to frame the treatment. This also
enables one to establish that, if two dynamical variables are correlated as
random variables, then their time autocorrelations have a similar behaviour
(see Theorem 2 therein).

2.1 The bases of perturbation theory

Our main purpose is to find stability results for finite times, bounding from
below the time decay of autocorrelations. This means that we try to produce
results similar to those of Nekhoroshev theorem, and we will find inspiration
from its guidelines in the way of proceeding, too. Thus, let us recall that
classical perturbation theory proceeds along two steps:

e formal reduction of the Hamiltonian of the system to that of an inte-

17



grable system through a sequence of canonical transformations (this is
the so—called Birkhoff normal form) or, alternatively, construction of
first integrals (i.e., constants of motions) through a formal power series
expansion;

e estimate of the contribution to the dynamics given by “the remainder”,
namely, by what is left when the sequence of canonical transformations
or, respectively, the series expressing the formal first integrals are trun-
cated at a finite order (this will be called “estimate of the remainder”).

For what concerns the first step, no problem arises at the thermodynamic
limit if one applies the method explained in [10], which enables one to ex-
plicitly construct the formal integrals of motions.! The classical methods for
estimating the remainder, instead, have the drawback of always providing
values which diverge in that limit.

The problem arises because there exist exceptional points in phase space
at which the whole energy is concentrated in a small number of degrees of
freedom and the remainder takes values which grow with NV, so that the typ-
ical estimates, which usually involve the upper bound to the values of the
remainder on a region of phase space, present the same growth. On the other
hand, it seems quite natural to expect that the values attained at isolated
points should not matter for the observable properties, which always involve
some averaging procedure. This is the reason why in paper [1] the proposal
was advanced to replace in the estimates the usual norms with the L? norm
with respect to an invariant measure, in order that the contribution due to
each region of phase space is weighted with the probability of being therein.
The knowledge of such a norm is sufficient to determine relevant mean prop-
erties for the system, as shown by the fundamental Theorem 1 in [1], which
is a functional theoretic analogue of Lagrange finite increments theorem in
a space endowed with an L? norm. As regards the time autocorrelation, a
little modification of Theorem 1 of [1], given also in [11], expresses directly
the relation between the time autocorrelation of a dynamical variable and
the L? norm of its derivative, according to the following Theorem 1.

Before coming to its statement, we need to introduce some definitions
and more precise statements on the mathematical frame in which we set
ourselves.

In a dynamical Hamiltonian system with Hamiltonian H, we consider the
time evolution operator U, which acts on the space L%(u, M) of the square

"'We have chosen this purely algebraic method, instead of the more usual of Birkhoff
normal form, in order to avoid possible difficulties due to the fact that canonical transfor-
mations can become ill-defined at the thermodynamic limit.
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integrable functions (with respect to the invariant measure ;) mapping the
phase space M in R. In terms of the flow ! generated by H, the operator
Ut maps f in Uyf = fo® . Tt is well known, since Koopman (see [12]), that
U, defines a one parameter group of unitary operators in L2(y, M), i.e., of
operators which preserve the norm in this space, which we will denote with
-1

The time autocorrelation of a dynamical variable f € L?(u, M) is defined
by

Ci(t) = (f f) — (N2 ={(fi = () (F = (F)) (2.1)

in which f; is a shortcut for U, f, and (-) denotes mean value with respect to
the probability measure p. Notice that here, at variance with the previous
Chapter 1, the square of the mean value (f) is subtracted. Such an additional
term, in fact, was there neglected for the sake of simplicity, as the mean value
of the derivative of any dynamical variable with respect to the flow vanishes,
due to the invariance of the measure (the only case in which there appeared
a dynamical variable with nonvanishing mean was that of specific heat, for
we which we had to explicitly introduce the additional term).
The standard deviation o; of f is then defined through

A E NP = (A= If = (O (2.2)

The quantity a]% is called the variance of f and is related to the time auto-
correlation of f by the relations

C(0) =02 and |Cy(t)| < o . (2.3)

Therefore, the variance of a dynamical variable is the natural scale of its time
autocorrelation.
We are now able to state

Theorem 1 Suppose that, for f € L*(u, M), there exists a constant n > 0
such that

I HIN < noy s (2.4)

then one has .
Cy(t) > o3 (1 — §n2t2) : (2.5)

Proof. One introduces the difference 6(t) = o fi — f, for which one has

00 = Oy fy = —[H, fi], since f; satisfies Liouville equation and f is indepen-
dent of time. One can then write

06 =—[H, 8 +g, (2.6)
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with ¢ dof —[H, f]. In view of the unitarity of the evolution operator U, and

because §(0) = 0, the solution of (2.6) is given by

t
d(t) :/ U,_sgds ,
0

so that one gets the estimate

1) < /

One obtains then the thesis by making use if the simple identity

. 2
Cf(t) :O'J% . Hft QfH )

U g ds = tlgll <ntoy (2.7)

Q.E.D.

Remark. The previous theorem says that, up to times of the order of the
ratio o¢/||[f, H]||, the autocorrelation of f is sensibly different from 0, so that
the behaviour of the system cannot be considered as fully chaotic up to such
a time. Notice that the considered ratio involves the standard deviations of
two dynamical variables.? If both are sum variables in the sense of Khinchin,
one should expect that the ratio is essentially independent of the number
of degrees of freedom, due to a sort of central limit theorem, so that the
estimate is valid when one passes to the thermodynamic limit.

In virtue of Theorem 1 we have got an analytic tool to estimate the remainder
and can trace the broad outline of the scheme which we propose in order to
get perturbation results at the thermodynamic limit.

One begins by choosing a constant of motion for the unperturbed system,
and takes it as the starting point to construct a formal power series expansion
of a first integral of the perturbed system. Then one truncates the series
expansion and estimates the ratio o;/||[f, H]|| for the dynamical variable f
constructed in this way, choosing the optimal truncation order by taking that
for which the ratio takes the maximal value. We will then say that f is an
adiabatic invariant for the system.

To the problems that arise in implementing this seemingly simple program
is devoted the following Chapter 3, where we focus on a relevant physical
model in order to show how to overcome the obstacles of probabilistic nature,
in particular in giving an estimate independent of N of the aforementioned
ratio.

2Since [f, H] is a total derivative, it has vanishing mean (see above), so that its L?
norm coincides with its standard deviation.
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2.2 Correlations in their “natural” space

Before we go on, it is better to dwell a little more on the space in which
we have framed our treatment, namely L?(u, M), in order to show how this
choice leads us to explain in a natural way some general properties of the
functions of time correlations, among which the already quoted relations (2.3)
between variance and autocorrelation. Moreover, Theorem 2 to be given be-
low shows how the “closeness” in this space translates into similar behaviours
of the correlations. This is very important, because in perturbation theory
one has to recover the behaviour of the functions of interest once one knows
the behaviour of a small perturbation of them. A typical case, indeed, is
that in which one manages to prove stability results for long times for a
slight modification of the unperturbed action and then infers from this that
the action itself has a similar behaviour: this is precisely what Theorem 2
allows one to do.

To the definitions (2.1-2.2) we add that of time correlation between two
dynamical variables f and ¢ in L?(u, M), which takes the form?

Cro(t) = (frg) — () = ((fe — (F) (9 — () -

The space L*(p, M) is seen to be the natural setting for correlations if
one notices that they acquire here a geometrical meaning. Indeed, they are
closely tied to the covariance of two dynamical variables f and g, defined by

cov(f,9) E ((f — () (g— () ,

since Cy,4(t) = cov(f;, g). On the other hand, in probability theory it often
turns out to be useful to consider the covariance of two random variables as
a scalar product, and so we will make in our functional space. This leads
us to take as a norm* of a dynamical variable f its standard deviation o/,
defined by (2.2), for which one has 0% = cov(f, f).

Within this frame, the analogue of the direction cosine is the correlation
coefficient r(f, g) between f and g, defined according to

r(f,9) = cov(f,9) /o0, .

3For the difference with respect to Chapter 1, see the remark following (2.1) in Sec-
tion 2.1.

4As a matter of fact, it is a semi-norm; one could talk about a norm in strict sense
only if all dynamical variables which differ by a constant are identified. Furthermore, for
variables with vanishing mean the covariance cov(f, f) coincides with the usual L%. We
do not insist further on this point, pointing out that the symbol || - || will always denote
the norm in L2.
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Indeed, one easily sees (in our case, for instance, by using Schwarz inequal-
ity) that one has |cov(f,g)| < ooy, so that |r(f,g)] < 1. Two variables
are orthogonal if they are uncorrelated, i.e., if r(f,g) = 0, and collinear if
r(f,g) = £1. Since then C(t) = cov(fi, f), hence easily follows (2.3)

The choice of this scalar product clarifies also in which sense one can pass
the information on the autocorrelation of a dynamical variable to all those
sufficiently “close”. The following theorem (already appeared in [13]) shows
that, if two variables are strongly correlated (i.e., if they are collinear enough
in the scalar product given by the covariance), their time autocorrelations
have a similar behaviour.

Theorem 2 Let pu be a probability measure on the M, invariant for the flow

generated by H, and let f,g € L*(pu, M) be such that |rv(f,g)] > 1 —¢&?/2

for some ¢ > 0. Then there exists a multiple f = af of f, with « &f

(sign(r(f,q))oy/0f), such that
{Cﬁg(t) — Cf(t)| <o, (2.8)
and
|Cy(t) — Cs(t)] < (2 +2¢) oy . (2.9)

Proof. Both inequalities follow from the remark that

2

0, ;= 02+ 0%—2c0v(f,g) = 202 — 202x(f, g) < %2,

which is due to the identities o7 = o, and r(f,g) = r(f,9)|- In fact, (2.8)
hence follows by noting that

C;,(t) = C(t)| = |cov(fi, g) — cov(fi, )| = [cov(fi,g = )] < 0,0, 7,
while, in a similar way, (2.9) comes from the following relations
|Cy(t) — C4(t)] = |C,_;(t) + C, 7(t) + C;,(t) — 2C(1)]
< 03_);%— 20,0, ;.
Here, in the second line use is made of the previous inequality and of the
identity C, #(t) = C; (—1), due to the invariance of the measure.
Q.E.D.

Remark. This theorem shows, among other things, that dynamical variables
strongly correlated with the Hamiltonian cannot decay to zero, since the
autocorrelation of the latter stays obviously constant. This suggests not
to use variables correlated with the Hamiltonian to determine whether a
system is chaotic or not, and that is better, instead, to confine oneself to the
linear space of the variables uncorrelated with it through an orthogonalization
procedure such as that of Gram—Schmidt.
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Chapter 3

Exponentially long stability
times for a nonlinear lattice

The major problems that arise in applying the perturbation methods at the
thermodynamic limit along the scheme sketched can be divided in two cat-
egories: the accumulation of small divisors and the probabilistic estimates
needed to estimate the remainder. In paper [1] a technique was provided in
order to evaluate the contribution due to small divisors. This was explained
on a chain of weakly coupled rotators, for which the probabilistic estimates
become very simple. In the work [11], which we reproduce here almost com-
pletely, the situation is opposite. We treated a model of a completely resonant
nonlinear lattice, so that no small denominator arises, whereas the problems
linked to the use of the probability measure show up at full strength. Fortu-
nately, most of them were already faced, and solved, in the most relevant case,
namely that of Gibbs measures, in other frames, i.e., in the Dobrushin theory
of Gibbsian fields and in the estimates on marginal probabilities on lattices
and interacting gases. Thus our contribution consisted mainly in adapting
such arguments to the present case and to bring them into harmony with
perturbation techniques.

The chapter is organized as follows. The main result on the considered
model, namely the construction of an adiabatic invariant in the thermody-
namic limit, is stated in Section 3.1 (Theorem 3), together with a corollary
concerning a control on the time evolution of the adiabatic invariant. Then,
in Section 3.2, we present the scheme of the proof of Theorem 3, whereas the
fundamental ingredients of the proof are separately given in the subsequent
three sections. The first one (Section 3.3) concerns perturbation techniques
and deals with the formal construction of the adiabatic invariant. The other
two sections have a probabilistic nature: the estimate of the marginal prob-
ability is given in Section 3.4 together with the estimate of the norm of the
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time derivative of the adiabatic invariant. In Section 3.5, we state Theorem 4
in which the estimate of the spatial correlations is given, which enables us to
give an estimate on the variance of the adiabatic invariant. Some concluding
remarks follow in Section 3.6, while most of the proofs of a more technical
character are deferred to Appendix A.

3.1 Stability estimate in the Klein Gordon
lattice

In the literature, as a prototype of several models, the so called Klein Gordon
lattice is studied (see [14, 15, 16, 17, 18, 19]). From a physical point of view,
it mimics a chain of particles, each free to move about a site of a lattice,
subjected both to an on—site restoring nonlinear force and to a linear coupling
with the nearest neighbours. It can also be seen as a discretization of the
one-dimensional ®* model, which plays a major role in field theory.

The Hamiltonian of such a system, in suitably rescaled variables, can be
written as H = Hy + H;, in which

i (P& def N Gl = g
Hy = w42 and H; = ¢ Eik AR L 3.1
0 Z < 2 2 ! Z w Z 402 (3:1)
=1 =1 =1
where p = (p1,...,pn) and ¢ = (¢1, ..., qy) are canonically conjugated vari-
ables in the phase space M, and ¢ is a positive parameter, while w is defined

by w ' /T+ 2= Since we don’t want to face here the problem of small

divisors, which typically arises in perturbation theory, we confine ourselves
to the case of small ¢, i.e, of small coupling between the sites.
We consider as invariant probability measure the Gibbs one, i.e., that

defined by

def exp(—B8H (p, q))
pu(dp dq) <= Z0) dpdg , (32)

where Z([3) def fM exp(—0GH (p,q))dpdq is the partition function, and 5 > 0
the inverse temperature. We aim at showing that, for small enough ¢ and
sufficiently large [, there exists an adiabatic invariant for H up to times

which grow as a stretched exponential in the perturbation parameters. This
is the statement of the following

Theorem 3 (Estimate on the adiabatic invariant) There exist positive
constants €*, k, independent of N, such that if ¢ < &* and 8 > 7!, then
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there exists a polynomial function X uncorrelated with H such that

> 1/4
M < oxp [‘ (m) ] | (3:3)

This implies that
) 1/t\?
Cy<og(1-2 7 , (3.4)

where the time t is defined by

P exp [(m) 1/4] | (3.5)

Remark. We require X to be uncorrelated with H in order that our adia-
batic invariant be sufficiently different from the Hamiltonian, which is obvi-
ously a constant of motion (see the remark after Theorem 2 in Chapter 2).

(]

Before the proof, we point out immediately that the result of this theorem
can be viewed in another way, which sounds perhaps more familiar to the
readers coming from perturbation theory. This will help clarifying in which
sense t defined by (3.5) can be seen as a stability time. It concerns the
probability P that the value of the variable X changes significantly from
its original value. Indeed, it entails that the probability of such a change
is practically negligible if ¢ < ¢ and is proved by combining equations (3.3)
and (2.7) together with Chebyshev theorem (for a refinement of this kind of
estimates, see also [20]),a sis seen from

Corollary 1 In the hypotheses of Theorem 3, for any A > 0 one has

P (% - %] > roq) < - (1)
! == e \d)

3.2 Scheme of the proof of Theorem 3

First we use a variant of the classical construction scheme of approximate
integrals of motion (see [21]) in order to perform the construction of the
adiabatic invariant as a formal power series. Precisely, we use the scheme
developed by Giorgilli and Galgani for a direct construction of integrals of
motion (see [10] and Section 3.3 for the actual implementation). It is well
known that the series thus obtained are, in general, divergent, so that the
standard procedure consists in using as approximate integral of motion a
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truncation of the series. Denoting by Y,, the series truncated at order 2n + 2,
it turns out that it has the form

def -
WS Ho+ Y Pilp,q) (3.6)
j=1

where P; are suitable polynomials. In order to make such a quantity un-

correlated with H, it is convenient to consider X, dof Y,, — H instead of Y,,

itself.

In order to make the construction rigorous, one has to add rigorous esti-
mates of the variance 0% of X,,, and of the L? norm of [X,,, H]. The first step
to get such estimates consists in controlling the structure of the polynomials
P; (which, in particular, contain only finite range couplings) and the size
of their coefficients. This is done recursively, by a variant of the technique
of the paper [22], which is implemented in Section 3.3 (see Lemma 2). We
emphasize that, at variance with the original paper, we obtain here estimates
independent of the number of degrees of freedom.

Then, due to the structure of the polynomials P;, to get the needed L?
estimates one has to compute the L? norm with respect to the Gibbs measure
of the monomials appearing in P;. The key step for this computation consists
in giving an upper bound independent of N to the marginal probabilities of
the Gibbs measure. Such an estimate is obtained by adapting techniques
developed by Bogolyubov and Ruelle (see [23] and [24]) and is reported in
Lemma 4 of Section 3.4. One thus obtains the following bound

|5 < v (V2s) " ! (5 +2)" st (3.7)

which is valid for a suitable constant x; > 0, provided ¢ is small enough and
f large enough (see Lemma 3 of Section 3.4).

We emphasize the presence of the factor v/N and that &, is independent
of N. Tt will be shown that actually the Lh.s. of (3.7) is of order v/N even
if it is the square root of a sum of O(N?) terms. This is due to the fact
that most of the terms have zero mean because the measure is even in p and
furthermore the p’s are independent variables.

To get the Theorem, one also needs an estimate of ox, from below. This
is obtained in two steps, which are based on the remark that ox, > ox, —og,

where R & X, — Xj is a remainder.

First we compute explicitly X; and estimate from below ox,, obtaining
a bound proportional to v/N. Then, we estimate from above og. Precisely,
we use techniques introduced by Dobrushin in papers [25, 26] to show that
or behaves as /N (see Lemma 8 of Section 3.5). We remark that this is the
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analogue of the law of large numbers. We recall that Dobrushin’s techniques
enable us to show that spatial correlations between variables pertaining to
different lattice sites decrease exponentially with the distance between the
sites, so that the monomials appearing in P; are essentially independent, and
the variance of P, is essentially the sum of the variances of each monomial.
This leads to Lemma 7 of Section 3.5, which shows that, for small enough ¢
and large enough S, for n < ry /*(c + B~1)~1/4 there holds

ox, = VN(E+57)/(85) (3.8)

where again k9 is a positive constant.

Then one finds the optimal n, call it 2, such that the ratio ||[ X5, H]||/ox,
takes the minimal value. Notice that, as n belongs to a bounded domain, the
minimum can be attained at the boundary. The optimization is immediately
done, once the estimates are given both for the L? norm ||[X,,, H]|| of the
time-derivative of the quasi integral of motion X,,, and for its variance 0% .

Then, the function X satisfying (3.3) of Theorem 3 is simply given by X o
Xs — Hpx, n0x,/on. The identity 0% = (1 — p%, y)o%,, together with the
upper bound to px, g given by Lemma 7, enables us to extend all conclusions
from X;, to X.

3.3 Construction of the adiabatic invariant

Following [10], we look for the formal integral of motion by looking for a
sequence of polynomials x = {xs},>, such that

[H,T\ Ho]) =0 at any order, (3.9)

where T is a linear operator, whose action on a polynomial function f is
formally defined by!

S

def . def def j
I f = Z (Txf>5 , with (Txf>0 =7, (Txf)s = Z;[Xja (TXf)s—j] :
s>0 J=1
(3.10)
Inserting the expansion of T\ Hy and H in (3.9) and equating terms of equal
order one gets the system

©y=Hy, O,— Loxs=%¥, fors>0, (3.11)

Notice that in paper [10] the y, were required to be homogeneous polynomials of
degree s + 2.However, there is no problem in considering the present more general case.
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—

l <
\I[s == ; [Xl? (TXHO)sfl} - <TX®l>S*l fOl" 5 2 2 !
=1 =1

(3.12)

Ly & [Ho, -] is the homological operator and (3.11) has to be read as an

equation for the unknowns y,, O, which have to belong, respectively, to
the range and to the kernel of the operator Ly. By defining the projections
Iy, Ik, respectively on the kernel N and on the range R of Lg, one thus
determines recursively

Xs = —Lg'TIgr¥, , O, =Ty, fors>1. (3.13)

The approximate integral of motion is then obtained by truncating the se-
quence 1) Hy at a suitable order.

We have to estimate the action of the operator T, on the class of functions
f(p,q) we are interested in, in a norm which is well suited for our problem.
Such a norm is defined as follows. Let H"' denote the class of monomials?
pqt of degree s, i.e., with |k| + |I| = s, which furthermore depend on sites
that are at most r lattice steps away from ¢, namely such that k; = [; =0
if |i — j| > r. We denote by Ps, the set of all homogeneous polynomials of
degree s that can be decomposed as

N |HE

; ; ciifij (3.14)

vt To f € Ps, we associate

with fi; € HD*, where |H["| i
a norm,® defined by

def
If]l4 = min ¢ fax Z lcil ¢ (3.15)

L..,N}

where the minimum is taken over all possible decompositions of f.
Now, we can estimate the action of 7} on any function f € P;, according
to the following Lemma, which is proved in Appendix A.1.

2We adopt here the multi-index notation: k = ki,...,ky and l = [y, ..., [y are vectors
of integers, with |k| = |ki|+ ...+ |k2|. So, pFq¢! = p’fl - pNqul1 qé{,v.
30ne can check that this is indeed a norm.
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Lemma 1 Let T, be the operator defined by (3.10), relative to the sequence
X = {Xs}s>0 which solves the system of equations (3.13-3.12) for the Hamil-

tonian (5’ 1) Then, for any f(p,q) € Pasyay, one has (Iyf)n = > - Of(s+l
where fn ) e Posia42,r4n—1 and
n+r)l(n+s)! nl

r! st (n—1)!

Hf;gs+l)H+ < 26n25(n71)228+l+2n!( gnfl HfH+ ) (316)

Lemma 2 below will give bounds to the adiabatic invariant obtained by
truncating at a finite order the formal power series which defines 7, Hy. In
particular, the adiabatic invariant will simply be Y, = >-" (T, Hy), , so that
the polynomials P; appearing at the r.h.s. of (3.6) of Theorem 3 are

def

P; € (T Hy), | (3.17)

while the quantity we will focus on will be
X, EY, —H=-0,+> P (3.18)

The time derivative of X, is then given by

X def [Xnv H] [Pm Hl] ) (319)
which is a polynomial of order 2n + 4. In order to obtain the estimates
of the L?norm, eventually, it is of interest to take into account the parity
properties of the operator T}, with respect to the canonical coordinate p. So
we define as P* the space of polynomials of even order in p, and P~ the
space of those of odd order in p.

Finally, we can state

Lemma 2 For the adiabatic invariant constructed through T\ Hy (see (3.17))
one can write
" n!
P, = ——_ntpl 3.20
Zum—z)!g no (3.20)

where PV € P+ Parron—1 and

PO\l <D, , withD, <212 (n))? 3.21
no |l
Furthermore, one has
n+1
(n+1)! ~
Xn H n+1—lX(l)
’ Z Nn+1-1)! "o
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with Xg) eEP N 73214_2,”4_1_[ and

|X0| <., withe, s 2l () . (322)
+

Proof. The proof of the upper bounds is mainly based on the application
of Lemma 1 to the function Hy € Ps, together with the simple bound
|Hol|, = w < 2, which holds for small enough . This proves equations
(3.20), (3.21). Then, we use the fact that [X,, H] = [P,, H1] and the upper
bound to the norm of the Poisson brackets of two variables provided by
Lemma 10 of Appendix A.1. This gives equation (3.22).

The parity properties are obtained by observing that [P*, P*] C P* and
[P=,PF] C P, as well as Iy (P*) C Pt and Iy (P~) C P~ and that the

similar inclusions regarding I1zhold, and then working recursively.

Q.E.D.

3.4 Marginal probability estimates

The aim of this section is to prove the bound on the norm of X, given by
the following

Lemma 3 There exist constants B >0, >0, k >0 such that, for any
B> B and for any € < &, for X,, defined by (5.19) of Section 3.3 one has

HXn <VN <\/§ﬁ> NOR(EED S (3.23)

The key tool of the proof is an estimate of the probability that the coordinates
of a finite number s of sites are near some fixed values. Such an estimate
is given in the following Subsection 3.4.1, whereas the proof of Lemma 3 is
given in Subjection 3.4.2.

3.4.1 Estimates on the marginal probability

Everything is trivial for the p coordinates, for which the measure can be
decomposed as a product: from a probabilistic point of view, this means
that every p; is independent of the ¢ and of any p;, for ¢ # j. We focus,
instead, on the ¢ coordinates, which are independent of the p, but depend
on each other. Then, we must study the relevant part of the density, which
is given by

of 1
Dn(qi,---,qn) « Z—NGXP [—BUN(q1, - -, qn)] (3.24)
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where Zy is the “spatial” partition function

+o0 oo
I dﬁf/ dql.../ dgn exp [=BUn(a1, - - qw))] (3.25)

oo —00

and Uy the part of Hamiltonian (3.1) which depends on ¢, namely, the po-

tential v
def qz C_Z’Lq’L
Ox o) 2 Y (W4 ) z

1=1

The main point is then to estimate the marginal probability Fs(iv) (Giys -5 a.)

that we are going to define. Given a set of indices 1; < 15 < ... < 15 we
say that they form a connected block if i;41 = 7; + 1, i.e., if they label a
“connected” chain. We say that a sequence of indices i1 < iy < ... < i

form ¢ blocks if the set {i;};_, can be decomposed into r connected blocks,
which furthermore are not connected to each other. Given a set of indices
1 < iy < ...<t1s we define

+o0o +oo
def
Fs(,];V)(Qip"WQis) = / ins.H--'/ quN DN(q1>"'7QN) ) (326)

[e.9] o0

where r is the number of blocks in the set {i;}5_,. We remark here that such
a quantity depends on the number of particles, NV, but we will find for it an
upper bound independent of N. In fact, the estimate will depend only on s
and r, but not on the precise choice of the sites.

Define the two functions

nw(qil, ... 7qls) eXp [ ﬂ(z (glk QZk > Z(Szl 2l QZk qu) )]

k=1

k=1
(3.27)
_ def ~ (Wg - Giy G
nSJ(QiU s 7QZS) = exXp /6 Z T + 402 + gz 5iz,ik+1 w s
k=1 k=1
(3.28)

where 6; ; is the Kronecker delta.

Remark. Notice that n,, is the configurational part of the Gibbs measure
of the system with variables ¢;,,...,q; and free boundary conditions, apart
from the absence of the normalization factor (i.e., the partition function),
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whereas 7, is the analogous quantity for the same system, but with fixed
boundary conditions. Thus, they differ only because of the different depen-
dence on the coordinates at the sites lying on the boundary of the blocks,
the number of which, v, satisfies r < v < 2z. If we denote by my, ..., m, the
indices of these sites, we can write the identity

i v
ns,X<Qi17 N 7qls ( ) ( )
n ex A qm < qm , 3.29
ns,;r(qiu o 7st 1 J J g ( )

j=

where the factor a,,, is equal to 1 or 1/2 according to whether the site m; is
isolated (i.e., the block is composed of only that site) or not.

Then the following lemma, which is the main result of the present sub-

section, holds

Lemma 4 There exist constants f>0,>0, K>0 and a sequence ¢ >0
such that, for any 8 > [ and for any € < &, one has the inequalities

N /8 5/2
Fi gy, q,) < &K (QM Nse(Gis - - @, (3.30)
and
(N) (. N> (PN s . _ s
FN(Giyy - 0i) > . (27m) fus e (s - - - 1Gi.) eXp( 8ery / ijzz;!qmjl
(3.31)

The proof of such a lemma is based on the techniques of paper [23], which
apply quite simply to the case of periodic boundary conditions (see Lemma 5
below), on account of the translational invariance. Thus, it is also useful to
introduce the density Dy relative to the periodic system, defined by

B o 1
Dy(q1,---,qn) & On exp [—BUN(q1, - - -, qn) + Bequan] - (3.32)

In this definition there appears the partition function for the periodic case

+oo +oo
Qn ef / dgi .. / dgy exp [-B8Un(q1,---,qn) + Beqian] - (3.33)

For the periodic system it is simple to estimate two relevant quantities.
The former is the ratio between the partition function for NV — 1 particles and
that for N particles, i.e., the ratio Qn_1/Qn. The relation between @ and
Zn is then obtained as a particular case of Lemma 6, which will be stated
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later on. The latter is the probability, evaluated with respect to the density
for N particles, that the coordinates of r particles have an absolute value
smaller than ©4/2w/f, for a given ©. In other terms, we need an estimate
of the following quantity

[2w 2w\ gef [T oo
PN(’(]1| <O E/\.../\|qr| < 0O F) = /_oodql"'/_oonqu1|<@ /_Qw/ﬁ

X ... X l‘qr‘<®\/mDN(QIa---7QN) :
(3.34)

in which 14 is the indicator function of the set A. We can now give the
mentioned estimates by the following lemma, whose proof can be found in
Appendix A.2.1.

Lemma 5 There exist constants 5y > 0, eg > 0, Koy > 2 such that, for any

B> By and € < gy, one has
Qn-1 | B
< Ko\/ — . 3.35
QN - 0 27'('(4.) ( )

Furthermore, if © > 24/rlog(4rKy), one has

2w 2w 1
— A... — == .
Py (lnl <% nnlal<o)%) 25, B

This result enables us to give the proof of Lemma 4.

Proof of Lemma 4 First write

DN (Q1aQN) = ans,x' (Qis+17"'7qiN)) ns,; (Qip'"7q15)1(q17"'7q1\7) )

for a suitable ¢/, with r — 1 </ <p+ 1 (the lower and the upper bound are
attained, respectively, if both 1 and N are contained in ¢y,..., %, or none of
them), where I contains the terms of interaction between the “internal” and
the external part of the system. Remarking that I < 1, one gets

1 —+o0 “+o00
F¥ gy, vq,) < Z_N(/ ins+1"'/ dgiy X

o0 o

X ans,;/(Qis.;_p cee 7QiN)) ns,x(‘]ip cee 7Qi5> (337)

We now have to estimate the integral appearing in (3.37). More in general,
in the course of the proof we need to estimate integrals of a similar type.
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This will be done in Lemma 6, which will be given in a while. Introduce the
quantities:

+oo +oo
S def .
Q?W — BE\I}:;) /_Oo dfh /_Oo dQMnM,x((hv"-aqM) )

3.38
N def +oo “+o0 ( )
QM = Ssup d(h qu”M,x(le'-'7qM) )

B(My) oo oo

where B(M, ) denotes the collection of all possible partitions of M indices in
r blocks. It is also convenient to consider the quantities defined in a similar
way, by integrating ns, in place of nys,, namely

+o0 oo
= ef . ~
ijwd: inf dql/ dQMnM,I<QI7"'7QM> ’
B(sz) —00 -0
. . (3.39)

def ~
Z}r\/l =< sup / dql.../ dQMnM,x<Q1a---7QM> :
B(M;) J - —00

It is easily shown that for r = 1 one has Z};, = Z};, = Zy. In order to link
them to Qn and to each other, we use the following lemma, the proof of
which appears in Appendix A.2.2.

Lemma 6 Let 5y > 0, ¢g > 0 and Ky > 2 be constants such that Lemma 5
holds. Then, for any 5 > By and any € < gg, the inequalities

%y Zy 1 —32e0p2
= >1, > (8K (3.40)
Qu ~ 2

hold. Furthermore, the chain of inequalities

ZI r
M < =M < 2K exp (4reok(x, Ko)) (3.41)
Qu — Qum
holds, where k(x, Ko) is the solution of the equation
2r — 1
KET(eR) = (3.2

[(s,x) being the upper regularized Gamma function

e 1 oo
F(S,J,’) d:f m/ ts_le_tdt . (343)
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The previous lemma enables one to see that Zy' < 2(8K()32%0 /Q , while the
integral appearing in (3.37) is estimated by

oo < 2K5 exp [4(x + Deofi(r + 1, Ko)] Qs -
Thus, due to relation (3.35) of Lemma 5, one easily sees that

s/2
QN : H Qv (i) 7 (3.44)

Qn—it1 2mw

so that (3.30) is proved, taking
€, > 29002 JrEHIH320 oxepy [4(x 4 D)eok(x + 1, Ko)] - (3.45)

We come now to the proof of (3.31). To this end, we write

QN—S ~ -
DN(qh L 7QN) = ZN DNfs(qis.,_l? v >qiN)ns,;(qi17 v 7qis)

X G(Q’mm"wquw%la"‘)QZ,Y/) )

where the sites [; are the ones which are contiguous to the blocks, but not
contained in them, taken by keeping the relative order. Furthermore, due
to the periodicity there appear factors depending on ¢; and q, if the sites
1 and N are not contained in ¢y, ...,%,. In this case, we put ¢, = ¢ and
Q@ =qn- We denote by +/, with 7/ < 2r+2, the number of such indices. The
explicit expression of the function G is complicated. Plainly, it represents the
product of the factors exp(—_; B¢, ¢, /w) among all sites [; contiguous to
m;, and just the factor exp(Beqy,q,,,/w), when [; and ;11 belong to different
blocks.* In any case, a lower bound to G in the region

A {|qll\<2x\/log(4K0)\/2w/ﬂ A A ]qlv,|<2;\/log(4[(0)\/2w/ﬁ}

is given by

”
G > exp (—4@\/ %\/log(éll(o) Z |qmj|> (4K ) B+
j=1

So, we can write

~ —&e 2 QN*S
FSO g, qi) = sy - - 3,) (48p) 750 ﬂ)Z—N Pry_s(A)

X exp (—4&\/%\/1%(41(0) Z \qm].|> ,

*Notice that the index ¢ lies in {1,...,7}. But if in the expression exp(Beq, q,,, /w)
there appears Qo then one has to intend simply I,/11 as I;.

(3.46)
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where the (positive) contribution of the integral over A° was neglected.
The term with Py_s(A) in (3.46) is bounded from below by relation
(3.36) of Lemma 5. As for the fraction, by Lemma 6 we obtain

1
° = QKO exp(8gok(1, Ky))

Qn- O, -

Now, operating as in the deduction of formula (3.44), it is sufficient to observe
that QL_, > /B/(27w)QL to obtain QL_, > (8/2(mw))”* QL. Then,
choosing &, 3 such that Ky < e'/4 and observing that QL > Zy, one gets
(3.31) with

€, > (AKo)* I oxp(8e0R(1, Ky) - (3.47)

Finally, €, can be chosen as the maximum of the r.h.s. of (3.45) and of (3.47)
. This concludes the proof.

Q.E.D.

3.4.2 Estimate of the L2 norm of X,

We apply directly inequality (3.30) to get the proof of Lemma 3, using the
fact that such a quantity is a sum of polynomials depending at most on 2n+3
sites, as can be seen by Lemma 2 of Section 3.3.

Proof of Lemma 3 The key ingredient of the proof is, as stated in Sec-
tion 3.3, that the polynomials P, are even in the p coordinates, so that the
X,’s are odd in the p. On account of that, X2 is a sum in which the terms
coming from the product of two monomials depending on separated groups
of sites contain at least one p; to an odd power. Since the measure is even
with respect to any p, these terms have a vanishing integral.

We formalize this way of reasoning by decomposing X,, as X, ZZ i
where the f;’s are polynomials depending at most on the sites between @ Z—n2 1
X?'L

and i +n + 1. Then, the L2-norm of X,, is expressed according to =
Zf\;:ﬂfzf]) . In this sum, all the terms with |i — j| > 2n + 2 vanish, while

in the following way.
Jr

On account of Lemma 2, we can write

n+1—1,2

n+1 ‘H2l+2 |
Z (n+1DV 3 (1)
5n Cis lf' )
' _ k) 18
Nn+1-=1)! —
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. ) 0. . 1—14 .. .
in which fi(s) is a monomial in H4;', " and the decomposition in these mono-

mials is performed in such a way that sup,; > |cis| < Cp,. Then, we sum on
j and obtain that

N n+1

’ (4n +5)C2 E E (2n +2)! 62””’[ sup  (g)
N l‘ 2n+2_l 2n+2—1,1 ’
i=1 9EM 514

where we used the fact that the only nonvanishing contributions to the in-

tegral come from the product of f (=) ¢ 7-[;;12;12"] and fkr) € 7—[3,112 mk for

|7—k| < 2n+2—1, so that g def f (1= ’”)fkm S Hglrff b for a suitable i between

7 and k.
Then, we make use of (3.30) together with the estimate (3.27) for n,, to
bound the mean value of any function in H;’ﬁ*“. In fact, one has

sup  (g) < €1K4"_21+5\/2i/ r# T exp (—ﬁzﬁ) dz
2n42-1,i W J_~ 2w

geH S
2w >l+2 (21 + 3)!!

An—20+5
g ()7 L1

So, the inequality
2 2n+2
‘ ol < C K (4n 4 5)(2n + 4)! (2w)?" T 32 (5 + B) NC?

holds. Thus, choosing a suitable k1 > 0 and using the value of C, given by
(3.22) of Lemma 2, inequality (3.23) is satisfied.

Q.E.D.

3.5 Estimate of the variance of the adiabatic
invariant

In the present Section we prove the following Lemma 7, which was used in
the proof of Theorem 3. The lemma concerns estimates on the variance o%
and on the correlation py, g of the adiabatic invariant and reads

Lemma 7 There exist positive constants € > 0, kg > 0, k3 > 1, such that,
for any e < &, for any B > 7! and for n < H;1/4(€ + BHTVA with X,
defined by (3.18), the following inequalities hold:

ox, > VN Z 251 (3.48)
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and

1 g2 12
x| < (1 T (e + 51)2) ' (3.49)

The proof of this lemma requires the study the spatial correlations be-
tween quantities depending on two separate blocks. The study of these prop-
erties has to be performed within the general frame of Gibbsian fields and
conditional probabilities. In the present Section we provide the necessary
notions and give a proposition of a general character concerning the decay of
spatial correlations for lattices with finite range of interaction, i.e, Theorem 4
of Subsection 3.5.2, from which it will be possible to finally come to the proof
of Lemma 7, which will be given in Subsection 3.5.4.

Our treatment of conditional probabilities is inspired in particular by the
work of Dobrushin (see [25]). More precisely, we will make reference to paper
[25] for the main ideas, and to the subsequent beautiful but underestimated
paper [26], by Dobrushin and Pechersky, for a more direct relation to our
problem. As a matter of fact, most of the ideas of this section are already
contained in works [25] and [26], but the explicit result on the spatial cor-
relations given here required some additional work. We recall that, since
Gibbsian fields and the related techniques were introduced in order to deal
with infinite lattices, our result holds even if the number of sites tends to
infinity.

The present section is structured as follows: in Subsection 3.5.1 the
link between spatial correlations and conditional probabilities is shown, and
in Subsection 3.5.2 we state Theorem 4, whose proof is deferred to Ap-
pendix A.2.3. Such a result is used in order to obtain an upper bound to
op,, stated in Lemma 8 of Subsection 3.5.3, whence the proof of Lemma 7
easily follows, as shown in Subsection 3.5.4.

3.5.1 Link between spatial correlations and conditional
probability

In order to prove Lemma 7 we have to estimate quantities such as (fg) —
(f)(g), relative to the Gibbs measure u, where f is a function which depends
on sites belonging to a set V, while g depends only on sites in V, with
VNV = 0. Our aim is to show that such correlations decrease as the

distance between V and V increases, where the distance d(V, V) is defined

for example as d(V, V) o inf;cyep i — Jl-

We start showing the relation between the spatial correlations and the
conditional probability in a setting more general than ours. We consider as
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given a measure /i on RI7I, with T C Z¥, which induces on the measurable
set A C RIVI the probability

P ™ [ )Ly la)

where 1 4 is the indicator function of the set A. One can express the quantity
we are interested in as

=t = [ searu@ ([ atirtasad - [ amirvian)

RIVI RI
(3.50)
where Py (B|A) represents the conditional probability of the measurable set
B c RVl once A is given. So, in order to estimate the correlation between
two functions, it is sufficient to estimate the difference enclosed in brackets

at the r.hs. of (3.50). Now, we notice that for any pair of probabilities P
and P on R!VI, one has

/R GGIP(x) / g<y>P<dy>' < / o BBl

X ]-x;éy Q(dX7 dy) 9

in which Q is any probability on RVl x RVl such that P and P are its
marginal probabilities. In other terms () is a joint probability of P and P,
i.e., for any measurable B C RVl one has

P(B)=Q (BxRY) and P(B)=Q RV x B) . (3.52)

Remark here that () is not unique: indeed, such a probability provides also
a way to define a distance between two probabilities defined on the same set
V' of indices, by

~\ def .

D(P,P) = 1nf/ 1xzy Q(dx,dy) - (3.53)
@ JRIVIXRIVI

We stress that the infimum is attained, i.e., there exists a probability measure
Q(dx, dy) such that D(P, P) = [ 1,4,Q(dx,dy) (see Lemma 1 of paper [26]).
For the following, we suppose that it is possible to find a compact function
h,5 with domain in R, such that

g <Y h(x) (3.54)

icV

5See later for the definition of a compact function, according to the convention of paper
[26].
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as is the case for the monomials we are dealing with. The bounds will then
be given in terms of h. Now, observing that 1y, < Y. 14,4, We can
rewrite (3.51) as

[ aeartan - [ sty < Y [ enn

X 1$i¢yiQ<dX7 dY) :
This way, we can make a direct connection with paper [26], in which the

problem of estimating the r.h.s. of the above expression is dealt with. We
summarize here the results and the methods we need.

3.5.2 Main argument and theorem on correlations

In the quoted work [26], the framework is more general than ours, because it
deals with the problem of defining a “probability” for the configuration of an
actually infinite v-dimensional lattice of particle, in terms of the set of condi-
tional probabilities on each site, which is called the specification I'. Now, our
case is in principle different, because our lattice is finite, and the probability
is defined through the Gibbs measure. In particular, the specification too is
assigned by such a measure.

However, as proved in [26], under suitable assumptions assigning the spec-
ification uniquely determines the probability, i.e. the Gibbsian field, which,
in our case, turns out to be precisely that of Gibbs. So, in our case, it is
equivalent to speak in terms of specification or in terms of measure. Indeed,
in this subsection we will speak in terms of specifications, and in the following
one we will show that the specification determined by Gibbs measure (3.2)
with the Hamiltonian (3.1) satisfies the assumptions of [26] (i.e. Conditions 1
and 2 below).

We notice that the r.h.s. of (3.55) can be bounded from above if one
estimates the quantity

MG ) max {E [1g0h ()| B [1g.00 ()]} . (350
where ¢! and £2 are two Gibbsian fields which assign, respectively, the prob-
abilities P and P appearing in (3.55) and the expectations are obtained by
integrating over a joint probability @ of the two fields. Indeed, in [26] an
upper bound just to A(j, 1) is given, by requiring that two suitable conditions
are satisfied.

So, by adopting the same techniques of [26] we bound from above the r.h.s.
(3.55) and, thus, the Lh.s. of (3.50). Such a bound is given in Theorem 4
below. In order to state it, we recall the main notations of [26].
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First, we consider a lattice of sites contained in T' C Z", and a finite-range
specification with a radius of interaction r (this means that the conditional
probability at site i does not depend on the conditioning at sites j for |i —
j| > 7). Then, for a vector x € RI”l we denote by P;(dz) the probability
distribution conditioned to x everywhere but at site i. The specification I' is

defined by

re<{p,:ieT,xeRM} .
Furthermore, we will say that a continuous positive function h on a metric
space X is compact if, for any k > 0, the set {x € X : h(z) < k} is compact.

For a fixed integer r, let 9,V o {J€T:j&V mingey|j — k| < r} be the
boundary of thickness r of a set V' C T. We call a the number of indices
such that |i| < r, i # 0, where r is the range of interaction.

If Zy is a maximal subgroup of Z" satisfying the condition |j — k| > r, for
j, k € Zy, we denote by b the number of elements in the factor group Z"\ Zj.

The conditions of paper [26] (which are hypotheses on the specification
", once the compact function h is given) are the following

Condition 1 (Compactness) Let h be a compact function on R and let
C>0andc; >0, for |j| <r, j#0, be some constants. We suppose that

li[<r, j#0
2. for anyi €T and any x € Rl one has

/R B Pi(dr) < C+ 3 i () |

jeor{i}

Condition 2 (Contractivity) Let K > 0 and k; = k;(K) > 0, for |j| <,
Jj # 0, be constants and h be a compact function. We suppose that

La= Y k<1
li|<r,j#0
2. for anyi € T and any pair of configurations x', x> € RI”l such that

e s (af) ()} < K

one has the inequality
D (P, Pix2) < Z kjfille;éxj? )
jeor{i}

where D(-,-) is the distance defined by (5.53).
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The set of specifications (i.e., the sets of conditional probabilities on every
site) which satisfy Condition 1 for the constants C, ¢ and the compact func-
tion h will be denoted by ©(h,C,d). We will instead denote by A(h, K, «)
the set of specifications which satisfy Condition 2 for the constants K, a and
the compact function h.

If the specification satisfies Conditions 1 and 2, Dobrushin and Pechersky
show that the specification uniquely determines the probability (see Theo-
rem 1 of [26]). In particular, also the marginal probability Py on V, and
the probability Py (-|dx) conditioned to a vector x in V are determined by
', and the maximum value taken by A(j, 1) of (3.56) is bounded from above.

As a matter of fact, in [26] the authors do not investigate the explicit
dependence of A(j, 1) on |i—j|, which is what we need, but such a dependence
can be obtained by a slight modification of their way of reasoning, which leads
to the proof of Theorem 4 that appears in Appendix A.2.3. We need also
to introduce an upper bound to the mean value of h with respect to the
probability P, on V and to the probability Py (-,dx), i.e.,

() % sup max { [ rwnla. [

ieV R

h(y)ﬂ(dm,c} 3

where x € V, while C is the constant entering Condition 1. So we can state

Theorem 4 (Decay of Correlations) Let f be a measurable function from
RVl to R, depending on the sites lying in the set V. Let g be a measurable
function from RVl to R, depending on the sites contained in the set 'V, with
VAV = 0, and h be a compact function such that inequality (3.54) is satisfied.

Let T € ©(h,C,68). Then, there exists a constant Ky, depending on
h,C,a,b only, such that, if T € A(h, KoC,a) N O(h,C, ) with any a, one

can find constants D,c > 0, for which one has

(f9) = (f)(g)] < DIVI? F(x)(h)x Py (dx)

RIVI

exp (—cd(v,f/)) . (3.58)

The constant D depends on a,b,a,d only, while one has

of 1 1
c = log {5 (max{a, 5a"} + 1)] . (3.59)

3.5.3 Estimate of the variance of P,

The previous way of proceeding can be fitted to our case by choosing as
specification that given by the Gibbs measure relative to H. As f and g, we
choose polynomials in p and ¢, depending on two disjoint sets of sites. In
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fact, on account of Lemma 2, we know that the P, are constituted by a sum
of such terms. This way we can study op, and state that it is bounded from
above as in the following

Lemma 8 There exist constants B >0,&>0,k >0 such that, for any
B> and any € < &, one has, forn < 1/e,

-1
op, < VNl (K)" D, (\/5/3) (c+87Y)" , (3.60)
where the polynomials P, are defined by (3.17) and D,, are given in Lemma 2.

Proof. Lemma 2 provides the necessary estimates for the coefficients which
appear in the sum defining P, (see (3.20-3.21)): we can write P, = ., fi,
where f; are polynomials depending at most on the sites between ¢+ — n and
i+n. The variance can be expressed as 07, = Z” L fifs) = (fiy(fy)) - We
then consider the set S; < {(3,7) : |7 —1|] < 2n} and S; = Sf. The proof goes
on by finding an upper bound separately for the contributions coming from
these two sets: for the latter, we use the methods developed in the present
section, while the terms of the former group are estimated in a way similar
to that of Lemma 3.
We start from S;. Firstly, we observe that, in general, one has

[{fifi) = (F) ()] < opop, < max {{f7), (f})}

so that it suffices to evaluate sup,(f?) in a way similar to Lemma 3 and to
sum over the j with |j —i| < 2n to see that the contribution due to the terms
in this set is smaller than

2n
ST — U] < G ™ (44 1) (2041)) (20252 (s+ 1) ND?

7.] €SI /8

We come now to S;. We will show below that the specification coming
from the Gibbs measure satisfies the hypotheses of Theorem 4, and we make
use of it in estimating the terms in the set Sy in the following way. We
separate the terms of a definite degree by writing

n—1,i

|H21+2 |

. n! n— 0)
fi= Z mc‘ Z Cisifis
1=0

s=1

: : D . o
in which fi(s) is a monomial in H;Hl; and sup;; >, [cisy| < D,. We fix an

index ¢ and use Theorem 4 with f = f; and g = f;?, for every j # i; then,
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we sum over [, s, j and i, subsequently. For each [ we choose the compact
function hy(z) as |z[**2, which satisfies (3.54) for any f;?. We will show
that, for £ large enough and ¢ small enough, one has

i<h> < kmnix 2 3 et ge/ P e, 3.61
Dy < n'ﬁ €+ﬁ exp Z o+ 8e 2w!le ., (3.61)

=0 j=1

for a suitable constant k. Then the sum on s brings in a factor D,. As
regards the integration in V', we observe that we can write

1—2e¢ | B B

provided ¢ is small enough. Thus, there exists & > 0 such that

2n
[(fifi) = (flfi)] < k”(n!)%ié (6 + %) exp [—c(|i —j[ —2n —1)] ,
where the constant ¢ is defined by (3.59), and is, in the present case, equal
to log(4/3)/2. Since the sum over j of such terms converges as N — oo,
the proof will be concluded if we show that (3.61) and the hypotheses of
Theorem 4 are satisfied.

We proceed as in the proof of Theorem 2 of paper [26], starting from the
explicit form of the conditional probability distribution given by the Gibbs
measure: one has

1 wr? ot € €
Pix(x) = Z exp [—B <T + 12 + oL T + o0 l’z‘+1>} ;

in which there appears the conditional partition function

. 2 4 c c
Zxd:f/exp —p ﬂ+x——i——x-ﬂci_1+—x'$z‘+1 dx .
R 2 40?2  w w

As regards Condition 1, we consider £ < 275 fixed and define

~ def def . ~
§0x) © max {Je; 1] oial} and y(x) < min {1/5(x), VB} .
So, it is easily proved that, for g > 1, inequality Zx > cy(x)/3, holds for

some ¢ > 0 independent of x, S and . To prove it, it is sufficient to observe
that the integrand of Zy is bounded away from zero if |z| < y(x)/8, and
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then to integrate over such an interval. We now show item 2 of Condition 1
for h(z) = |z[*2. We note that

2 e 20+2 z”
hi(z)Px(z)de < — ¥ exp | —f— | dx
2] >(x) /4 Zx J1yay()) 4

+oo

< 2\/_ 111/ $2l+26_x2/4d1‘,
cy(x) B J B a0

which, in turn, is smaller than (I + 1)!(B/3)!! for a suitable constant B,

independent of ¢, f and [, since the integral decreases as an exponential

function of /3/y(x). Here, we have chosen (I + 1)! so that the previous
relation is satisfied independently of [. Furthermore, one has

/ () P () < 2747 (5(x)) 2
lz|<y(x)/4

and (hy(z;—1) + hy(xi11))/(9(x)) > 1, for any x: this implies that

/Rhl(a:)Pi,x(dm) < (l+1)! <§> + %hl (xi1) + %hl (Tiv1) -

So, item 2 of Condition 1 holds with C' = (I + 1)!(B/8)"™" and ¢, = ¢4 =
1/16. Since we have a = 2, b = 2, r = 1, item 1 of Condition 1 holds with
dab =1/2.

Condition 2 is proved by computing two limits, first letting § tend to
infinity and then letting ¢ — 0. In fact, let x™), for m = 1 2, be two different

configuration such that |ZL‘1(T1)| < f(/e\/Bl/(eﬂ) and |I1+1| < K/er\/Bl/(eB).
Then it is easily checked that

i [ [P () = P 0| do = [ dee™ | 7le.2,20) = fle, 2,
R

B—00

where
2
m)y def € m m € m
Fena™) owp (<2 (o) 00) 4 o (00 +4))

and z = x/B, z](-m) = :Ugm)\/ﬁ . Now, by the dominated convergence theorem,
one has that the limit for ¢ — 0 of f(e, z,2z(™) is equal to 1. Here, use is
made of the fact that 5]2§m)| can be bounded from above by €K /e /Bl/e <
K /e\/Be/e, because | < n, and n is smaller than 1/e, by hypothesis. So,

for 3 sufficiently large and ¢ small enough one has

1
[ 1Pia(@) = Pl o < 1
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We have chosen a bound to x™ of this particular form, because the constant
K in Condition 2 turns out to be smaller than K2+2, so that it is independent
of 8. So Condition 2 holds with K = K?*2 k_; = k; = 1/2 and o = 1/2.
Thus, Theorem 4 holds.

There still remains to estimate (h;)x in our case. By looking at its defini-
tion (3. 57) we notice that we have to estimate the integrals [ h(y)P;(dy|dx)
and [ h(y)P(dy). Now, on account of Lemma 4 and relation (3.29), the
dlstrlbutlon functlons of Py(dy|dx) and P;(dy) can be bounded by

Kn+2g o s u Be , 8 B —By?/(2w)
2¢4 %exp JZI ij—l— € %]x]\ e )

Then, we use the bound to C previously found, together with the fact that

l
/ 2042 —,ByQ/ Qw)dy — 2w i (2l + )
\/ AW 5 2l+1 7

and we get (3.61). This concludes the proof.

Q.E.D.

3.5.4 Estimate of the variance of X,

Lemma 8 of Section 3.5.3 enables us to bound from below the variance of X,
defined by (3.18) and to estimate the correlation coefficient px, g, according
to Lemma 7, which we prove here.

Proof of Lemma 7 We start by recalling that, on account of (3.18), one has
= -0+, P;, with ©, defined by equations (3.13-3.12) of Section 3.3.
It is easily seen that ©; = F + G + R, in which

N

N-—1
€ def 3 4
== pipi and GE g
2w ;pp—l—l an 3202 sz

i=1

and R is the remainder. Then, we study the properties of F' and G, for which
the mean value, the variance and the correlation with H can be computed
almost exactly, and we extend such properties to ©1, and to the whole X,,,
by observing that, in some sense, ©; is the term of first order in ¢ + 371
As regards formula (3.48), we notice that, since F'is odd in the momenta,
while G, R, and the measure are even, then F'is uncorrelated both with GG
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and with R;. Furthermore, one can observe that

N
9
(G Ri) —(G) (1) = 10,1 Z(qi2> (o) = D))
i=1
and use the estimates of Lemma 4 to bound from above (¢?), in order to
prove that 03 > o7 + 0 +2Cqr, > N(e* + 37%)/(86%), where the second
inequality holds for € and 87! small enough. On the other hand, making use
of (3.60) of Lemma 8 together with the estimate for D,, given by (3.21) of

Lemma 2, one has

ox, 2 00, = Y08, = VN Zg_l <1 D IUNCEN ’%) |
j=2

Jj=2

for a suitable constant ko, if 37! and e are sufficiently small. Now, for
n < ry *e + B71)"V/4, the sum is smaller than a constant multiplied by
e+ 7! and this proves (3.48).

As for (3.49), we observe that, since H is even in the momenta, F' and H

are uncorrelated, so that, using px,Y < 1, one gets

|px,m] <

n n
3 0o, F 00, _ 2.j—20P,
<|O@1_F7H|+ }CP]’H’) S 0,—F YO, + 7j=2 J )

0x,0H 0o, 0Xx, 0x,

i=2

As we have just shown, for n < K;1/4<€ 4+ B71)~1/4 the last term at the r.h.s.
tends to zero as € + 87!, and in the same way behaves og,/0ox, — 1. So,

we limit ourselves to study oe,—r/0e, = 1/4/1+ 0%/0d _p. By computing

explicitly o7 and applying the upper bound (3.60) to 03, > 0§ _p, we get
that there exists a constant & > 1 such that

~1/2
O’®1F§<1+1 g2 2) / |
H H(é‘"’ﬁil)

Since the r.h.s. differs from 1 by a quantity larger than 232, the corrections

given by the other terms can be neglected if 5 > 7!. This completes the

proof.

Q.E.D.
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3.6 Concluding remarks

We now add some comments. The first one concerns the fact that in our
model we have two perturbation parameters, € and 1/8. We believe however
that the only really relevant parameter is 1/5. Indeed, at least formally the
parameter £ can be arbitrarily decreased by performing a suitable normal
form change of coordinates (see [20]), and it seems to us that such a normal
form does not alter in any fundamental feature the perturbation H; (i.e., its
local character). At the moment, however, we are unable to say anything
definite on this point.

In any case, while the estimate of Section 3.5 could presumably be applied
to models more general than that studied in this paper, the estimates on the
marginal probabilities of Section 3.4 are especially adapted to our model. It
would be important to improve our method, making it more flexible in order
to cover more general situations.

In our opinion, the real big problem that remains is the construction of
adiabatic invariants for problems in which small denominators appear. This
problem could be overcome in particular cases (see, for example, paper [1]),
but no precise strategy exists yet for the general case.
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Chapter 4

A series expansion for the time
autocorrelation

In the present chapter we focus on the study of the power series expansion
with respect to time of the time autocorrelation of a given dynamical vari-
able, and show how such an expansion provides some information on the
asymptotic behaviour of autocorrelation for large times. In particular, we
expound a criterion which enables one to establish whether the correlations
decay exponentially fast to zero. It is well known, indeed, that an exponen-
tial decay to zero is a relevant chaoticity indicator. Our criterion admits a
partial numerical check, as we will try to show here through an example of
application to the celebrated Fermi-Pasta—Ulam problem (FPU, see [27]).
We will reproduce here most of the content of paper [13], starting in
Section 4.1, where Theorem 5 for the series expansion is given. Section 4.2 is
devoted to a study of some general properties of the series expansion. Here
an interesting link with the Stieltjes moment problem is pointed out (see
Theorem 6), and a necessary and sufficient criterion for the time-decay of the
autocorrelation to be exponential is given as Corollary 2. Finally, the results
of some numerical computations on the time autocorrelations of a significant
variable in a FPU chain are reported in Section 4.3 and in Section 4.4 some
comments on the usefulness of the present method are also given.

4.1 Main theorem on the power series expan-
sion

The series expansion of C(t) with respect to time, for a sufficiently regular
dynamical variable f, is provided by the following theorem. Here, use is
made of the definition of the k—th order Lie derivative of f, for £k > 1,
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def

namely f*®) = [f*=D H] where f©) o

ey

Theorem 5 Let p be a probability measure on the phase space M, invariant
for the flow generated by H, and let n > 0. Then, for any dynamical variable
f € L*(u, M) such that f* € L?(u, M) for all k < n, one has

Cl) =+ SO g
£ (4.1)

t tan—1
et [an [ g - )P
0 0

Proof. The thesis is proved by iterating Theorem 1 of Chapter 2. We use
the simple chain of identities

1fe = fII? = 207 — 2C¢(t) = 2/ fI* — 2(f: f) . (4.2)

which hold true for any invariant measure, and the remark that
t A .
fimf= [ Ot (4.3)
0

where f = [f, H]. One can check equations (4.2) by writing down the square
at the Lh.s., while (4.3) comes® from the variation of constants formula ap-
plied to f; — f.

We go on by writing the Lh.s. of (4.2) as

Ifo= 17 = [ an /0 ar /Otdt”(mf)(mt//f)

t t
= [du | & | &' (Opwf)f 4.4
/M/O t/o ¢ (U f) f (4.4)
B t , t’ , . 2_1 T
=2 far [Car (|9 - S - ) . @)

where, in the second line, the invariance of the measure with respect to the
time evolution is used, so that the equality proceeds from a simple change
of coordinates, and in the last line the same argument is used, as well as
relation (4.2) applied to the variable f. The order of the integrals can be
exchanged if || f|| is finite, because the integral (4.4) is absolutely convergent

1See the proof of Theorem 1.
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in this case, in virtue of Schwarz inequality. In (4.5) we repeat the same
calculation for || fyr — f||?, using f = [f, H]. This gives us the relation

. 2 4
1= 1P = 2(HfHQ%—Hf<”H2%)

t t1 to t3 2
+/ dt1/ dt2/ dtg/ dta|[ £ — O,
0 0 0 0

where f(?) = [f, H]. The same procedure can be iterated up to k = n by
recursively defining f*) % [f*=Y H], starting with f(© ¢ and using the
hypothesis that f*) € L?(u, M). This completes the proof.

Q.E.D.

Remark. Theorem 5 suggests that, at least in a formal way, one can express
the time autocorrelation of a dynamical variable f as a power series with
respect to time

Cy(t) = o +Z(—)k{!f(k>||2® | (4.6)

To simplify the notations, we define

co & O'J% L o Hf(")H2 forn >0 . (4.7)

We point out that all these coefficients are positive. We could have got
to formula (4.6) also by expressing f; as a time power series through its
Lie derivatives and by integrating (f; f) by parts, taking into account the
observation that the mean value of any function which can be written as
l9, H] vanishes?, since ([g, H]) = $(g).

Remark. We emphasise that the term in the second line in equation (4.1),
i.e., the remainder, turns out to be positive or negative according to n being
odd or even, respectively. Therefore, the truncations of series (4.6) provide
upper bounds for the time autocorrelation of f if truncated at an odd n,
and lower bounds if truncated at an even n. Such bounds provide some
information on the behaviour of the time autocorrelation of f for finite times.
The simplest example is that of the first order truncation, which is precisely
that of Theorem 1.

?For the same reason, oy can replace | f ()| in all the previous formulae. We will
keep the given notation, because this way it is more straightforward to understand how
to compute the coeflicients of the series.
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4.2 Asymptotic behaviour of the correlations

In many cases one is interested in determining whether the time correlation
tends to zero as t — oo and, if this is the case, which is the law controlling the
decay. Indeed, it is commonly stated that if the correlations decay exponen-
tially fast (for a suitable wide class of functions) then the system is chaotic.
The decay is linked to the analyticity property of the Fourier transform of
the correlations (see for example [28]): in particular it is well known that
the Fourier transform is analytic in a strip of width 1/7 if and only if the
correlation decays at least as exp(—t/7). We recall that the correlations can
always be expressed as the Fourier transform of an even positive measure,
the so called “spectral measure”, namely as

Clt) = - / " etda(w) | (4.8)

:§ N

where « is a positive Borel measure on RT (see, for example, [29]).

On the other hand, it is not so easy to get information about the spec-
trum: we devise to get it using the Laplace transform F'(s) of the time
autocorrelation, namely,

+o0o
F(s) déf/ e *'Cy(t) forseC. (4.9)
0

It is well known that the Laplace transform of a function which decays faster
than exp(—t/7) is analytic in the half-plane Re s > —1/7, so that, again, the
control on the decay of correlations in linked to the analyticity properties of
F(s), as in the case of the Fourier transform. The great advantage of the
latter approach lays in the fact that the Laplace transform of the correlation
is essentially the Stieltjes transform of the spectral measure. This is stated
as Theorem 6 below.

The point is that, as first shown by Stieltjes (see [30]), if one knows
the asymptotic expansion in powers of 1/s of a functions F'(s) which is the
Stieltjes transform of a positive measure, then one can recover F(s) itself
through a convergent scheme of continued fractions expansions, defined in
terms of the coefficients of the asymptotic expansion. In other words, one
can construct a rational approximation

_ Po(s)
Qn(s)

which converges uniformly in Res > 0, as n — +o00, to F(s). For the case of
the time autocorrelation Cy(t), the asymptotic expansion is obtained just by

Fn<5)
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integrating the expansion (4.6) term by term. In fact, the Laplace transform
(4.9) can be formally written as

F(s) = /0 N (Z(—)n%t‘Z‘") et dt = Z(—)nsi’;l . (4.10)

n=0 n=0

This expansion would give a convergent expansion, provided one can ex-
change the sum of the series with the integration over time. This is in gen-
eral not permissible, in view of the fact that the expansion in power series
of time converges (in general) only in a circle of finite radius and not up to
infinity. However, it is easy to show that series (4.10) nevertheless provides
the asymptotic expansion of F'(s) we are looking for. One has to use formula
(4.1) and check that the remainder grows at most as a power of time.

We are now able to state the main result of this section, namely, the
following theorem, together with a relevant corollary on the decay of the
correlations.

Theorem 6 Let C¢(t) be analytic in t about the origin and continuous for
any t € R. Then the following statements hold:

1. in the half-plane Re s > 0 the Laplace transform F(s) of C(t) is ana-

lytic and one has
s [T do(w)
F(s)=— — 4.11
W= (a.11)

where a(w) is the positive Borel measure such that (4.8) holds;

2. the continued fraction which approximates the asymptotic series (4.10)
converges to F(s) for Res > 0 and the Borel positive measure ®(u) de-
fined on R™ by ®(u) o (1/m)a(y/u) solves the Stieltjes moment prob-
lem for the coefficients ¢, defined by (4.7). Moreover, a(w)/m solves
the symmetric Hamburger moment problem with moments c,, = cp,

-
Cony1 = 0.

Corollary 2 Cy(t) decays exponentially fast ast goes to infinity if and only
if the coefficients ¢, are such that o/ (w) exists and /u®'(u) is analytic.

Remark.We will state our results in terms of the regularity properties of a or
® according to convenience. We prefer the study of the properties of ®, when
the convergence properties of Stieltjes continued fraction approximation are
needed.

Proof of Theorem 6. First of all, we observe that (4.11) follows by express-
ing Cy(t) via (4.8) in the definition (4.9) of F'(s) and exchanging the order
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of integration. This can be done for any s for which Res > 0, on account of
the Tonelli-Fubini theorem for the Stieltjes integral (see [31]), and it is well
known that the so defined F'(s) is analytic in the same region.

We come now to the proof of statement 2. We notice that the form of
series (4.10) recalls the Stieltjes work [30] on the link between the asymptotic
series, their expansion in continued fractions and the Stieltjes transform. In
dealing with this subject he met with the moment problem that now bears his
name. We recall that, given a sequence of positive numbers c¢,, the Stieltjes
moment problem consists in checking whether there exists a measure ¢ on
R* such that

+oo
/ wdD(u) = c (4.12)
0
The solution exists if and only if
det(A,) >0 and det(A,) >0 Vn, (4.13)

where the matrices A,,, An are defined by

Ch 1 s Cn C1 Co ot Cp
C C PR C - C C .« .. C
def 1 2 n+1 def 2 3 n-+2
An= A : , (4.14)
Cn Cpy1 ¢ Con Cn+1 Cn+2 e Con+1

and if the equality in (4.13) is obtained for Ay, then it is obtained for A,,
with n > k and for A,,, with n > k — 1. Furthermore, the solution is unique
if there exists D > 0 such that

¢, < D"(2n)! (4.15)

holds (for a proof with more recent methods, see [32]). We point out that, in
our case, since Cf(t) is analytic about the origin, there should exist D > 0
such that the previous condition is satisfied, in view of the Cauchy-Hadamard
criterion.

Coming back to our problem, we collect the results of paper [30] of interest
to us in the following statement: if the function F(s) admits the representa-
tion (4.11), then the continued fraction which approzimates the asymptotic
expansion (4.10) converges to F(s) for Res > 0; moreover, the Stieltjes mo-
ment problem for the sequence ¢, is soluble.

The previous statement is proved this way. In equation (4.11) we put

22 w2 d(u) ¥ a(y/u). Then we have the formal chain of equalities
T dd(u) co €1 C

_F :(——— & m), 416

s/o o (s)=s ettt (4.16)
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where again ® is a Borel positive measure on R*. Stieltjes showed that
the continued fraction which approximates the term in brackets at the r.h.s.
converges to the integral at the L.h.s, and that the Stieltjes moment problem
for the sequence ¢, has a solution for the measure ®. Then it is straightfor-
ward to check that a/7 solves the associated symmetric Hamburger moment
problem, which means that

1 [T 1 [t
—/ wda(w) = ¢, , —/ w*da(w) =0 .

m 00

Q.E.D.

In view of Corollary 2, the question of the asymptotic behaviour of the
time autocorrelations can be restated as a regularity problem for the measure
®, which solves Stieltjes moment problem for the ¢,, or, equivalently, for «
which solves the associated Hamburger moment problem. An answer to this
question can be given only if the whole sequence of moments ¢, is known.
However, it is also of interest to understand which is the qualitative difference
between the approximation (at a given order) of an analytic measure and that
of a measure with at least a singular point. We try here to give an answer to
the latter question, deferring to Appendix B.1 the discussion of which is the
link between the behaviour of the moments and the regularity of the solution
(see Proposition 1, 2, 3 therein).

We have already pointed out that a rational approximation Fy,(s) of the
Laplace transform F'(s) can be constructed from (4.16) by standard methods
(see Chapter 2 of Stieltjes memoir [30]), which give

n

Fo,(s) = sPQn(S) = SZ P

Qan(9) = s+ wy

Such a function, in turn, can be rewritten as the following Stieltjes integral

Py (s) = 5/O+OO dav, (u) |

s24+u

in which the measure «,, is piecewise constant and has a jump p, at the
points u = w}. Therefore, in order that the limiting measure @ = lim av,, be
continuous, it is necessary that, as the approximation order grows, the poles
become dense and their residues tend to zero. As a consequence, we will take
as a qualitative indication of a sub-exponential decay the property that the
rational approximations have at least a pole which remains isolated, with a
stable residue, as the order grows.
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4.3 Numerical study of the FPU chain

Checking whether the spectral measure is analytic for a concrete problem
is a major task, because it requires information on an infinite number of
coefficients. Thus, as a first attempt to implement the ideas of Section 4.2,
we computed numerically some coefficients ¢, for a model which is widely
studied in the literature and is of great relevance for the foundations of
statistical mechanics, namely the Fermi-Pasta-Ulam model. It describes
a one-dimensional chain of N + 1 particles interacting through nonlinear
springs. The Hamiltonian of such a system, after a suitable rescaling, can be
written as

N o N-1 2 3 4
Pj (¢ —gj+1)” | alg —g+1)" | Blg — g+1)

H— rj i — 45 i — 45 i — 4
2ot A T !
=0 J=0

where p = (po,...,pn) and ¢ = (qo,...,qn) are canonically conjugated

variables, while @ and [ are parameters that control the size of the non-
linearity. We choose as invariant probability measure the Gibbs one, i.e.,
du(p, q) o Z7YT)exp(—H(p,q)/T)dpdq, where Z(T) is the partition func-
tion and T" > 0 the temperature, and for the purpose of speeding up the
numerical evaluation of the integrals involving the measure, we consider here
a chain with one end point fixed and the other one free, i.e, we impose only
the boundary condition gy = 0, py = 0 (see footnote 3 below). We note how-
ever that a few computations made on the model in which both end-points
are fixed have shown no significant difference. Concerning the parameters,
we consider the often studied case in which &« = § = 1/4. The relevant fact is
that as T" approaches 0 the contribution due to the nonlinear terms becomes
statistically negligible.

It is well known that if the nonlinear terms are neglected then the Hamil-
tonian is integrable, admitting N normal modes of oscillation, and that the
motion is quasi periodic so that, for every k = 0,..., N — 1, the energy FEj
of the k—th mode is a constant of motion (and thus, as obvious, the time
autocorrelation of such a dynamical variable is constant). Our aim is to
investigate what happens when the nonlinearity is introduced as a perturba-
tion, namely, for T" positive but close to 0. We are particularly interested in
the exchange of energy among the normal modes. To this end, a good choice
could be to consider the fraction of energy localized on the low frequency
modes, defined, for example, as

N/2

1
E=—N"E,,
N;k
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since its time variation is a convenient indicator of the flow of energy from
low to high frequency modes, and vice versa. As a numerical tool we want to
compute numerically the coefficients of the series (4.6) for this function, since,
in view of Theorem 6, they give indications on the asymptotic behaviour of
the autocorrelation.

As a matter of fact, we notice that the function £ may not represent the
best choice. For, such a function is strongly correlated with the Hamiltonian,
so that, in virtue of Theorem 2, its autocorrelation remains close to that of
the Hamiltonian, thus remaining far from zero. So, we rather took a suitable
modification of £, namely,t he projection of £, via the Gram-Schmidt orthog-
onalization process, on the space of the dynamical variables uncorrelated with
H. Thus we consider the dynamical variable & e cov(E, H)H/o%,.

Our calculation proceeds as follows. We extract a sample in phase space
according to the Gibbs measure® and we estimate the L2-norm ||£(™||? of the
functions £ = [£*~V_ H] generated by £ = £ taking the mean value on
our sample. For this purpose, we observe that £™ is a certain function of P
and ¢, which can be expressed via Faa di Bruno’s formula for the derivatives
of any order of a composed function. This formula requires the computation
of some combinatorial coefficients, which needs a smart implementation in
order to reduce the computation time (see Appendix B.2 for the scheme we
have followed).

In order to study the Laplace transform of the time autocorrelation of g,
following the procedure of Stieltjes, we approximate it up to order n with
rational functions, and look for the poles of such an approximating function in
the complex plane (see chapter 2 of the memoir [30]). Our aim is to compare
the behaviour of the time autocorrelation of £ with some functions which
behave in a somehow known way, by comparing the poles of the corresponding
rational approximations of the Laplace transforms. The first comparison
function is the time autocorrelation of a variable which should lose correlation
in a very short time, i.e., (the orthogonal projection of) the kinetic energy
K of the first half of the chain’s particles. The second one will be a given
function of time which has an exponential decay (see below for its actual
form).

Let us describe the results in some detail. We know that the rational
approximation of the Laplace transform at order 2n will have 2n complex
conjugated poles, s, = iwy, S = —iwy say. The inverses of the w’s so found
for the time autocorrelation of € are plotted in fig. 4.1 versus temperature

3We extract p; and r; def qj —qj—1, for 5 =1,..., N, which are stochastically indepen-
dent variables for the Gibbs measure with respect to the present Hamiltonian. Here lies
the great advantage of studying the chain with one end-point free.
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Figure 4.1: Inverse of the imaginary part of the four poles of the Laplace
transform of the time autocorrelation of £ versus temperature, in logarithmic
scale. Here the number of particles is N = 40.

T. The pole that shows up at order 1 produces the upper curve in the figure.
It corresponds to oscillation of a quite large period, growing as 1/T%/? as T
decreases to zero. The actual value changes a little when the approximation
increases, keeping however the same order of magnitude. The plotted data
correspond to the approximation order n = 4. We have also noted that the
values found do not significantly change with the number N of particles,
for N up to 364. The frequencies represented by the lower curves show up
at successive orders n = 2,3, 4, respectively, and correspond to oscillations
of a short period, which, at variance with the first period, are of the order
of magnitude of the typical periods of the normal modes. They appear to
remain almost constant with 7.

A further information is provided by the residues of the poles, which
represent the amplitudes of the oscillations. The quantities for the four poles
of fig. 4.1 are reported in fig. 4.2, after a normalization defined by setting the
sum of the residues equal to one. The remarkable fact is that the amplitude
corresponding to the longest period is the largest one. Even for T' = 1 the
amplitudes of the shorter periods do not exceed one percent of the total.

It is now of interest to look at the corresponding graphs (fig. 4.3a-4.3b)
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Figure 4.2: Residues at the four poles, whose imaginary parts are reported in
fig. 4.1 versus temperature, in logarithmic scale. Here the number of particles
is N = 40.

for the time autocorrelation of the kinetic energy of half of the chain, K. As
expected, the time-scales involved are much shorter, as is seen by inspection
of fig. 4.3a. In any case, an indication of a bigger chaoticity is given by the
fact that all the residues are of the same order of magnitude and are closer to
each other, as can be seen in fig. 4.3b. This means that in the spectrum of the
time autocorrelation of K at least three frequencies are excited, at variance
with the spectrum of &, for which just a frequency is actually excited.

Then, we compare the behaviour of Cg(t) with that of g(¢) = cosh™(bt),
where b > 0, in order to look for possible differences with respect to an
exponential decay. Here the constant b is so chosen that the approximation
of the Laplace transform of such a function at order n = 1 has a pole at
the same place as the Laplace transform of Cg(t), for a fixed temperature 7'
(as we have seen, b ~ 1/T%/2). In fig. 4.4 the poles and the corresponding
residues of the Laplace transforms of cosh™' (bt) and Cgz(t) are plotted at the
successive orders of approximation n = 3, 4.

In both cases a pole of order 1073 has the largest residue, but it is apparent
that, while for ¢g(¢) the other poles are close to that one, in the case of Cz(t)
there seems to remain a jump between the first pole and the others. This fact
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Figure 4.3: Location and residues of the first three poles of the Laplace
transform of the time autocorrelation of kinetic energy K versus temperature,
in logarithmic scale. Here the number of particles is N = 40.

is in agreement with the remark, already made by Stieltjes, that the poles
of the Laplace transform of g(¢) become dense on the imaginary axis and
corresponds with the fact that the spectral measure is in this case analytic.
On the other hand, the same fact seems to suggest a qualitatively different
behaviour of Cg(t), and in particular that o(w) is not analytic in this case,
so that the decay of the time autocorrelation of € is not exponential.

As a final remark, we add a few considerations concerning the actual
difficulty occurring in the calculations. In view of Theorem 6, all poles lie
on the imaginary axis and all the determinants (4.14) are positive. So, we
are certain that the outcome of our computation ceases to be reliable at the
order at which we encounter a negative determinant. Since the coefficients are
determined via a Monte Carlo approximation of an integral, they are subject
to a numerical error. The difficulty is that increasing the order requires
also a corresponding increase of the precision, and so a longer and longer
calculation. This makes the whole procedure unpractical even at not too
high orders, and for this reason we performed most calculations up to order
8 only, thus finding 4 frequencies.
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of g(t) versus their imaginary parts, in logarithmic scale. The circles refer
to Cg(t) and the triangles to g(t), while the dashed lines indicate that the
order of approximation is 3, and the continuous lines indicate order 4. Here
the number of particles is N = 40 and 7' = 107

61



4.4 Concluding remarks

We have shown that there is a convergent algorithm which, in principle, could
be implemented to get the Laplace transform of the time autocorrelation of
a dynamical variable, and so to get conclusions about the rate of its decay
as t — oo. In our opinion, the most relevant aspect is the connection we
found between the spectral measure and the solution of the Stieltjes moment
problem, which implies a relation between the smoothness property of the
measure and the fulfilment of an infinite set of constraints (see, as an example,
Proposition 2 in Appendix B.1). This leads us to the question, whether
smooth measures are in some sense exceptional, namely, to ask whether these
constraints can still be satisfied when small changes in the moments are
performed (i.e., by generic small perturbations of the Hamiltonian flow).

Implementing such an algorithm on a computer raises major difficulties
with respect to both the computational time and the reliability of the results.
As a matter of fact, the main problem is connected with the calculation of
large determinants. However, we tried to apply the method to two func-
tions of interest for the FPU problem, namely, the energy of a packet of
low frequency modes and the kinetic energy of half of a FPU chain. For
the first function, our results seem to support the conjecture that the time
autocorrelations exhibit a sub-exponential decay, while no definite conclu-
sions can be drawn for the second quantity. We remark that this is a known
characteristic for chains of FPU type, namely that quantities related to the
particles typically exhibit a behaviour coherent with the predictions of Sta-
tistical Mechanics, while this often does not happen with quantities related
to the modes.
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Chapter 5

A physical application to
magnetized plasmas

The idea itself that perturbation theory can apply at the thermodynamic
limit, and that there exists some continuity in the behaviour of correlations
under perturbations of an ordered system, makes us ponder upon some as-
sumptions which are common in statistical mechanics. If one refers to linear
response theory, one should admit that response functions can take on values
which differ from the equilibrium ones even up to experimentally observable
times. More generally, if some time correlation is known not to decay for very
large times, this appears as indicating that the dynamics is not completely
chaotic, and preserves some part of its ordered character.

To better elucidate some physical consequences implied by this fact, we
expound here some heuristic arguments for the case of magnetized plasmas.
Such plasmas can be modeled as a completely resonant system (as all elec-
trons turn with the same frequency), and one could think that also in this
case an adiabatic invariant can be constructed, at least for small values of
some perturbation parameter, in a way similar to Chapter 3. Actually, we
are not able, at the moment, to implement our perturbation techniques for
such a system, but we intend to investigate how the presence of an adiabatic
invariant would affect the macroscopic behaviour of the system. Indeed, if
one supposes that some relevant quantity has an essentially constant time
autocorrelation up to times which grows as the perturbation parameter goes
to zero, one can say that the system presents a transition from a chaotic to
an ordered regime.! Furthermore, if the dependence of the stability time on

IThe concepts of chaos and order are actually not free from ambiguities, but we will
consider the fast or slow decay of the autocorrelation of the adiabatic invariant we study
(namely, the magnetization) as an indicator of a chaotic or ordered regime, respectively.
This may seem an arbitrary definition of chaos and order, but the relevance of magneti-
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the perturbation parameter is exponential (or just steep enough, as in the
case of Theorem 3 of Chapter 3), the transition between the two regimes
occurs suddenly, and one can think that there exists a threshold value for
the perturbation parameter, below which the system is ordered, and above
which it is chaotic.

In the case of magnetized plasmas, the arguments just given lead us (see
Section 5.1) to conjecture that the perturbation parameter depends only on
the density n of electrons and the intensity B of a uniform magnetic field
which is imposed to the plasma from outside. This entails the existence of a
limit density (depending only on B) above which the system is chaotic and
cannot thus be confined by the magnetic field. The conjectured limit density
can be estimated in an extremely idealized case, but this value however turns
out to fit surprisingly well the data on the maximum densities at which
plasma fusion devices can operate.

The conjecture is provided, together with a comparison with experimen-
tal data, in the following Section 5.1, which reports part of paper [33]. Some
numerical computations seem to confirm such a conjecture, as shown in Sec-
tion 5.2, while some concluding comments follow in Section 5.3.

5.1 Density limit in magnetized plasmas

The model chosen for the magnetized plasma is the simplest one we could
conceive. We consider the extremely idealized case of a plasma subject to an
uniform magnetic field, say B = Be,, where e, is the unit vector along the z
axis. Concerning the plasma itself, it is conceived as a dynamical system of
point charges, in which any charge will be subject, in addition to the Lorentz
confining force due to B, also to the force due to the Coulomb electric field
E generated by all other particles, which is usually called the microfield.
Mutual magnetic forces and retardation effects are neglected.

So we have a system of several kinds of charges, and the Newton equation
for the j—th charge (in the nonrelativistic approximation) is then

mj)"(j = ejvj A B + ejEj (51)

where m; and e; are the mass and the charge of the particle, x; and v; = x;
its position vector and velocity, and E; = E(x;) the microfield evaluated at
x;. Its value is obviously given by

def 1 e (Xk — X;)
E, & .
J 4req ; |x — %3

zation (see below) suggests such qualifications are adequate.
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Finally, in order that the dynamical system be defined within the standard
approach of ergodic theory, we consider as given also an invariant measure,
a few minimal properties of which will be mentioned later.

If the microfield is neglected, the transverse motion of each particle is a
uniform gyration about a field line with its characteristic cyclotron frequency
we; = |ej| B/m;. So the system is integrable, the z component of the angu-
lar momentum of each particle being a constant of motion. Moreover, one
can check that the considered system with N particles, in the absence of
microfield, can be transformed through a time dependent change of variables
into a Hamiltonian system of 2/N independent harmonic oscillators and N
free particles on a line, which, if all masses and all charges are equal, is com-
pletely resonant (apart from the free particle terms). The microfield, acting
as a perturbation, makes the system no more integrable.

5.1.1 Conjecture for the transition from order to chaos

As already explained, in order to establish whether a transition from order
to chaos occurs, we investigate the behaviour of a sensible observable. Our
purpose is to look at the magnetization of the system, to which each charge
contributes through the z component of its angular momentum, in view of its
relevance for diamagnetism. In fact, magnetization is a constant of motion if
the electric field is neglected. Moreover, as said in Section 1.2 of Chapter 1,
in the frame of linear response theory the magnetic susceptibility vanishes
in classical physics if the system is chaotic enough, i.e., if the time autocor-
relation of magnetization decays sufficiently fast. Instead, susceptibility can
remain bounded away from zero for very long times if the time autocorrela-
tion of magnetization stays almost constant. Therefore, if we make a further
idealization in our extremely simplified treatment, the transition from order
to chaos we are looking at corresponds to a passage from a diamagnetic to
a nonmagnetic plasma. This seems quite consistent, since it is known that
the existence of diamagnetism plays a key role in magnetic confinement of
plasmas, due to the presence of the diamagnetic pressure, which pushes par-
ticles from regions of lower magnetic field (think of the border of the fusion
machine) to regions of larger magnetic field (see [6]).

On the other hand, it is well known that only the electrons are relevant,
the ions contribution to magnetization being negligible. So, in order to make
the treatment as simple as possible, we will consider the contribution to
magnetization due to any single electron, i.e., the z component of its angular
momentum. Thus, as zeroth order approximation for the adiabatic invariant
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we take the quantity?

2
m

(v, denoting transverse velocity of the chosen electron), which is propor-
tional to the transverse kinetic energy of the electron. One immediately
checks (see, for instance, page 16 of the book of Alfvén [34]) that L is the z
component of the angular momentum of the chosen electron, referred to its
instantaneous gyration center (or guiding center), the latter being calculated
in the approximation in which the perturbing force is neglected.

We also add here the formula for the time derivative L of L, as we will
need it in a moment. As L is a multiple of v - v, L is immediately obtained
through dot multiplication of Newton’s equation (5.1) by 2v, which gives

LZ%VL'EL. (53)

We come now to the main point, i.e., to find the dimensionless perturba-
tion parameter € which determines the threshold of the transition from order
to chaos corresponding to the destruction of the chosen adiabatic invariant
(and of all the adiabatic invariants corresponding to each electron). This
would require performing the corresponding perturbation estimates at all or-
ders, which at the moment we are unable to do. What we can easily do is to
estimate the time autocorrelation function of L, by using the fundamental
result of Theorem 1 of Chapter 2. This leads to

2
Cut) >1- L% (5.4)

2 - 2
o7 207

Thinking of this as the first step of a perturbation scheme, we expect that
this is the zeroth order approximation of an adiabatic invariant 1¢® at order
s, for which one should have something similar to the estimates in Section 3.2
of Chapter 3, namely,

2
O](n) (t) >1- %(n!>a€n+1 (E) :

2
UI(”) T

for some constants o and 7. The conjecture that one has 7 = 1/w. seems
then quite natural, because this is the microscopic time of the unperturbed
electron motion and thus, from (5.4) we find that the relevant dimensionless
parameter of the problem is

e= L (5.5)

Weor

2Since now on, the index j referring to a chosen electron will be left understood.
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(0x = /0% denoting standard deviation), and this leads to a chaoticity

threshold given by
9%

oL 1. (5.6)

Through formula (5.8) of the next section it will be seen that the con-
dition for the threshold can also be expressed in the form (og, /Bo,) = 1.
Thus one sees that the threshold occurs when the typical value of the per-
turbing force due to the microfield equals the typical value of the Lorentz
force which characterizes the unperturbed motions. So the condition € = 1,
which we have assumed as a definition of the threshold within a rather ab-
stract point of view, is just what one would immediately guess, as the naivest
implementation of the idea that a threshold occurs when the perturbing force
equals the unperturbed one.
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Figure 5.1: Density limit values vs B for various machines: conventional
tokamaks, for which recent data are shown (see references [38, 39, 40, 41,
42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53]) along with the original ones
of Murakami (see [37]), stellarator machines [55, 56, 57, 58], and spherical
tokamaks [59, 60, 61]. Dotted line is the theoretical density limit (5.10).
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5.1.2 The chaoticity threshold in terms of macroscopic
parameters. The theoretical density limit

Our aim is now to express the chaoticity threshold (5.6) in terms of the
macroscopic parameters T', n, B, temperature, electron number density and
field strength. Recalling the expressions (5.2), (5.3) of L and L, and the
definition w. = |e| B/m, the threshold (5.6) takes the form

ZO'VJ_.EJ_
-—=1. 5.7
T (5.7)

It is clear that the standard deviations appearing in (5.7) depend on the
model of plasma adopted, which determines the microfield, as well as on the
chosen invariant measure. The choice of the invariant measure is a quite
delicate problem, particularly in a nonequilibriun situation as the one we
are discussing here. A general introduction may be found in the book [4].
For example, it is obvious that oy, and 0,2 should be expressed in terms
of temperature, albeit with coefficients which depend on the assumptions
made for the velocity distribution. Analogously, the statistical properties of
the microfield may be different for a system composed by electrons plus a
neutralizing background, rather than for a system of electrons and ions.

Quite natural assumptions on the measure are:

i) that velocities and positions are independent variables;

ii) that the distribution of the transverse velocities is Maxwellian at a tem-
perature T

iii) that the distribution of positions is isotropic.

Under these natural assumptions the equation (5.7) for the threshold is seen
to take the form

2 (% 1)
- =1 5.8
\/; B \/ kBT/m ( )
Indeed, from i) and ii) one gets

1
2 _ 2 2
O-VL'El_ao-VLO-EL7

the variance of a vector F being defined by of = o7, + a%y + 07, . One also
gets



(kp being the Boltzmann constant) and furthermore, as one easily checks,

2
0'32 =4 <kB—T) .
L m

Finally, from iii) one gets o, = (2/3) og,

The form (5.8) of the equation for the threshold already constitutes in
our opinion a significant result. Indeed, the fluctuation o of the microfield
should in principle be itself a measurable quantity, which depends on the
macroscopic state of the plasma, namely, electron number density n and the
temperatures of the several constituents. So the previous relation provides
in principle the density limit as a function of the macroscopic state of the
plasma.

However, we were unable to find in the literature sufficient experimental
information on the fluctuation og of the microfield. So, in order to have a def-
inite theoretical formula to be compared with the experimental data, we limit
ourselves to the consideration of a particular model for which an estimate of
0%, is available. In fact a formula for o was given by Iglesias, Lebowitz and
MacGowan [35] for the model of a one component plasma with neutralizing
background, at equilibrium with respect to the Gibbs distribution, for which

they found
kgT
o= —— (5.9)
€0

where ¢ is the vacuum dielectric constant and n the electron number density
(see [35], formula (2.5), substituting n for p and 1/g, for 47).

So, for a one component plasma with neutralizing background at Gibbs
equilibrium at temperature 7', the chaoticity threshold (5.8) takes the form

_§@B2

n , (5.10)

- 2m
in which temperature disappeared, so that the threshold only involves density
and field strength. Notice however that this might not be true with a more
realistic model of a plasma, in which the temperature appearing in (5.9),
which refers to the plasma as a whole, may be different from the electron
transverse temperature which enters the previous formulas.

Formula (5.10) for the limit density (holding for a one component plasma
with neutralizing background, at Gibbs equilibrium at temperature T) is
the type of result we were looking for, inasmuch as it provides a definite
theoretical formula for the density limit that can be compared to the available
empirical data for collapses in fusion machines, as will be done in the next
section.
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5.1.3 Comparison with the empirical data for plasma
collapses in fusion machines

We now check whether the transition from order to chaos discussed here has
anything to do with the empirical data for collapses in fusion machines. We
recall that a proportionality of the density limit to the square of the magnetic
field in tokamaks was suggested by Granetz [36] on the basis of empirical
data, but apparently was not confirmed by later observations [53, 54]. It
is well known that, while at first a proportionality to the magnetic field
(through B/R, where R is the major radius of the torus) had been proposed
on an empirical basis for tokamaks by Murakami [37], in the plasma physics
community the common opinion is rather that the density limit for tokamaks
should be proportional to the Greenwald parameter I,/r2, where I, is the
plasma current and r, the minor radius of the torus (see [54]).

We do not enter here a discussion of this point, and only content our-
selves with plotting in Figure 5.1 a collection of available data of the density
limit for several fusion machines versus their operating magnetic field B in
log-log scale, comparing the data to the theoretical formula (5.10). The first
thing that comes out from the figure is that the order of magnitude of the
theoretical threshold is correct, and this without having introduced any phe-
nomenological parameter. There is no adjustable parameter in the theory,
and no fitting at all. One is thus tempted to say that the essence of the
phenomenon has perhaps been captured, especially in consideration of the
extreme simplicity of the model, with respect to the variety of machines and
of operational conditions to which the experimental data refer.

Entering now in some more details, one sees that the theoretical law
appears to correspond not so badly to the data for the high field machines
(tokamak and stellarators), whereas a sensible discrepancy is met for the
low field machines (spherical tokamaks), for which the experimental data
are larger by even an order of magnitude. Perhaps this discrepancy might
be attributed to the fact that we are discussing here a model describing an
isolated, non sustained, system (i.e., with no input heating power), whereas
the low field machines considered in the figure are just the ones characterized,
in general, by lower confinement time and thus by larger sustainment. Indeed,
(see the empirical Sudo limit for stellarators [58]) larger densities are expected
to be accessible as the input power is increased (although this is not so clear
for tokamaks [54]). This is illustrated, in the figure, by the three points
reported for the same device (the stellarator WS-A7 [55]) at essentially the
same applied field, which however correspond to three different (increasing)
input heatings.
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5.2 Time autocorrelation of magnetization:
numerical computations

Although the density limit we have found seems to agree rather well with
experimental data, this doesn’t help too much in clarifying whether our con-
jecture on the behaviour of the idealized system we are considering is well
grounded. Indeed, real plasmas are too complex to be well approximated
by our model, and one can still ask whether the dynamical system of point
particles subject to equations of motion (5.1) actually displays a transition
from order to chaos. Moreover, it is also interesting to study the behaviour
of the magnetization itself, instead of that of the transverse kinetic energy of
a single electron.

We tried to answer these questions by performing some numerical com-
putations of the time autocorrelation of magnetization for a pure electron
plasma. The results thus obtained seem to confirm the theoretical estimate
(5.10) for the transition from order to chaos, by exhibiting below threshold
an ordered behaviour of correlations, which do not decay up to long times,
and a chaotic behaviour above it.

The model we consider is just that of a system of N point electrons with
mutual Coulomb interactions subject to a uniform magnetic field, enclosed
in a box of side L, so that, obviously, for the electron number density one
has n = N/L?®. So, the equations of motion are simply given by (5.1),
in which m; = m and e; = e. Caution, however, should be paid in the
definition of the microfield. Indeed, we chose to introduce periodic boundary
conditions, so that we are actually dealing with a system of infinitely many
electrons. In such a case, the electric field can be computed (see [62]) by
the Ewald summation of the field due to an infinite cubic lattice of charges
of the form x; + Ln. Here, n is a vector with integer coordinates, i.e.,
n & (nye, + nye, + nge,), with n,, n, and n, € Z, while e,, ... are the unit
vectors along their axes.

Rescaling time by the electron cyclotron frequency w, (see paragraph 5.1.1
for its definition) and position vectors by the mean interparticle distance
a® n~Y3 i.e., introducing 7 o wet and y; o x;/a, the equations of motion
(5.1) take the form

2
. . w
Vi=e, ANy;+ (w_p> E(y;) , (5.11)

c

where the plasma frequency w, o Jen /(4meom) and the dimensionless field
E appear, while the dots now denote derivatives with respect to 7. In the
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simulations, the explicit form of the Ewald resummed field E acting on the
J—th particle is given by

E(y;) ZZ |7‘ln|3 [erfc (arpn) + \/_ = exp(—a’riy)

2

ZZ \k|2 )Sln(k r)) .

k£0 |

Here 1, & y; — yi, while r;, o y; — yi + Ln/a; the function erfc(z) is
the usual error function, and « is the Ewald convergence parameter which
we chose as a % 7/2N-1/6, Notice also that, in the first sum, the term
corresponding to the self-force on the j—th particle is excluded.

It is important to notice that equation (5.11) contains only one (dimen-
sionless) parameter, namely, w,/w., while the rescaled density is obviously
equal to 1. On the other hand, it is easy to check that the threshold (5.10)
takes, in virtue of the definitions, the approximate form w,/w. ~ 1, which
will be used later on.

These are the equations of motion that were actually integrated numer-
ically, using a symplectic splitting method. The conservation of energy in
every run was better than a part over 103. The integration time was chosen
proportional to w, in order that all different cases be integrated for the same
physical time. In any case, the time was always some hundreds cyclotron
periods.

The initial data were chosen in the following way: the electron positions
y; were taken uniformly distributed in the box of side NV /3 while the ve-
locities were extracted from a Maxwellian with a given temperature 7". This
introduces in the model (in addition to w,/w.) the further parameter 7', or
equivalently the dimensionless Coulomb coupling parameter I' defined by

r e?/(4megakpT) |

to be used in the Maxwell distribution for the velocities (here, kg denotes
the Boltzmann constant).

For what concerns the number N of electrons in the box, our computa-
tional power allows us to go up to N = 512. This induces a lower bound on
', namely, I' > N~%/2. Indeed, in order to correctly simulate the Coulomb
cumulative force acting on an electron in a plasma, the side of the box has
to be at least equal to the Debye length Ap o \/ kT /ne?, which, in our
rescaled units, takes the value A\p = I'"V/2. We took I' = N=%/%. Computa-
tions were performed both for N = 128 and N = 512, which correspond to
[ =1287%3 ~0.04 and I' = 51272/3 = 1/64 ~ 0.016 respectively.
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We now come to the main issue, i.e., whether the motions are ordered
or chaotic. Obviously what plays the role of the unperturbed system with
completely ordered motions is the limit case with w,/w. = 0, for which
the Coulomb interaction disappears and one has pure Larmor gyrations.
The problem then is to determine whether a threshold for chaotic motions

takes place as the parameter w,/w. is increased and I' is varied. To this

end we looked at the z component of the magnetization of a box, M, o

(e/2m) > (x; A X;),, looking at its autocorrelation function (normalized by
NkpT)

Remark that here we are considering the actual magnetization, which is dif-
ferent from the equilibrium magnetization M?, the latter involving the mo-
menta p instead of the velocities & (see formula (1.6) of Section 1.2). More-
over, the autocorrelation is computed along the flow of the global Hamilto-
nian. Thus Cyy_(t) is different from the correlation considered in Section 1.2,
but it is related to the magnetic susceptibility by the same formula, as is
proved in [6] (actually, the differences between them disappear in the lin-
ear approximation). We will also consider the Fourier transform C. (w) of
the autocorrelation. The latter is a physically very relevant quantity be-
cause, according to linear response theory (just apply the Fourier transform
to equation (1.8) with h(t) = ¢!, for instance) the quantity iwCy, (w) gives
the susceptibility x(w) at frequency w.

As regards the actual computation of such quantities, we stress that,
whereas in the formula for the time-autocorrelation Cyy, (t), the average is
meant, as usual, as a phase-average with respect to the global Gibbs mea-
sure, in our computations we estimated it by the time-average along an orbit
(with initial data extracted as previously explained), as often done in numer-
ical works. We did not investigate the relations between the two averages.
Moreover, the Fourier transform (fMZ (w) was estimated by the amplitude of
the discrete Fourier transform of Cyy_(t), which will be simply called the spec-
trum. So we report figures of the time-autocorrelation Cy;, versus ¢, and of
the corresponding spectrum versus angular frequency w/w..

Having fixed I' = 1/64, by increasing w,/w. we found that a threshold
occurs for w,/w, between 0.25 and 2. This is exhibited in Fig. 5.2, where the
results are reported for such two values of w,/w,., 0.25 on the left and 2 on
the right. The autocorrelations are reported in the upper part of the figure,
and the spectra in the lower part.

For w,/w. = 0.25 the autocorrelation is seen to display regular oscillations
with a decreasing amplitude: we were unable to follow this relaxation process
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up to the end. The oscillations are apparently peaked about the cyclotron
frequency and its harmonics of low order (as should be, due to the nonlinear-
ities in the equations of motions). This is clearly exhibited by the spectrum,
with its large peak at w/w. = 1, and the smaller ones about the harmonics
w/w. = 2,3, .... Of special relevance is the peak at w = 0, which corresponds
to the existence of a nonvanishing static susceptibility, i.e., to the existence
of diamagnetism, which could be also noted in the corresponding autocor-
relation graph, as they remain always different from zero. In the spectrum
also appears a continuous component, which accounts for the extremely slow
drift towards equilibrium. This case clearly corresponds to prevalently or-
dered motions with a corresponding nonvanishing diamagnetism, and should
be interpreted as an indication that the perturbation due to the Coulomb
interactions is not yet sufficiently large to produce prevalent chaotic motions.
The passage to chaos, however, already occurred at w,/w. = 2. Indeed in
this case the autocorrelation is seen to go to zero in an extremely short lapse
of time (even shorter than one cyclotron period 27 /w.), so that the peaks
disappear from the spectrum and one only remains with the continuous part.
This means that for I' = 1/64 the threshold in w,/w,. lies between 0.25 and
2. For I = 12872/3 the corresponding figures at those same values of w,/w.
are qualitatively similar to the above ones, and are not reported here.

So, the numerical results obtained for I' = 12873 ~ 0.04 and I = 1/64 ~
0.016 are in rather good agreement with the theoretical prediction of formula
(5.10), namely: at w,/w. = 1 the interactions become strong enough as to
make the motions chaotic.

5.3 Conclusions

The case of magnetized plasmas shows how the perturbation theory here
presented can be used in a heuristic way to get some information on the
physics of a macroscopic system, thus complementing the rather abstract
example of Chapter 3. In doing this, we made use of extremely simplified
arguments, neglecting some relevant physical and mathematical features, but
this allowed us to provide a possible explanation of the relevant phenomenon
of the existence of a density limit in fusion devices, for which there seems to
lack any first principles rationale. In fact, the comparison between theory
and experiments exhibited in Figure 5.1 appears quite encouraging.

This fact stimulates us to insist in our research line and to try to broaden
the application field of the mathematical methods, which are at the very
beginning and need to be consolidated in order to deal with different phys-
ical situations. We hope, however, that the present result may be a good
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starting point for a rigorous study of macroscopic systems within the frame
of perturbation theory.
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Figure 5.2: Top: Autocorrelation Cy/(t) of magnetization versus time for
wy/we = 0.25 (left) and w,/w, = 2 (right). The time scale is the same in
both figures, and one has w. = 1 at the right, w. = 8 at the left. Notice the
fast decay to zero at the right. Bottom: Discrete Fourier transform (absolute
value) of Cp(t) versus w/w,. for w,/w. = 0.25 (left), and w,/w. = 2 (right).
Peaks (and thus also magnetization) have disappeared at the right. Here
I =1/64.
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Appendix A

Technical tools for Chapter 3

A.1 Estimates for the construction of the adi-
abatic invariant

Here we intend to prove Lemma 1 of Section 3.3. In order to do that, we
need to recollect the usual algebraic properties used in perturbation theory
(see [22]), adapted to our norm || - ||;, defined by (3.15). Such properties
are stated in Lemmas 9-11 later on, then the proof of Lemma 1 is briefly
sketched.

In order to develop the perturbation theory, a primary role is played by
the action of the operator Ly and by the projections on its kernel and its
range (see Section 3.3), and these are more easily discussed in terms of the
complex variables which diagonalize Ly. These are implicitly defined by

1 1
= —(@+in), p=—s@—in), 1<ISN (Al
a \/5(& m . b ﬁ(fl ™) (A.1)
and in such variables one has
Log’n* = iw(|k| = |i])&" - (A-2)
We must, however, take into account the fact that the norm || - |1 is

not invariant under such a change of coordinates. In fact, such a norm is
formally well defined also for polynomials depending on the variables (&, n)
if, in the definition of H%" and P; ., we simply substitute for (p,q) the pair
(&,m). In that case, denoting by f’ the transform of f via (A.1), one will
have, in general, || f||+ # ||f']l+. On the other hand, the following lemma,
whose proof is identical to that of Lemma A.1 of paper [22], enables one to
estimate the difference between the norms of the two functions.

7



Lemma 9 Let f(q,p) be in Ps, and let f'(&,n) be the transform of f via
(A.1). Then, one has f' € Py, and |||, < 22| f||, . Moreover, let ¢'(¢,m)
be in Ps,. and let g(q,p) be the transform of g via the inverse of (A.1). Then,
one has g € Py, and ||g||, <22 ¢, -

We need also the following lemmas

Lemma 10 Let f be in Ps, and g in Py . Then, [f,g] € Psis—2,4m and
one has, both in real and in complex variables, the inequality

If, 9l < @r+ 20"+ Dss (1 f1, gl

Proof. See Lemma A.2 of [22], noticing that, for any fixed ¢, each term
of f contained in M7 has Poisson bracket different from 0 only with the
monomials of Hgk such that |i — k| < r+7r'. The number of such monomials
appearing in the decomposition of g is smaller than 2r + 2r' + 1.

Q.E.D.

Lemma 11 Let f € P, be a polynomial in complex variables. Then Iy f,
Mz f and Ly'Tig f belong to Ps,» and the following inequalities hold:

M fllye < I =A< A [[Le TR, < 1L

Proof. The fact that L;'f belongs to P;, comes directly from Lemma 10,
as Hy is in Ps 9. The remaining statements are a consequence of the fact that
Lyg is diagonal in complex coordinates and that the smallest eigenvalue of L
on R has modulus w > 1, in virtue of (A.2).

Q.E.D.

Proof of Lemma 1 We pass to complex variables via Lemma 9 and proceed
by induction on n, checking at each step even two supplementary inductive
hypotheses:

i) ¥, can be decomposed as ¥,, = > )" \112”, where ¥\ ¢ Por+2n—1;
ii) the following bound holds

(1) nol0(n—=1) [, N2 (0 _ 1Y) n! n—l
e, <2m2 (n!)” (n 1).—1!(n_l)!5 :

78



As a matter of facts, on account of Lemma 11, such an estimate enables
one to control the contributions due to x, and ©,, which appear in the
recurrent procedure that determines x,, for s > n. Then, we come back to
real variables via lemma 9 again.

Q.E.D.

A.2 Technical proofs

A.2.1 Proof of Lemma 5

We start by proving formula (3.35). On account of the symmetry of the
periodic system, one can pass from a system with N —1 particles to one with
N by inserting one more particle after the i—th site, for ¢ = 1,..., N — 1.
The potential energy of the corresponding system is given by

2 4

B I T E g —ga2e L4
Un(ai,- .- an, @) = Un—a 2w<q’“ %) T 2w(q Gi+1) oo

Neglecting the second term at the r.h.s. (which gives a contribution to the
partition function which can be bounded from below by 1, and averaging
over ¢ in order to get a translational invariant system, one gets

QN 1 N-1 teo 400 B
> Z/ dq: . / dgv—1 Dn-1(q1, -, qn-1)X
i=1 Y~

£
(¢ — %)2"‘

Qn-1 ~N—-1 oo
+oo B ) q4 ) )
X /_Oodqexp [—% (q + %% +e(qg— )" +e(q— gitr) )} :
(A.3)
Here we have put ¢y = ¢1. Then, we introduce the function ¢, (q) dof
1 —exp[—Be(q — ¢;)?/(2w)], for which the inequality
Be Be
€xp {—%(q —q) + %(q —qi)?| > 1 - ©q.(4) = a1 (@)

holds. We will show now that ¢,,(q) is small except for a set of small measure.
Making use of the previous inequality, relation (A.3) becomes

QN oo oo ~
2(1,(/3,5)—/ dql/ qu_lDN_l(ql,...,qN_l)X

QN—l 00 00
+00 9 NI 3 ¢
dg —— , —— [ #+ =
X/oo I 71 ;:1 soql(Q)eXp[ " (q + QW)} ,
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in which the function a(f, €) is defined by!

+oo 4 g
o [Twml 4 o) -5 (3)

o0

where K, (z) is the Bessel modified function of second kind. The well known
properties of K, (x) imply that a(3, ) can be written as a(f3,¢) = G(f,)+/2mw/ 5,
where GG is a function always smaller than 1, approaching 1, at fixed ¢, as

B — 4o00. We go on by dealing with the integral in (A.4), first giving an
upper bound for the innermost integral over q. We estimate it by splitting

the phase space of the N — 1 particles periodic system in two sets: we will

fix K > 0 and consider Q(N — 1, k), which is defined by

N—1
e 2
Q(N — 1,k) o {(ql, ...,qn—1) such that E @< %/@(N - 1)} , (A.5)
i=1

and its complement. In the latter set, the integral is simply bounded from
above by 2a(f,e). On the other hand, in order to estimate the integral in
the set Q(N — 1, k), we observe that, for any x;, the number of particles for
which |g;| > v/k1Kk2w/B holds cannot exceed (N — 1)/k;. For these particles
the integral is estimated again by 2a(/3,¢). For the purpose of estimating the
contribution of the remaining particles, we introduce the function

e 1 too
I(B,e,k k1) & sup / ©y(q) exp (—ﬁqz) dg .
U(B:€) 1y frmzags I~ 2w

We point out that (5, ¢, K, k1) tends to 0 as € tends to 0, for 3, k, ky fixed.
Then, in the region Q(N — 1, ), for any 1 > 1, one has the bound

4

to g W B q 2
/ d(] mz SOQz(Q) exp |:_% (q2 + %>:| S |:l€_1 + QI(ﬁa &, R, "{1):| a(ﬁa 8) .
—00 i=1

We notice that we have provided estimates independent of ¢;, so the integrals
over qi,...,qy_1 appearing in (A.4) can simply be estimated as the product
of these upper bounds times the measures of the sets in which the bounds
hold. Now, we observe that the measure of Q°(IN — 1, k) is estimated by

Ry (B, k)
Qn-1

'Remark that the function a(3,¢) depends on € only via the term w = /1 + 2¢.

/ dgi...dgn-1 DN—I(QI:---,(]N—I) <
Q¢(N-1,k)
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where the function Ry_1(8, k) is defined by

‘ B
R B, d—f/ dgy...dgn_1 exp | —— E
w-1(6; %) Qe(N—1,r) : o 2w

-(5) ()

and I'(s,z) is defined by (3.43). This way one obtains, finally,

QN 2 Ry-1(8,k)
QNil 2 (1 — H—l — 2[(6,8, K, K,l> — QW) CL(B,S) . (A?)

;From this expression one can prove (3.35) by induction on N.

(A.6)

We now come to the proof of (3.36). We make use of the trivial inequality
P(AiNn...NA) > 1= P(AS), which holds for any probability and any
collection of sets Ay, ..., A,. Consequently, we obtain

N(\qll< @\/% A A \qr!<®\/;> >1—r-Py <\q1]2@\/%) ,

because, due to the translation invariance of the periodic system, every set
has the same measure. Recall that PN(|q1| > @\/Qw/,8> is just the integral
of Dy times 1‘%'2@ Newrs A bound to this integral can be found proceeding

as above, i.e., by symmetrizing on ¢;, fixing x > 0 and integrating separately
over Q(N, k) and its complement (recall that Q(N, ) is defined by (A.5)).
This way we get

N
2w 1 N
Py (|Q1| > 04/ ?> < NOx Z/ )1|qi‘2@\/mDN(Q1a o qN)

+mRN(5 JK)

where Ry is defined by (A.6), and we bound 1|qi‘29m by 1 in Q¢(N, k).

It is straightforward to notice that the number of sites for which |¢;| >
©+/2w/f3, in the interior of Q(N, k), cannot exceed Nx/O?. Therefore, the
former term at the r.h.s. of the previous formula is smaller than 1/4r if
© > 2y/kr. As far as the latter is concerned, we can choose x such that
Rn(B,k)/Qn < 1/4r, as we have shown above. For example, we can fix
k = log(4rKy). This suffices to infer that, for © > 2./rlog(4rKjy), (3.36) is
valid.
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A.2.2 Proof of Lemma 6

The first inequality in (3.40) comes directly from the fact that the integrand
appearing in the definition of () is smaller than the function n,,, i.e., the
integrand in the definition of Qj,.

As regards the second inequality in (3.40), we note that the integrand of
Qur is equal to the one of Z§, multiplied by r terms of the form exp(—Begum,¢m,., /w)
at the sites, in number 2g, on the boundary of the blocks, which we denote
by my,...,mg, with the convention that mg, 1 = m;. Then, we integrate
only in the region in which the ¢ coordinate of each of these sites is smaller
than ©/2w/f3, with © = 2,/2rlog(8tK)y), and we observe that

7, > exp (—4re0?) QuPy (qu11<@ 2w/6/\.../\\qm2;\<@\/2w/5>

> QTM (8eko) =
Here, 05y comes from the normalization of the probability, and in the second
line use is made of Lemma 5.

We come now to inequalities (3.41) and observe at once that the first one
is trivial, because, on account of the identity in (3.29), one has 7y, < nag,.
The second one is more complicated: we begin by proving it in the case in
which each block is constituted by an even number of elements.

In order to estimate QY,, we divide again the phase space of the system in
the region Q in which |y, | < \/2wk/B, ..., |Gms,| < /2w /B, where k > 0 is
a constant to be determined, and in its complement Q°. The integral over
is smaller than Q- exp (4rek) , while, as regards the complement, we notice
that it is contained in the set in which 327 ¢? > 2kw/3. Thus, the integral
over such a region is bounded from above by QY , (2mw/B) I'(x, k), with
r1 <r, where we have dropped some positive term in the potentials, then we
have integrated first Over gy, , . . . , gy, (Which gives the term (27w /B)" I'(x, &),
with I'(r,x) defined by (3.43)); then the blocks made of just 2 particles
disappear, so that the integration over the remaining positions gives the
term Q?\I/I—Q;' This way we get

21w\ .
Qlyr < Qur - exp (4rek) + (7) I(r, k) Qg with 1 <r.

Now, we apply the previous inequality to the function Q’j\}ﬂx at the r.h.s,
and we end up with a relation similar to the previous one, in which however
there appears the function Qﬁ_%_%l, with 1o < 1. So, we can iterate this
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procedure, observing that I'(z, ) is an increasing function of r, and we get

J

J 9 o ' .
Oy <o) 3 (122) Quoar, M)y with Qo1

=0
where we define o; = ZZ::O Ik, with ro = r, and J represents the integer
such that o; = M/2. We make use of inequality (3.35) of Lemma 5 and
finally get, if the series converges, @}, < exp (4rek) Qur Z;O:O(Kgxf(z:, K))’.
We point out that the common ratio of this geometric series is a decreasing
function of x, which tends to 0 as kK — —+o0: thus, we choose & = E(x, Ky) so
as to satisfy (3.42), and obtain the relation

Qi < 2exp (4xei(r, Ko)) Qur - (A.8)

If a number A < ¢ of blocks is constituted by an odd number of elements,
we integrate on one of the sites on the boundary of each of these blocks, in
order that each of the blocks, in number ’, of the resulting lattice contains
an even number of elements. By dropping some suitably chosen interaction
terms in the potential, one gets QY, < (27rw/6))‘/2 L_/\, with ¢/ < r, where
the blocks made of just one particles disappear. Now we can use (A.8) with
@nr—» instead of @Qp;. Then, making use of Lemma 5 to express (Qp;_y in

terms of Qyr, we get (3.41).

A.2.3 Proof of Theorem 4

As already said, the proof is performed by bounding from above every term
at the r.h.s. of (3.55), i.e., A\(j, 1), for j,i e V.

We point out that the expectations in the definition of A(j,i) depend on
the choice of ), which is not completely fixed by its marginal probabilities
(see comments on relations (3.52)). In fact, the main part of paper [26]
consists in introducing a suitable reconstruction operator (on the space of the
joint probabilities) which enables one to find a joint probability distribution
that minimizes A, starting from an initially chosen one. We adopt the same
technique, with the only difference that we apply it not at all sites of the

lattice, but only at those lying on the complement of a fixed set V (we will
call it 7% T\V).
We also need to control, together with A(j, 1), the auxiliary quantity

o\ def
V() = E [1537&53] ,

where ¢! and &2 are the same Gibbsian fields entering in (3.56).
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We introduce, then, the main tool of the proof, i.e., the reconstruction
operator Uj, with i € T, which will enable us to construct the joint prob-
abilities Q(dx,dy) on V' (see formula (3.55)). This operator is defined on
a couple of fields (&', &%) having the same conditional probability at i, as
follows. For each pair of configurations x', x> € RITl, we denote by P)ia’x2
the measure on R? for which the minimum of the distance between P 1 and
P, «2 is attained, i.e., such that, for any measurable B C R, one has

L e(RxB)=P,(B), P. .(BxR)=P,(B),

and / 11'7£yP>i(17x2 (d.ﬁU, dy) =D (Pi,x17 -Pi,xz) .
R2

Such a definition enables us to describe the action of U;, because this operator
maps the couple (£1,£2) into (€1, €2) such that, for any measurable C' C R?,

P (( ilafiQ) eC ‘ 511“\{i} = X%“\{i}af%\{i} = X2T\{i}) = P>i<1,x2(0) )

and, for any finite V' C T not containing i, the joint probability distribution
of (€l,€2) coincides with that of (&1, £2).

The effect of U; on (i) and A(u, i) is described in detail in Lemmas 2, 3
and 4 of the work [26]. Following such a paper, we adopt the convention that
the quantities relative to the reconstructed couple (f L 52) are distinguished
from the corresponding ones relative to (£, £?) by adding the symbol ". For
every set S C T" we define the operator

US déf UiloUiQO...OUi (AQ)

where the order of the points iy, ...,1i,,, contained in S U 0,,.S is chosen in
a suitable way. This is described in full detail in the proof of the following

Lemma 12. If we define g & sup;eg (i) and Ag = sup; jes A(J; 1), we can
describe the action of Ug on a couple of fields having the same conditional
probability on S U 0,5 accordingly to the following lemma, which is proved
in Appendix A.2.4.

Lemma 12 Let (£',€2) be a couple of fields having the same conditional
probability on SU,,.S, given by a specification ' € ©(h, C,0) NA(h, KC, ),
and (&1, &%) = Us(€Y,€2). Then, one has

Ys V5B, S
K < A br ,
( As ) - ( ASUd,, 5 )
in which the matrixz A is defined by

gl ([ a+NK o CTIMET
“ \C(R+NK™") 6a"+MK™ ) >
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where N, M and R are constants depending on a and b only.

We remark that, if the eigenvalues of A are smaller than 1, the recon-
structed quantities are smaller than the initial ones. So, we want to iterate
the reconstruction procedure as much as possible. It turns out that we can
iterate the procedure at most a number of times proportional to the distance
between V and V. The reason is the following.

In our case, &' is the field relative to the equilibrium Gibbs measure and
€2 that relative to the probability conditioned to the configuration x on V,
which we consider as fixed. It is apparent that such fields have the same
conditional probability on every set which does not intersect V, but not on
the whole T'; by hypothesis, this conditional probability is that given by
I' € O(h,C,6)NA(h, KC,a). Since the reconstuction procedure shrinks the
set S on which we can control v and A, we can iterate it until V" C S. So,
the maximum number of iterations is attained if we start by reconstructing
on V' U Opp V', where n is the largest number such that d,41y,,V N vV = 0.
We use Lemma 12 as the first step of a recurrent scheme, by applying each
time Uy,,, where V411 =V, U O Vin, Vo = V. In virtue of Lemma 12, after
the application of Uy, , one has

VWi W,
2 <A mtd .
( AV ) N ( )‘Vm+1 )

Thus we get that the final values of vy, and Ay are smaller than the result
of the application of the matrix A™ to the vector with components ~, A.
Moreover, we observe that we can write A = JLA.J, where A and J are
defined by

 det a+ NK! MK PRt C 0
"\ RENK' dab+ MK and s =19 1)

This way we get A" = J1A"J. As the component Ay, which is the one we
are interested in, is not affected by the action of J~!, we can write that it is
the second component of the matrix product

“n C’)/

i ( : ) |
Since the eigenvalues of A are smaller than G ' max{(a+1)/2, (Jab+1)/2} <
1, if K is large enough, there exists K| such that

Av < (D/2) max{\, Cy}G" ,
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where D is a constant depending on a, b, «,d only. On the other hand, n =
d(V,V))/(br) and v < 1, from which there follows

M < 2 (hheesp (—ed(V. 7))

where c is defined in (3.59).

In order to show (3.58), we need only the use of (3.55) in estimating the
term in brackets of (3.50). We then observe that the r.h.s. of (3.55) is smaller
than 2|V|?\y, for the joint probability we have just found, and this concludes
the proof.

A.2.4 Proof of Lemma 12

Lemma 5 of work [26] shows the result of the application of Uj, in a suitably
chosen order, to every site of T" in sequence: one obtains that, for the couple
of fields (£1,€2), with the same specification I' € O(h, C,6) N A(h, KC, a)
and K > 1, and for the reconstructed couple (£!,£2) the following matrix

relation holds?
(Zﬁ)gA(zi) (A.10)

In the proof of Lemma 5 of [26], the order of the U;’s is chosen in the
following way: the lattice is partitioned in b disjoint sublattice, Z, ..., Z,_1,
which are the cosets in T of Z" with respect to Zy. Then the reconstruction
is applied in sequence to each sublattice, and use is made of the fact that,
if i € Z;, there exists a bound to v(j), A(j, k) and A(k,j) for j € Z;\{i} and
k € T\{i} which does not change after the application of U;. In particular,
this implies that the bounds do not change for the already reconstructed
sites in Z;. Neither does the reconstruction at site i change, on account of
Lemma 4 of paper [26], the value of A(i,j) and A(j, i), for |[j —i] > r. In this
sense the reconstruction is local.

So, the values of 4y and S\V, after one application of U;, depend at most
on the values of (i) and A(j,i) in V U0, V. It is thus apparent that we
can control the values of the reconstructed quantities only in a set V' smaller
than the set V' on which we control v and A initially. In particular, V' can
be chosen so that V' = V U 0,V. Therefore, for any V' C S, we define for

2As a matter of fact, A is not the same matrix which appears in [26], since we needed to
make the dependence on C' explicit. Our statement can be proved by checking, in proving
the induction (11)-(14) of [26], that the constants N(-,-) are proportional to C?, the
constants N(-) and M(-,-) are proportional to C' and the constants M (-) are independent
of C.
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[ =0,...,b—1 a nested sequence of sets V; et V,U0,V,, with Vj 'y and
the operator Uy, as Uy = Uyynz, © - .. © Uy,_,nz,_,, and notice that (see the
above remarks) the order in which the sites in V; N Z; are chosen does not
matter. Then, after the application of Uy, one has that

0l Wi
] <
(3 )=a(3e)

for the same matrix A appearing in (A.10). This concludes the proof.
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Appendix B

Technical tools for chapter 4

B.1 Conditions on the regularity of the mea-
sure which solves the moment problem

The problem of determining a necessary and sufficient condition in order that
the solution of an Hamburger moment problem admit a bounded positive
derivative has been solved by Akhiezer and Krein (see [63]). Unfortunately,
their criterion cannot be applied to study the derivative itself. Thus, we
report the criterion of Akhiezer and Krein for checking the existence of a
derivative for the Hamburger moment problem for the measure «, then we
give an alternative procedure for studying the derivatives of \/u®'(u),! at
least in the case in which the time autocorrelation is analytic on the whole
real axis. We convert the problem into an Hausdorff moment problem (i.e.,
a moment problem on a finite interval), in order to get condition on the
regularity of the successive derivatives.

To state the result of [63] of interest to us, let us introduce the definition
of a non-negative definite sequence of moments ¢,,, by requiring that

n

Z i XiX; >0,

ij=1

for any n and any sequence (Xi,...,X,) of complex numbers.? Then one
has

Proposition 1 In order that o/ (w) exist and be bounded, it is necessary and
sufficient that there exist L > 0 such that the sequence to(L),t1(L), ... defined

'Recall that o/ (w) is analytic if and only if \/u®’(u) is (see Corollary 2).
2Notice that this implies that the determinants of A, defined in (4.14) are all non-
negative, but the converse is not true.
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o L 0 o000

) 2 d 2L - 0 0
ke, (k—1cpy (K—=2)c3 ... ¢ —kL

(k+ 1), ke, (k—1Dcgo ... 2¢, ¢

s non-negative definite.

For the study of the successive derivatives, we observe that in paper [64]
Hausdorff found a solution method for the moment problem on the interval
[0, 1], which also allows to give a criterion to check whether, at any order, the
derivatives of the measure exist and are bounded. Such results can be also
applied to our problem if the time autocorrelation is analytic on the whole
real axis, because, through an analytic change of variable, one can map [0, 1]
on RT and obtain the next Proposition 2, which provides necessary and
sufficient conditions in order that the n—th derivative of /u®'(u) exist and
be bounded. For its statement, we need to define the auxiliary moments
and fix: we need to preliminarily define

oo u
s [

z4+u
then we set
def def 1 dkil
Ho = Co Mg = Co — mdk_lz (Zkg(Z))zzl y for k>0 y

00 n (B.1)

~ def k+1/2 n el ]k

w3 (IS ().
n=0 1=0

These quantities are well defined, since it is known that §(z) is analytic in
2 = 1 and the binomial expansion converges.* Then, we define the quantities

p—m
/\Omdéf(p> _1k<p_m)/1 , for0<m<p;
. ;( ) (B.2)

AZ,mdg(pﬂLl)()\];;}—Ak_l ) , fork>0k<m<p-—k,

p,m—1

and state the following

Recall that we have defined ¢}, = ¢,, and ¢, ; = 0.
4See the discussion in the proof below.
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Proposition 2 Let Cs(t) be an analytic function of t, for t € R, and let ®
be the measure which solves the related Stieltjes moment problem. A bounded
derivative of order n of \/u® (u) exists if and only there exist Ly > 0 such
that, for anyp >0, 0<k<n and k <m <p—k, one has

P+ 1) X < Ly (B.3)

Proof. The proof is performed through the Euler transformation w o ot

.
This enables one to define the positive Borel measure W(w) on [0, 1], by

U (w) o ®(w/(1 — w)). The relation between the moments of ¥ on the

interval [0,1] and the moments ¢, of ® can be obtained by the following
chain of equalities, for & > 0,

k

/Olwkd\p(w)=/0+oo ﬁd@(u)ZZ(—)kG) /;OO éql(?)l . (B4)

=0

as can be seen by expanding u* = (u + 1 — u)* via the binomial formula. It
is easy to see that this implies that the coefficients u; defined by (B.1) are
the moments of .

In order to study the derivatives of o/(w) = 24/u®’(u), we pass to the the
moments given by the distribution function \/wW’'(w). This function exists
if C'f(t) is analytic on the whole real axis, because in such a case its spectral
measure «(w) tends exponentially fast towards its limit for w — oo and, in
consequence, VU(w) tends towards the same limit as w — 1 at least as fast
as e~*/V1=v_ Moreover, v/w¥ (w) admits a bounded derivative of order n if
and only if \/u®'(u) does. We need, thus, to find the moments of \/w¥’ (w),
which are given by

1 - 1/2 1\"
/ wk—‘rl/Q@/(w)dw _ / Z (k + / )2]{?-‘1-1/2—71 (w o _) @/(w)dw ,
0 0 n=0 n 2

in view of the binomial expansion of \/1/2 + (w — 1/2). Since this expansion
converges uniformly for w € [0, 1], one can exchange the order of summation
and integration and prove that these moments are indeed the ji; defined by
(B.1).

As Hausdorff proved, in order that the moment problem for the sequence
fix. have a solution ¢y on [0, 1], which is almost everywhere differentiable with
a limited derivative (in our case, it is ¢ (w) = JwW'(w)), it is necessary and
sufficient that (p + 1)|\) | be bounded, where A} are defined by equation
(B.2). This corresponds to

= (1) [ wma - wp vt

m
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Then, one considers the Hausdorff moment problem in which the measure
(not necessarily positive) is 11, and expresses its moments ji; through the
original moments jix, by integrating by parts. So one obtains that the coef-
ficients A}, defined by (B.2) play for ¢; the same role which the A) = play
for 1)y, because, for 1 <m <p—1,7°

1 0 0 p+1 ' m ptl-m
)\ZLm = (p + 1)()‘p,m - )\p,m—l) = m ; w (1 - w) d¢0(w) :
Thus, one can express the condition that v, admits a limited derivative by
asking that (p +1)|A},,| have an upper bound. The proof is then concluded
by iterating this way of proceeding.

Q.E.D.

Finally, we add the following Proposition, which can be proved by the
easy remark that a power series with positive coefficients, which has a radius
of convergence p, has a singularity for z = p (this is known as Vivanti’s
theorem).

Proposition 3 In order that the decay of the time autocorrelation of the
dynamical variable f be not exponentially fast it is sufficient that there exists
p > 0 such that limsup,,_, . /cn < p .

Remark. The condition of Proposition 3 requires only to have an upper
bound on the ¢,, whereas those of Propositions 1-2 ask for a more detailed
knowledge on the coefficients c¢,. We believe that the first one is seldom
fulfilled (an example in which it is fulfilled is that of a harmonic oscillator).
For, the n—th derivative of a function usually grows as n!, so that

lim sup /¢, = +o0 .

n—-+o0o

The other requirements enables us to deal with a larger class of variables,
but, as just said, it has the drawback of needing a very detailed knowledge
of all coefficients.

SWe neglected here the terms for m = 0 and m = p, since they give indications only
on the discontinuities of 11, which can be disposed of, since 1; can be defined at will on
a set of measure zero.
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B.2 Computation of the coefficients needed
for the Faa di Bruno formula

Let us recall the Fad di Bruno’s formula (see [65]). Let a function f(g(z))
be given, where f and g possess a sufficient number of derivatives. Then one
has

q nl A " a @D )\
o 0@) =3 e (9(x)) 'H(g jf >> ’

Jj=1

where the sum is over all n-tuples of nonnegative integers (ky, ..., k,) satis-
fying the constraint

1 ki +2-ky+3-ks+---+n-k,=n.

In our case, we apply twice the formula, the first time to find the successive
derivatives of the canonical coordinates ¢ and p = ¢ with respect to time, the
second one to find the derivatives of €(p,q) and K (p, q). Whereas the latter
application is trivial, we remark that the former is obtained by explicitly
expressing the force ¢ = p as a function of ¢ and p, then by writing

dm dn72

@q = WG(!L q) -

As the term at the r.h.s. involves only derivatives of ¢ up to order n — 1, the
scheme can be applied iteratively to obtain all the derivatives of ¢ (and p)
with respect to time.

Since the derivatives of f and g are easily calculated in our case, the
problem is just to have an effective algorithm that produces all the required
n-tuples (ki,..., ky).

For positive integers n, s we introduce the sets

Kns={keNj : ki1 +2ky+...+nk, =s}

where Ny is the set of non negative integers. For n = 1 we have Ky, =
{(s)}, i.e., just one element. For n > 1 the following statement is obviously
true: every element (ki,...,k,) € K,s can be written as (k',k,) where
E' = (k1,...,kn-1) € Ky—1,5-nk, - This is the key of our algorithm.

In K, s we consider the inverse lexicographic order, right to left. More
precisely, the ordering is recursively defined as follows: for n = 1 the ordering
is trivial, since there is just one element; for j,k € K, with n > 1 we
say that j < k if either case applies: (i) j, > k,, or (ii) j, = k, and
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(J1s- s dne1) < (Kk1,...,kn1). E.g., setting n = 3 and s = 5 we get the
ordered set

{(0,1,1), (2,0,1), (1,2,0), (3,1,0), (5,0,0)} .

Remark that the last vector k € IC,, 5 is (s,0,...,0).

We come now to stating the algorithm. We use two basic operations,
namely: (a) find the first vector k € K, s according to the ordering above;
(b) for a given k € K, ¢ find the next vector.

The first vector is easily found by setting

k, = LEJ y k1= f_nknJ ooy k1 =s5—nk, —...—2ky .
n n—1

For a given k the next vector is found as follows: starting from ks find the
first k,, which is not zero, so that ks = ... = k,,_; = 0 and k,, # 0. Then
replace ky, with k,, —1 and (ky, ..., ky,—1) with the first vector of KCp,—1 k) 4m -

The algorithm stops when k = (s,0,...,0), namely the last vector, because
the index m can not be found.
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