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Abstract

The free-energy of discrete nonlinear Klein—-Gordon (NKG) systems with
anharmonic interparticle interactions is derived by means of the transfer integral
operator method, with the first lattice corrections and kink—kink interactions
taken into account. Two particular substrate potentials are considered: the
¢ — four and the sine-Gordon (sG). We show that, in the general case where
the system exhibits the kink soliton like excitations, the correction factors, due to
the lattice discreteness, appearing in the free-energy and in the lattice corrected
static kink soliton energy, depend on the temperature through a coupling of the
interparticle anharmonicity strength to the temperature. Similarly, in the purely
anharmonic NKG systems, characterized by the absence of the linear dispersion,
where thermodynamic properties are sensitive to kink compactons, we find
also that the correction factors are temperature dependent. In both cases, they
decrease with increasing temperatures, although the correction factors verify
different temperature laws.

1. Introduction

The properties of a wide variety of systems of condensed matter physics can be understood in
terms of nonlinear excitations (kinks) which arise as a solution of equations of the nonlinear
Klein—Gordon (NKG) type [1]. These systems are divided into two main parts. In one part,
continuous systems are treated as fluids and plasmas, and kinks arise as solution of partial
differential equations. In the other part, intrinsically discrete systems are considered such as
anharmonic atomic lattices, chains of magnetic ions and hydrogen-bonded chains. Here, the
dynamics of the system can be modelled by the differential-difference equations or discrete
NKG equation which cannot be solved exactly. Exceptin some particular cases, for example the
Toda lattice [2], which is known to be completely integrable, the models proposed are usually
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treated in the displacive limit where the continuum approximation is valid, assuming a slow
variation of the scalar field with space. However, this is not always the case and solitons with a
width of a few lattice spacings have been observed [3]. This continuum approximation obtained
by ignoring the discrete structure with the lattice soliton yields results that are quantitatively
and/or qualitatively inaccurate according to whether the soliton width is of the order of the
lattice constant or large compared to the lattice spacing. In the first case, the system is weakly
discrete, while in the second case the system is highly discrete.

The influence of lattice discreteness on the properties of nonlinear systems that are
governed by these equations of the NKG type has been investigated by several authors [4—
12]. These studies have pointed out a large variety of effects ranging from correction of the
continuum solutions (weakly discrete system) to completely different phenomena which do not
appear in the continuum limit (highly discrete case), namely, the modification of kink velocity
and shape, and the pinning of kinks on the lattice.

Similarly, the statistical mechanics of the discrete NKG systems, which is a particularly
important problem in condensed matter physics, has also been investigated. In fact, Currie
et al [13] have developed an ideal-gas phenomenology for continuum NKG systems based on
the particle like behaviour of dilute kinks. They found agreement between thermodynamic
quantities obtained phenomenologically and calculated by the exact transfer integral operator
(TIO) method. Both ideal-gas phenomenology and the TIO method [ 14, 15] have been extended
to include kink—kink interactions [16, 17] and lattice effects [18-21] to the thermodynamic
properties of the system.

However, special attention has been paid only to the basic NKG systems, i.e., for models
which are equivalent to a linear chain of particles harmonically coupled with the nearest
neighbours and subjected to an on-site potential which possesses several degenerate minima.
This spatial degeneracy associated with the linear coupling between lattice sites is then at
the origin of a kink structure with infinite wings, which causes mutual interactions between
adjacent kinks. This is the merit of Rosenau and Hyman [22], who investigated a special type
of Korteweg—de Vries equation to discover that solitary waves may become compact in the
presence of a nonlinear dispersion. Such solitary waves, which are characterized by a compact
support, i.e., the absence of infinite tail, have been called compactons. Since this pioneering
work, the existence and the dynamics of compactons in the nonlinear systems have become the
subjects of many works [23-31]. For example, Kivshar [23] reported that intrinsic localized
modes in purely anharmonic lattices may exhibit compacton like properties. Similarly, Dusuel
et al [25] demonstrated that the same phenomenology can also appear in NKG systems with
anharmonic coupling, and then obtained the experimental evidence of the existence of static
kink compactons in a real system made up by identical pendulums connected by anharmonic
springs. The study of lattice effects on the motion of this kink compacton [28] has revealed that
the effects of lattice discreteness and the presence of a linear coupling between lattices sites
are detrimental to a stable ballistic propagation of the compacton because of the particular
structure of the small oscillation frequency spectrum of the compacton in which the lower
frequency internal modes enter in direct resonance with phonons modes. Recently [32], by
means of the TIO method we have derived the thermodynamic properties of this system. We
have shown that the presence of kink compactons in the thermodynamic properties of the
system is signalled by a term proportional to exp[— x (B E\>)*/*], where E." is the energy of
the static kink compacton and y, a temperature-independent coefficient, instead of the well-
known relation exp(—BE?), where E? is the energy of the static kink valid for the kink
solitons of the basic NKG systems.

Our purpose in this paper is to extend the investigation of [32] on the calculation of the
thermodynamic properties of NKG systems supporting kink compactons in order to include
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the lattice effects. Our results are valid for weakly discrete system, i.e., for the case where the
kink width is large compared to the lattice spacing and where the effect of pinning of kinks is
so small that the trapping of the kink in the pinning potential well plays a minor role.

The paper is organized as follows. Section 2 deals with the model description. The 1D
Hamiltonian of the NKG model with anharmonic coupling is presented and the characteristic
parameters, of the kink compacton like excitation solution of the resulting generalized NKG
equation, are derived for two particular on-site potentials: the ¢ — four and the sine-Gordon
(sG) potentials. In addition, the energy of a kink soliton in the limit of weak nonlinear coupling
is also calculated. In section 3, we use the TIO method to derive the different contributions of
low-lying excitations (phonons, kink and kink—kink) in the expression of the free-energy which
takes into account the lattice corrections and from which other thermodynamic quantities can
be explicitly derived. We find that the lattice corrections are a function of the temperature. Two
distinct cases are considered: at first, the case where the systems exhibit static kink soliton like
excitation and next, the case where they rather exhibit static kink compacton, i.e., the case of
purely anharmonic systems. Finally, section 4 provides a summary and concluding remarks.

2. Model and kink excitations

We consider a one-dimensional (1D) chain of N particles with mass m, anharmonically
coupled to their nearest neighbours, and subjected to a nonlinear on-site potential V(¢).
The Hamiltonian of this discrete chain may be written as

2 2

H = ZAa {% (ddi;) + f—;z (Gia1 — ¢i) + %j (i1 — ¢1)" + V(@) 1 M
where ¢; denotes the dimensionless displacement of the ith particle measured from the ith
lattice site. The constants Cy and wy are the characteristic velocity and frequency, respectively,
and the factor A & ma sets the energy scale of the system. The positive parameter C,;
controls the strength of the nonlinear interparticle coupling. The last term of equation (1) is
the substrate potential which has at least two degenerate minima. In this paper, we consider
two particular cases: the ¢ — four potential V,(¢) = (1/8)(1 — ¢?)?, and the sine-Gordon
(sG) potential Vs(¢p) = 1 — cos(¢). When C,; = 0, the Hamiltonian (1) reduces to the
well-known NKG system Hamiltonian previously used by Currie, Krumhansl, Bishop, and
Trullinger (CKBT) [13].

The characteristic length of this generalized NKG system (1) is given by dy = Cop/wyp.
However, in the purely anharmonic case characterized by the absence of the harmonic term
(Cp = 0) in equation (1), the new characteristic length of the system becomes

die = T(6C,1/neg) ', )

where n = 1 for the ¢ — four potential and n = 8 for the sG one. Thus, as we shall see
below, dj characterizes the kink soliton systems while dy. stands for the characteristic length
for the kink compacton systems. In both cases, two different regimes can occur according to
whether the characteristic length of the system is of the order of the lattice constant a or large
compared to a. The first situation results when the interaction energy between neighbours is
small compared to the on-site potential. In this case we are faced with the discrete system. The
opposite situation (dy > a or dy. >> a) occurs when the linear coupling and nonlinear coupling
between sites are strong enough to ensure that the variation of ¢; from site to site is quite small
and one can use the standard continuum approximation ¢;(f) — ¢(x, t) and expand ¢;+;
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around ¢;, with x = ia. Under these conditions, the Hamiltonian (1) is transformed to

- 1 /0\> C (ag\> Cu (d0\*
H_A/dxh(E) +7(£> . (a> FRV@ L. O

We shall have the occasion to use both forms, (1) and (3), of the Hamiltonian of the system. The
discrete form (1) is used in obtaining exact statistical mechanical results via the TIO formalism,
whereupon the explicit process of taking the continuum limit follows. The continuum form (3)
is used to study the nature of excitations of the system; these excitations arise as solutions to
the Euler—Lagrange equation of motion of particles of the system following from equation (3):

3%¢ 245 d¢ g, dVi(9)
_ —3Cy (8x> 8x2 + g d¢

—0. )

In order to find, as usual, travelling waves at velocity v, we use the independent variable
s = x — vt. Thus, equation (4) is transformed to

d%¢ dop\"d’¢  ,dVi(4)
(v _CO)d2_3C"’<ds) TR d¢

This equation admits different kinds of excitations [25, 29, 32] among which are the kink
excitations. These kinks are the localized structure of permanent profile and verify the boundary
conditions lim, ,1, ¢ = =£1 and lim,_, 1+, d¢/dx = 0 for the ¢ — four potential, and
lim,_, 1o ¢ = 0(27) and lim,_, 1, d¢/dx = O for the sG potential. Within these conditions,
the first integral resulting from equation (5) is given by

dp\* 2 ¢ [dp\* 4 C2
<E) T3CE (5> Exa-AC ©

—0. 5)

where 1. = (1 — v?/C3)~"/? is the Lorentz factor. Thus, by solving equation (6), it is easy to
show that the shape of the kink soliton structure is described by the following implicit integral
equation:

172

?0 de Cuyt! n
1+ 122Lvi@) | =+5(s —s0), (7

/M) INIAC)) ( \/ cid} do

while its energy is given by
o T+ 4S8V (@) + 1+ 1282V ()
- 00
Ey = 2AC00)0)/L/ do/ Vi() , (8
o1

3/2
<1 + 1+ 1288y, (¢)>

where ¢ and ¢y, are the positions of two adjacent degenerate minima of the substrate potential:
¢o1 = —1 and ¢, = 1 for the ¢ — four potential, and ¢y, = 0 and ¢y, = 27 for the sG
potential. ¢ (sp) is the value of the displacement field ¢ at the centre of mass of kink soliton.
From symmetry considerations, ¢ (so) is taken as the position of the potential barrier separating
the two adjacent minima: ¢ (sg) = O for the ¢ — four potential and ¢ (s9) = m for the sG
potential. Figures 1 and 2 show the influence of the anharmonic interparticle term on the
kink soliton profile. These shapes have being obtained from the numerical integration of
equation (7). It follows that the shape of kink solitons is weakly modified by the presence of
the anharmonic interparticle term. When the interparticle anharmonicity strength C,; is weak,
the expression of the energy (8) can be easily integrated. To first order in C,;, one obtains:
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2 Cuy?
— 5O nrL 2 ; ) _—
Ew=E"y [1 + 30208 (4 — 3yL) , with £ = 8ACowy, (10)
0*0

where E© is the well-known rest energy of the kink soliton in the basic NKG system. It appears
from equations (9) and (10) that, in the non-relativistic regime (y. = 1), the correction term
induced by the presence of the anharmonic interparticle term increases with the increasing
values of C,,; and remains very small for weak values of C,,;.
As previously mentioned [25], these kink solitons may become compact if, in equation (5),
the nonlinear coupling term, which corresponds to the nonlinear dispersion, is preponderant:
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the linear coupling term can be zero. In this limit, v = Cy = 0, the kink compacton structure
has the following explicit expression [25, 32]:

e for the ¢ — four potential,

@ (s) = sin [(s — s0)7/dx], for [(s — 50)| < dke/2, (11)
with ¢ (s) = —1 for (s — 59) < —dk./2 and ¢(s) = +1 for (s — s¢) > dic/2,
e for the sG potential,

2 arccos {cn2 [(s — so)m/dxe, 1/2]} , for (s > s9),

—2 arccos {cn2 [(s — so)m/de, 1/2]} , for (s < s9). (12)

¢(s) = {
The static energy of this compacton, following from equation (8) with v = Cy = 0, is given
by:
e for the ¢ — four potential,
EY = Awldy/16. (13)
e for the sG potential,

0 _ 254 1(1/4)
ke T ox12T(3/4)

AR dye. (14)

where dy. may be viewed as the pseudo-kink compacton width, and cn(x, y) and I"(x) are the
Jacobi elliptic and the gamma functions, respectively. So the continuum approximation used
here is valid only if dy. /a > 1. Note that, contrary to the kink soliton which has exponentially
decreasing wings extending to infinity, the compacton solutions are strictly localized: they
have no wings, i.e., they have a compact shape. In the next section, the above expressions
will be of particular importance for the determination of different contributions of low-lying
excitations including kink solitons and kink compactons on the thermodynamic quantities of
the NKG systems.

3. Low-temperature classical statistical mechanics

3.1. Kink soliton systems

The classical partition function for systems governed by the Hamiltonian (1) for the density
of states in the phase space is given in the factored form

Z =247, (15)

where Z is the Kinetic contribution and Z, the configurational part. The kinetic contribution

can be easily evaluated while the configurational part can be evaluated after lengthy algebra

by making use of the TIO technique [13], as in the case of the basic NKG models. It yields:
o0

Z; = (2w Aa/pn®)"? Zy = exp(~BALwie,). (16)

n=0

where 8 = 1/kgT, h is Planck’s constant and L = Na is the total length of the system of

N particles with assumed periodic boundary condition ¢y, = ¢;. The quantities ¢, are the

eigenvalues of the TIO defined by

/ dg; exp [—BAaw; f (Bir1, $1)] Pu(di) = exp(—BAawye,) Py (Pis1). 17

—00
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where

F @118 = ~S2 Gt — 00+ = Gt — 90+ 1V, G+ V0] (18)

i+, ¥i) = 2a2wé i+1 i 4(140)(2) i+1 i B s @i+l s\@i)l-

As pointed out by Trullinger and Sasaki [18], it is possible through a set of transformations
and neglecting higher powers in (a/d)? that the transfer integral equation (17), with the first-
order lattice corrections included, can be approximated by a Schrédinger-type equation. For
the TIO (17) with the function (18), one obtains in a similar way the following Schrodinger
equation:

L &*0.(9) + Vet () Pu (@) = €, P () (19)
- 1. n =€, Py s
2m* d¢2 eff
where €, = ¢, — V), with
1 [27a® 5 . 5 5
Vo=—5=In| —-g1(»)"|, m* = [BAwyCog2(y)1", p = PAaay, (20)
2p pd;
where Vj is a temperature-dependent energy minimum,
25\ 172
g1(y) = <;> exp(Y)K1/4(y), (21)
and
K1a(y) 1/2
&wz{ — } 22)
4y[K3/4(y) — K1/4(0)]

Here, K;(y) is the modified Bessel function and the parameter y is defined as
y = BAaCy/8Cy. (23)

Equation (19) is the Schrodinger equation for a single particle of mass m* given by
equation (20), and moving in the nonlinear effective potential

1 a®  [dVi¢)\®
x@w=ww—ﬂﬁéw(df§, (24)

where g»(y) is given by equation (22). When C,;; = 0(y — 00), g2(y) = 1 and the effective
potential (24) reduces to that obtained by Trullinger and Sasaki [18] and where d) is the mean
width of the static kink soliton. In the model under consideration, we can then interpret the
quantity

detr = dog2(y) (25)

as the effective mean width of the static kink in the system where g,(y) may be viewed as the
renormalization coefficient due to the presence of an anharmonic interparticle term [32]. As we
will see below, this dependence of the effective kink width on the temperature is at the origin
of the dependence, on the temperature, of the first lattice corrections to the thermodynamic
properties of the system. Figure (3) shows the variation of the renormalization coefficients
g1(y) and g>(y) as a function of 1/y which is linearly proportional to the interparticle
anharmonicity strength and to the temperature. It appears that g;(y) is a decreasing function of
C,; while g>(y) is an increasing one. The two quantities contain all the information concerning
the contribution of the anharmonic interparticle interactions to the thermodynamic quantities
of the system.

Note also that equation (18) is identical to the Schrodinger equation obtained for the basic
NKG model, except for the fact that the quantities V) and m* depend, here, on the interparticle
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Figure 3. Renormalization coefficients g1 (y) and g>(y) as a function of 1/y, where y is given by
equation (23).

anharmonicity strength C,; through y. In the limit C,; — 0, i.e., y — 00, g1(y) = 1 and
g2(y) = 1, one recovers the basic results [13, 21]:

1 [2ma?®
Vo=——In| —|, m* = (BAwyCo)*. 26
0 7 |:pd§j| (BAwyCo) (26)
Accordingly, the Schrodinger equation (18) can be treated by the same technique usually
invoked to solve the Schrodinger-type equation obtained for the basic NKG systems. For
this purpose, in the thermodynamic limit, (L — oo, N — oo with L/N = a constant), Z is
dominated by the lowest eigenvalue €, and the free-energy per unit length, f = —(1/8L)In Z,
becomes

1 2m Aa
1=z

o ZES
2Ba Bh?

As one can easily see, to evaluate f, the main problem we are faced with consists in the
calculation of the lowest eigenvalue € of the Schrodinger operator. In the low-temperature
regime f > 1(m* > 1), there are several ways to find approximate eigenvalues €y, all
of them known as the improved WKB methods (see [33] and references therein). In the
following, we use the procedure developed by Croitoru et al (see for example [20, 34]) based
on the assumption depending on a large parameter which has the advantage of making a clear
distinction between the various contributions to the free energy: phonons, kink, kink—kink
interactions, and so on. Following this procedure, the calculation of the ground state, €, is
similar to the one performed in the case of the basic NKG systems [20, 21]. Then

) + AW Vo + A}, (27)

2 = 20(1— 20 (1 2 @ (28)
€0 = €oo(1 —2v -——
0 00 24desz

for the ¢ — four potential, and
- - 1 a?
€)= 600(1 — 41)) 1 (29)

24dy
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Figure 4. Shape of the effective potential Vifr(¢p) given by equation (24): (a) for the ¢ — four
potential and (b) for the sG potential. Two cases are considered: a/dy = 0 (dotted curve),
corresponding to the unperturbed substrate potential Vi (¢), and a/dy = 0.2 with g2(y) = 3.5, i.e.,
1/y = 2 x 1073 (solid curve). The two curves are superposed since they are almost identical. For
the ¢ — four potential case, the shape of the effective potential is qualitatively different to that of
the substrate potential for very large values of ¢. However, this modification of shape has no effect
on the physics of the problem since we are concerned only with the displacement field close to or

belonging to the interval [—1, +1] corresponding to phonons and kink like excitations.

for the sG potential, and where € is the first term in the asymptotic expansion of the lowest

eigenvalue of the isolated potential well given by

&0 = 1/(2v/m*).

(30)

The quantity v is the small parameter related to the small shift from the eigenvalue of an
isolated well due to the presence of the other degenerate minima of the potential represented in
figure (4). The presence of these degenerate minima leads to the tunnel splitting of the lowest
level €y of the isolated well. The lower extremity can be found from the boundary conditions
for the wavefunction of equation (18) and its derivatives. The result which takes into account

the various low-lying excitations contribution is
V = V + Vkk.

The single kink soliton contribution vy is given by

w = (6w /1) <1 - iﬁ) exp(—w)
- 10a) """
with
= pEQ (1- L2 ER = EPg ()
eff 120 derf ? eff s

for the ¢ — four potential, and

v = (2zzr/7t)'/2 <1 — _aT> exp(—w),

(€29

(32)

(33)

(34)
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with

1 a?
w=pEq (1= ).  Eg=E"20) (35)
T2 d%

for the sG potential, where E(© is the well-known static kink soliton energy of the basic NKG
systems defined in equation (9) and equation (10) for the ¢ — four and for the sG potentials,
respectively. The quantity E é(f)f) may be viewed as the renormalized static kink energy in the
system, due to the anharmonicity of the interparticle interactions [32]. The quantity vy is the
contribution of kink—kink interactions and is given by

5 1 a®
vk = —v; [In(12y ) — S (36)
eff
for the ¢ — four potential, and
) 1 a?
vk = —2v; |In(4yw) — 362 (37
eff

for the sG potential, with y = 1.781072.. ., the Euler constant. The imaginary part of vy,
nv,f for the sG and for the ¢ — four potentials, is omitted in the above expression and is
out of scope of the paper. Nevertheless, it can be interpreted as a quantity describing the
finite lifetime of each state of the potential [21]. In the limit of vanishing C,;, this result is in
complete agreement with that found by Grecu and Visinescu [20]. We are now in possession
of the relevant parameter, €, entering in the construction of the thermodynamic properties of
the system:

5 1 <1 1 a2> 1 (1 17 a2>
€ = —— _— _— _—
’ 2/m* 24 dZ; m* 120 dZ;

12 1 a?
X (6w /m) ' “exp(—@) {1 — v [In(12y @) — S (38)
eff

for the ¢ — four potential, and

- 1 1 a? 2 1 a?
o=——=\l-5, 7 ) ——=\l"x2
2/m* 24 dgy m* 18 dgy
12 1 a2
x Qw/m) " exp(—w) {1 = 2v | In(dyw) — ——- 39)
36 d;
for the sG potential. The interparticle anharmonicity strength C,; enters in the above
expressions through the effective mass m*.
Based on the treatment of the basic NKG systems, we can then separate the free-energy
into two parts: f = fpn + fun; the phonon partis fp,, and the tunnelling or soliton partis fiy.
The first part is given by

(B, L (e
Jon = ﬁaln <ag1(y)> * 2Bd.s (1 24 desz) ' “0

both for the ¢ — four and the sG potentials. The second part, which is the tunnelling
contribution written in the form known from the soliton kink gas approach [16, 17, 21] and
which evidences the contribution of kink compaction—kink compaction interactions, is given
by

fum = —kgTn® (1 - B,fc)n,(f)> , (41)
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Figure 5. Kink soliton density n,(f) as a function of the reduced temperature 7, = kg7 /AwyCo
and for three values of the dimensionless interparticle anharmonicity strength § = C,;/ Cg: (a) for
the ¢ — four potential and (b) for the sG potential.

with
1/2
1 (6BEY) 17 a?
(c) eff ()
_ b - [ E ] 42
" deff( e ( 120 dgff)e PP Eer “2)
and
B =d <1+ 1 a2>[1 (12yES) 102} 43)
kT Geff ff) T T T2
24 desz ¢ Sdesz
for the ¢ — four potential, and
2BE@ 1 az)
(C) eff (C)
1 ex E 44
eff( lgdesz pl—BE.;] (44)
and
1 a? 1 a?
B = deg <1 +— ) [m( YBES) — ——] , (45)
24 desz ¢ 36 desz

for the sG potential. Equations (41)—(43) are, in the limit (a/dy)> — 0, in complete
agreement with previous calculations of the kink soliton and kink soliton—kink soliton sector
contributions [32]. Similarly, in the limit C,;; = 0, they are also in complete agreement with the
results of the kink and kink—kink contributions for the basic NKG systems [20]. Therefore, the
quantity n P plotted in figure (5), can be identified as the kink soliton density within the ideal
gas soliton approach while the quantity B,E ) may be viewed as the second virial coefficient
resulting from the soliton—soliton interactions. These quantities are corrected by the lattice
effects.

As is seen from equations (41)—(45), in the kink soliton contribution there appears a lattice
corrected kink energy

© _ (0 1 @
Egy =FEg |1 — 120 22 (46)
eff
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for the ¢ — four potential, and

E© = g© (1 - ia—z) (47)
eff eff 72 dgff
for the sG potential, where Eé(f)f) is the known unperturbed kink soliton energy defined by
equation (33) and by (35) for the ¢ — four and the sG potentials, respectively. It appears that
E é?g is temperature dependent and is different from the static kink soliton energy calculated
in section 2 (see equations (6) and (7)). Thus, one may view Eé?g as the effective energy of
the static kink soliton which takes into account the nonlinear interaction between kink solitons
and phonons, induced by the anharmonicity of the interparticle interaction. Similarly, the
correction factor appearing in the lattice corrected expressions of the energy, equations (46)
and (47), and those appearing in the expression of the free-energy, due to lattice effects,
are temperature dependent since the effective mean width of the kink in the system, d.g,
depends on the temperature. This dependence results in the anharmonic interactions or
inelastic collision between low-lying excitations due to the anharmonicity of the interparticle
interactions. The above results suggest that, in the system where the interactions between
particles are anharmonic, the first lattice corrections are temperature dependent and become
less and less important when the temperature is increased.

3.2. Purely anharmonic case: kink compacton systems

The classical partition function for systems governed by the Hamiltonian (1), with Cy = 0, for
the density of states in the phase space is given in factored form by equation (15), where the
kinetic contribution Z; and the configurational part Z, are given by equation (16) with €, the
eigenvalues of the TIO defined by equation (17). In this case, the corresponding TIO can be
approximated in a similar way through a set of transformations and neglecting higher powers
in (a/di.)?, i.e., including the first lattice corrections, by the same Schrodinger equation (19)
for the eigenfunction ®,,:

2
L)y @)D (6) = &0, (0), @

2m’* d¢?
where €, = €, — V. However, the temperature-dependent energy minimum V{j and the
parameter m'* are now given by

AC T (1/4
m“‘:,BAaa)g PAC (/),
4a’ T'(3/4) "
) 1 V2r/42 [ a3 "2 “49)
Vo =— 51n .
BAaw; 4 BAC,,;
Similarly, the effective potential is also rewritten as follows:
dvi(@)\*
Ver (@) = Vy(6) — A( ("”) , (50)
d¢
with
72 TG4 [ a\ 12
= () (BAaw? 51
(2412 r(1/4)<dkc> (BAcwy) ™ oY

where 7 is the model-dependent numerical coefficient defined in section 2. As is seen from
equation (51), the effective potential depends on the temperature through the discreteness
coefficient A, and then this dependence is at the origin of the dependence, on the temperature, of
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the fist lattice corrections to the thermodynamic properties of the system. As in the case of kink
soliton systems of the preceding subsection, in the thermodynamic limit (L — oo, N — 00
with L/N = a constant), Z, is dominated by the lowest eigenvalue €, and the free-energy per
unit length, f, becomes

1 [ 4B3H*Cy

I'= 282" | 221 (1 /2y AdS

} + Aw3E), (52)
where € = €,—.

By making use of the procedure of the preceding subsection for solving €;, the lowest
eigenvalue €, of the Schrodinger equation (48) is then given by

€)= €1 —2v)(1 — A) (53)
for the ¢ — four potential, and
€ = €1 —4v)(1 — A) (54)

for the sG potential, and where € is the first term in the asymptotic expansion of the lowest
eigenvalue of the isolated potential well, given by

€0 = 1/2/m™. (55)
The quantity v, is a small parameter related to the small shift from the eigenvalue of an
isolated well due to the presence of the other degenerate minima of the potential. It can also be
separated into two parts, the single kink compacton contribution vy, and the kink compacton—
kink compacton interactions contribution vcc:

Ve = Vke t Vkeke- (56)

The analytical expressions of these contributions are given by

Ve = (6w /)7 (1 = 33 A) exp(—we), (57)

Vieke = —Vp[In(12y @) — 2 A] (58)
with

1/4 1/2 1/4

oo =3 AT
for the ¢ — four potential, and

Ve = Qae/m) (1 = 1A) exp(—ae), (60)

Vieke = 2V [In(dy @) — 2A] (61)

with

e = x[BEW (1 — 3 M),

513/4 1/4
_ [3 2 F(3/4)&i| 62)

752 T(1/4) a

for the sG potential. The quantity Elgg) is the static kink compacton energy defined in the
preceding section. By inserting the above expressions of vy, and vk in (56), we then obtain
the lowest eigenvalue €. Since we are in possession of the lowest eigenvalue, the free-energy
which follows from equation (52) can be separated into two parts: f = fipn + fun. The first
part fypn, which may be viewed as the contribution of anharmonic phonons, is given for both
potentials by

1 [ 4B3H*C, } z(ﬁ)”“[r@/@]“z (Aaw?)"*

o p| 2
Juoh 4,36111 72 (1/4)* Aa’ +2 n r'(1/4) B3/ dy

(1—A). (63)
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Figure 6. Kink compacton density as a function of the reduced temperature 7, = kg7 /E (0). (a)
for the ¢ — f our potential, and (b) for the sG potential. The dotted line represents the curve of the
quantity nk ) while the solid line is the curve of the quantity ng. = n(°)[l - ZBg)nl((?] designating
the density of kink compactons which takes into account the interactions between kink compactons.

The tunnelling part or the contribution of kink compactons fy,, is also given by

fun = =k Tm[1 = BIm), (64)
with
21] 172 (,BE(C))S/S 10
© ©
= (5) Tt (1-5) ewtxoe (©
BY = Sx(BES) a1+ M) {In[12y x (BES) ] — LA} (66)
for the ¢ — four potential, and
T'(3/4) (BES)5/8 11
(c) 3/4 ke (c) 3/4
=9x2 11— —A E! 67
nkc X F(1/4) dch1/2 9 exp —X (IB ) ( )
and
23/4 T (1/4) 14 2
©) _ (©)\—1/4 (c) %/4
=— ' "y (BE de [1+—=A)In[4 E! —ZA 68
ke 9ﬁF(3/4)X('B kc) kc( 15 ){n yx(B ) 3 } (68)

for the sG potential. nl((? plotted in figure 6, may be viewed as the lattice corrected kink

compacton density within the ideal gas limit while BIE? represents the second virial coefficient.
In the limit (a /di)> — 0, the above results, equations (56)—(68), reduce to the previous results
of kink compacton contribution to the free-energy [32].

As is seen from equations (59) and (62), in the kink compacton or tunnelling contribution
there appears a lattice corrected kink compacton energy

EY =EQ(1 - £A) (69)
for the ¢ — four potential, and
EQ = EJ(1-5A) (70)
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for the sG potential, where Elgg) is the known unperturbed static kink compacton energy defined

by equations (13) and (14) for the ¢ — four and the sG potentials, respectively. It is obvious
that the correction factor of this energy and those appearing in the expression of the free-
energy due to lattice effects are temperature dependent, since the discreteness coefficient
A depends on the temperature. The above temperature dependence of the lattice corrected
kink compacton energy may be attributed to nonlinear interactions between kink and lattice
anharmonic phonons.

4. Conclusion

In this paper, we have investigated the low-temperature classical statistical mechanics of
discrete nonlinear Klein—Gordon (NKG) systems with anharmonic interparticle interactions
which takes into account the lattice corrections due to the discrete character of the systems.
In addition, our study has taken into account the two kink interactions in the system. Thus,
we have used the transfer integral operator (TIO) with the first lattice corrections included by
considering terms of order (a/dy)> where dj is the mean width of the kink solitons and a the
lattice constant. Two particular substrate potentials have been considered: the ¢ — four and
the sine-Gordon (sG) potentials.

We have first focused our attention on the case where the system may exhibit the static kink
soliton as a solution of the resulting generalized NKG equation. The obtained results reveal
a dependence of the first lattice corrections to the free-energy in particular, and consequently
to other thermodynamic quantities in general, to the temperature. This dependence of the
first lattice corrections to thermodynamic properties of the system results from the fact that
the first lattice corrections are a function of the effective width of kink solitons which, in the
NKG models with anharmonic interparticle interactions, depends on the temperature through a
coupling between the interparticle anharmonicity strength and the temperature. Furthermore,
these results show also that the increase of the temperature lowers the discreetness effects and
the correction terms in the thermodynamic quantities become less and less important as the
temperature is increased.

Next, we have considered the limiting case of the purely anharmonic NKG systems
for which the stable static kink compacton like excitations can be obtained. Here, the
thermodynamic quantities such as the free-energy are sensitive to this kind of excitation. We
have shown that the first lattice corrections to the free-energy of the system and to the static
kink compacton rest energy are also temperature dependent. Futhermore, the discreteness
coefficient due to lattice discreteness is proportional to ~(a/di.)>T~'/2, i.e., is a function of
the kink compacton mean width. The analysis of these results shows that the lattice effects
decrease for increasing temperatures as in the case of the NKG systems with anharmonic
interparticle interactions exhibiting kink solitons.

Finally, we mention that such temperature dependence of discreteness effects to the
classical statistical mechanics of kink gas has been already obtained in the case of the basic
NKG systems. However, and contrary to our results where even the first lattice corrections are
temperature dependent, the temperature enters in their results through the pinning potential
barriers, i.e., when the system is highly discrete and then where the trapping of kinks is more
important compared to the first lattice corrections which are independent of the temperature.
Note that our results are valid for a weakly discrete system and where the kink width is greater
than the lattice spacing. In this limit, the first lattice corrections are more important compared
to the contribution of the pinning potential.

As previously mentioned [32], it is important to note also that, although a proof of a similar
CKBT phenomenology does not exist at present, we think that the temperature dependence of
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the first lattice corrections to the thermodynamic properties of the system may be attributed
to nonlinear interactions between the different low-lying excitations of the system induced by
the anharmonicity of the interparticle interactions. It should then be interesting to establish
a proof similar to the CKBT phenomenology which takes into account the renormalization
of kink soliton parameters due to the anharmonicity of the interparticle interactions. This
problem is already under consideration.
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