
Journal of Physics: Conference
Series

     

OPEN ACCESS

On the critical specific heat capacity of a classical
anharmonic crystal with long-range interaction
To cite this article: E Pisanova and S Ivanov 2014 J. Phys.: Conf. Ser. 558 012019

 

View the article online for updates and enhancements.

You may also like
Formulation and characterization of
Benzydamine loaded casein/chitosan
nanocomplexes
M Marudova, S Milenkova, N Zahariev et
al.

-

Curcumin loaded casein submicron-sized
gels as drug delivery systems
S Milenkova, I Manolov, B Pilicheva et al.

-

Analysis of stresses and deformations in
the chassis of rough terrain forklifts
Georgi Valkov and Valyo Nikolov

-

This content was downloaded from IP address 18.191.176.66 on 25/04/2024 at 23:15

https://doi.org/10.1088/1742-6596/558/1/012019
/article/10.1088/1742-6596/2436/1/012028
/article/10.1088/1742-6596/2436/1/012028
/article/10.1088/1742-6596/2436/1/012028
/article/10.1088/1742-6596/1762/1/012009
/article/10.1088/1742-6596/1762/1/012009
/article/10.1088/1757-899X/878/1/012038
/article/10.1088/1757-899X/878/1/012038
https://pagead2.googlesyndication.com/pcs/click?xai=AKAOjsu9rOeV5sESWk2kegbVkPRAu9O8A4s0A6MPkBrrvzq1vW75gXyqeXVcrFo-m-e1Arp053cUoNXUISI7tB_v6JalOtlf0TzE2r-ZnmPJk3ysFFoKXjcnzo8XlpMz82Pp0xNYxeWkOoSXTPsBRU6YqoOb6LeEJMMyK9CgwycpFK_4Y5vkhdckUeQFWYKFx3yv4pgUABeM1ILvvmYhBdjE1rSNYRLT3SlzjMyENtKBX-eEPKk-U8i7sN1aRHxqB2F5ki2-CoFHRSHwPiD7h3G_pJ_1qj6c2lsOaMlpes0kepnDUIVwref5MPD0hG2HcI6zEHR4vI5Xz4DCUaQOVbUre0A&sig=Cg0ArKJSzM6Eekx3q5rs&fbs_aeid=%5Bgw_fbsaeid%5D&adurl=https://iopscience.iop.org/partner/ecs%3Futm_source%3DIOP%26utm_medium%3Ddigital%26utm_campaign%3DIOP_tia%26utm_id%3DIOP%2BTIA


On the critical specific heat capacity of a classical
anharmonic crystal with long-range interaction

E Pisanova and S Ivanov
Department of Theoretical Physics, University of Plovdiv, 24 Tzar Assen Str., 4000 Plovdiv, Bulgaria

E-mail: katia pisanova@abv.bg, stoil@uni-plovdiv.bg

Abstract. The bulk critical specific heat capacity of a classical anharmonic crystal with long-range
interaction (decreasing at large distances r as r−d−σ , where d is the space dimensionality and 0 < σ ≤ 2)
is studied. An exact analytical expression is obtained at the upper critical dimension d = 2σ of the system.
This result depends on both the deviation from the critical point and the space dimensionality of the system,
while the known asymptotic one depends only on the deviation from the critical point. For real systems
(chains, thin layers, i.e. films and three-dimensional systems) the exact result and the asymptotic one are
graphically presented and compared on the basis of the calculated relative errors. The obtained result holds
true in a broader neighborhood of the critical point. The expansion of the critical region is estimated at the
three real physical dimensionalities.

1. The model
The considered model describes a structural phase transition of second kind. The Hamiltonian of the
model is [1]
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)
+
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where Pr and Qr are the operators of displacement and momentum, respectively, of the particle of mass
m at site r of a d-dimensional hypercubic lattice. The parameter A = ν20m > 0 determines the frequency
of a mode which is unstable in the harmonic approximation and the parameter B > 0 introduces an
anharmonic interaction which is inversely proportional to the particle number N . The harmonic force
constants φ(r − r’) which are assumed to decrease at large distances r = |r − r’| as r−d−σ, describe a
short-range (σ = 2) or a long-range (0 < σ < 2) interaction.

The free energy density of the model (1), obtained by using approximating Hamiltonian method
is [2, 3]

f =
A2

B
f0 =

A2

B

(
1

2
Id,σt,λ (∆̄)− 1

4
(1 + ∆̄)2

)
, (2)

where ∆̄ is the solution of the self-consistent equation

dId,σt,λ (∆)

d∆
= 1 +∆. (3)
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In the thermodynamic limit N → ∞ the function Id,σt,λ is defined by

Id,σt,λ (∆) = 2t
Sd

(2π)d

∫ xD

0
xd−1 ln

(
2 sinh

(
λ

2t

√
∆+ xσ

))
dx, (4)

where t = T/(4E0) is the dimensionless temperature and λ = ~ν0/(4E0) is a parameter which
switches on the quantum fluctuations, E0 = A2/(4B) is the barrier height of the double-well potential
in (1), xD = 2π(d/Sd)

1/d is the radius of the effective sphere replacing the Brillouin zone and
Sd = 2πd/2/Γ(d/2) (Γ is the Euler gamma function) is the surface of the d-dimensional unit sphere.
Setting ∆ = 0 into (3) one obtains the critical point tc(λ). In the disordered phase (t > tc), ∆̄ is finite
and the susceptibility of the system is χ = ∆̄−1.

Let us note that the equations (2) and (3) play a central role in the study of the bulk critical behavior
of the model, e.g. for the specific heat capacity c(T ) ≡ −T∂2f/∂T 2 from (3) and (2), we obtain

c(t) = −t
∂2f0
∂t2

= − t

2

(
∂2Id,σt,λ (∆̄)

∂t2
−
(
∂∆̄

∂t

)2

− (1 + ∆̄)
∂2∆̄

∂t2

)
. (5)

This model retains many fundamental properties of the real systems related to the presence of both
quantum and classical fluctuations, depending on the temperature T , the quantum parameter λ, the long-
range interaction exponent σ and the spatial dimensionality d. For a more complete discussion of the bulk
critical behavior and the finite-size properties of the model and its generalizations, see [3] and references
therein.

Exact solutions of the self-consistent equation (3), in terms of the Lambert W-function [4], have been
obtained in both the quantum and the classical limits at the corresponding upper critical dimensions,
d = 3σ/2 and d = 2σ, respectively [5,6]. On the basis of the solution at d = 3σ/2, an exact expressions
for the bulk free energy density near the quantum critical point T = 0 has been obtained in [7]. The
finite-size corrections to the free energy density for the pure quantum version of the model have been
studied in [8].

In this paper, using the exact solution of the self-consistent equation (3) in the classical limit (λ → 0+)
at the upper critical dimension d = 2σ [6], we establish an exact analytical expression for the specific heat
capacity of the model in terms of the Lambert W-function. For systems with real physical dimensions
(chains, thin layers, i.e. films and three-dimensional systems), the obtained exact result is graphically
presented and compared with the asymptotic one on the basis of the calculated relative error. We show
that the obtained exact result for the specific heat capacity holds true in a broader neighborhood of the
critical point. Besides, we give an estimate for the expansion of the critical region at the three real
physical dimensionalities.

2. An exact result and its leading asymptotic behavior
For classical systems (λ → 0+) the self-consistent equation (3) gets the form

dUd,σ(∆)

d∆
=

1

t
(1 + ∆), (6)

where the function U is defined by

Ud,σ(∆) =
Sd

(2π)d

∫ xD

0
xd−1 ln(∆ + xσ)dx. (7)

For the critical temperature from (6) at ∆ = 0, we obtain

tc =
d− σ

d
xσD. (8)
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In the classical limit from (4), taking into account (6), we get
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Thus, from the last equation and (5), we obtain the following expression for the specific heat capacity of
the model (1) in the classical limit

c(t) = 1− 1

2
(1 + ∆̄)

∂∆̄

∂t
. (10)

Similar result was obtained in the framework of the mean spherical model [3, p.89] which belongs to the
same universality class [9].

Since in the disordered phase (t > tc) near the critical point (t → t+c ) the solution ∆̄ of (6) decreases
when t decreases and ∆̄ = 0 in the ordered phase (t < tc), then the specific heat capacity keeps its
maximum value c(t) = 1 for all t ≤ tc and the Dulong-Petit low of the classical thermodynamics holds
for all T ≤ Tc.

At the upper classical critical dimension (d = 2σ), near the classical critical point (t → t+c ), i.e.
when ∆ << 1, the equation (6) can be written in the following form(

∆

xσD

)
ln

(
∆

xσD

)
− xσD

(
∆

xσD

)
= −ϵ, (11)

where ϵ = 1− tc/t is a measure of the deviation of the critical point. From (8), for the critical
temperature in this case, we get tc = xσD/2. The exact solution of (11) in terms of the Lambert W-
function is [6]

∆̄ = xσD exp[xσD +W−1(−ϵ e−xσ
D)], (12)

where W−1(x) is the real branch of the Lambert W-function on the interval [−1/e, 0), satisfying
W−1(x) ≤ −1, as limx→0− W−1(x) = −∞ [4]. Thus, in the neighborhood of the classical critical point
(ϵ → 0+) at the upper classical critical dimension d = 2σ, from (12) and (10), we get the following exact
expression for the specific heat capacity of the model (1)

c(ϵ) = 1 +
1

1 +W−1(−ϵ e−xσ
D)

(
1− xσD

ϵ

W−1(−ϵ e−xσ
D)

)
. (13)

The last result shows that the specific heat capacity remains finite at Tc(ϵ = 0) but in this point its graph
has a cusp. The obtained expression (13) allow us to find a critical region in which the specific heat
decreases n times. For c(ϵ) = 1/n, from (13) neglecting the second term in the brackets, we obtain that
the endpoint of this critical region is

ϵn =
(2n− 1)

n− 1
e

2n−1
1−n

+xσ
D , n > 1. (14)

From (13), using the series in the asymptotic formula of the Lambert W-function [4] and retaining the
leading term, we get the following asymptotic behavior of the specific heat capacity

cappr. ≈ 1 +
1

ln ϵ
. (15)

From the other hand, the last result can be obtained from (10) using the known asymptotic behavior [6]

∆̄appr. ≈ −xσD
ϵ

ln ϵ
. (16)
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Note that the logarithmic correction in (15) was discussed in the framework of the mean spherical model
in [3].

From (15), for the endpoint ϵn,appr. of a critical region in which the asymptotic specific heat capacity
decreases n times, we have

ϵn,appr. = e
n

1−n , n > 1.

From this and (14), we get the following relation

ϵn =
2n− 1

n− 1
ex

σ
D−1ϵn,appr. , n > 1 (17)

which shows that ϵn > ϵn,appr. for each 0 < σ ≤ 2 and gives an estimate for the expansion of the critical
region. Let us note that for all n this expansion increases with σ, i.e. with the dimensionality of the
system d.

3. Comparison between the exact result and the asymptotic one
It is easy to see from (13) and (15) that the exact result depends on both the deviation from the critical
point and the dimensionality of the system, while its leading asymptotic behavior depends only on the
deviation from the critical point. For systems with real physical dimensionalities (chains, films and three-
dimensional systems), on figure 1 we present the obtained exact and asymptotic results for the specific
heat capacity.
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Figure 1. The dependences of the specific heats c and cappr. on the deviation from the critical point ϵ.

For more detailed analysis in the table 1, we give some numerical data for the computed relative
errors |1− ∆̄appr./∆̄| and |1− cappr./c| as functions of the deviation from the critical point and the
dimensionality of the system.

Table 1. Percent relative errors [%].
d = 1(σ = 1/2) d = 2(σ = 1) d = 3(σ = 3/2)

ϵ
∣∣∣1− ∆̄appr.

∆̄

∣∣∣∣∣1− cappr.

c

∣∣ ∣∣∣1− ∆̄appr.

∆̄

∣∣∣∣∣1− cappr.

c

∣∣ ∣∣∣1− ∆̄appr.

∆̄

∣∣∣∣∣1− cappr.

c

∣∣
1× 10−7 29.8 1.2 41.3 1.6 68.2 2.4
1× 10−6 33.9 1.6 47.4 2.1 78.9 3.1
1× 10−5 39.5 2.1 55.8 2.9 93.8 4.1
1× 10−4 47.5 3.1 68.2 4.2 116.0 5.8
1× 10−3 60.4 5.0 88.4 6.7 152.8 8.9
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4. Conclusions
Using the exact solution (12) of the self-consistent equation, in the neighborhood of the classical critical
point at the upper critical dimension of the system, an exact analytical expression for the specific heat
capacity (13) is obtained.
It is shown that the exact specific heat capacity depends on both the deviation from the critical point
ϵ = 1− tc/t and the long-range interaction exponent σ, i.e. of the space dimensionality d of the system.
Its leading asymptotic behavior (15), has a logarithmic correction depending only on ϵ which is well
known in the theory of the critical phenomena.
For real systems (chains, thin layers, i.e. films and three-dimensional systems) the specific heat capacity
and its leading asymptotic behavior are graphically presented on figure 1. One can see from the graph
that the specific heat capacity increases with the space dimensionality of the system. Moreover, the
obtained result (13) holds true in a broader neighborhood of the critical point. The expressions (13) and
(15) allow us to estimate the expansion of the critical region as a function of the spatial dimensionality
of the system (17). Note that this expansion increases with dimensionality of the system d.

It is easy to see from the table 1 that at each deviation from the critical point and each dimensionality,
the relative error for the specific heat capacity is less than the relative error for the inverse susceptibility.

Finally, the exact solution of the self-consistent equation can be used in investigating of the other
critical thermodynamical properties of the system, e.g. the entropy and others.
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