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Abstract

The isothermal compressibility plays a central role in determining the
characteristics of the static response in plasma systems. In a charged particle
bilayer this role is assumed by L;;, the matrix of inverse compressibilities. For
weak coupling, the inverse compressibilities of a bilayer of charged particles
can be calculated analytically in the Debye limit from the equation of state
through the chemical potential. There are two different charging procedures
to obtain the latter. We present the results of a rather lengthy analytical
calculation, exploring both approaches. The limits of the validity of the Debye
description are discussed, and we compare the weak coupling results with L;;
values inferred from S(k—0) through the compressibility sum rule, where the
structure function S(k) is generated for strong coupling both through molecular
dynamics simulations and by HNC calculations.

PACS numbers: 51.35.+a, 51.30.+1

1. Introduction

Charged particle bilayers are remarkable physical systems with interesting static and
dynamic properties [1-6]. The intralayer and interlayer compressibilities play a key role in
determining the character of the static response and the screening properties (antiscreening and
overscreeening versus normal screening) of a bilayer system [7, 8]. While the compressibilities
can be derived in principle from the equation of state, they can also be deduced from the small
k behaviour of the static structure functions S;;(k). Whereas in an exact theory the two
approaches should provide identical results, in an approximate description of the system this
is not assured. In fact, consistency may be regarded as a useful check on the reliability of
a particular approach. For strongly coupled classical bilayers, compressibilities have been
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deduced from the static structure function S(k), this latter having been generated by HNC
calculations [9]. So far, however, no direct calculations from the equation of state have been
available. Here we calculate the compressibilities from a weak coupling equation of state,
established earlier in an exact Debye-like calculation [10]. We give a careful definition of the
bilayer compressibilities in terms of the chemical potential p, derive two different charging
procedures that can be used for the calculation of u, give a semi-analytic expression for
the compressibilities as a function of the coupling strength I', connect the results with the
strong coupling results and show the trend that is responsible for the anomalous screening
properties.

2. Compressibility calculations

The bilayer that we examine consists of two 2D layers of densities 7, and n,, separated by a
distance d. The partial density response functions are defined by

Sni(k, ) = xij(k, )P (k, w), (D
where x;; (K, o) satisfies the compressibility sum rule
Xij(k=0,0=0) = x;j = xoL' 2

and @, (k, w) is the perturbing potential for layer i. Partial pressures do not constitute a useful
concept in layered systems. For the compressibility, one has to revert to the definition in terms
of the chemical potential. Then, the inverse compressibilities are

L%
L = xo— 3
J X0 8nj ( )
where p; is the chemical potential for layer i, and xo = —pfn, for a classical system. The

chemical potential is derived from the free energy F:

B

m,n

T3/2 U B (he?
FO = —Vn,T log (g—> , Fom =/ a3, B 3.
0

“4)

n A

Charging parameter A is associated with charge e¢? and ¢ is the chemical constant. Since the
correlation energy E,,, is expressible in terms of the correlation functions 4., (7),

Enn = 5Vt [ G (V1) )
1 is expressible in terms of the integrals

Kpn = /0 1 dx / G (P (3 Ae?) dr. (6)
o1 (r) = pn(r) = gr—z and ¢12(r) = e*(r? +d?)~2. The elements of the L-matrix now become

Lij =6+ ,Bn{Kij +n(Ky,; + Kz, ;) + %2(1(11,1‘1‘ +2Kp, + K22,ij)} (N

— 0 _
where K| ; = a_n,»Kll’ K= WK“ etc.
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Figure 1. Land L+ N (L1; = L, L1 = N) as a function of & in the Debye approximation,
showing the d — 0 and d — oo limits.

Since the second-order derivatives are not convenient to work with numerically, an
alternative expression in terms of first derivatives has also been obtained:

wi = ui + T logn; +anGmi

1 )
Gup = / dé / ¢mn(r)hmn (r; é%)d%"
0

Here the charging parameter £ [11] is associated with charge of species i, rather than with the
overall ¢%. The elements of the L-matrix now become

Lij =8+ Bn (Gij +_nGui) . ©)
The equivalent of the Debye theory for a bilayer provides the Fourier transform of the
pair correlation functions [10]:
kZe 2k _ e (k + k) —kk ek
2 _ o 2a-2kd’ hi2(k) = 2 _ 2a-2kd
(k+K)>—K?e (k+K)>—K?e

d
hi(K) = hap(k) =

(10)

I' = Be?/a and k = 2mwnBe? are the coupling parameter and Debye wavelength respectively;
a is the lattice constant, so that ¥ = ka = 2I". Using these functions, u can be calculated
via (7) and (9). In the first case, the [ dA integrations can be performed explicitly in
k-space:

1 1
Ko = [ @0 [ dmn @iy dr = o [ 00 [ g Ok ok
0 47 0
=/Oo Jon (K, 1) dk; (11)
0

but the f,,, functions are the furthest one can go analytically. Further calculations, such as the
Ist and 2nd derivatives K1 ;, Ky ;; etc, can only be done numerically. One proceeds similarly
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Figure 2. (a) L;; = L as a function of & in the Debye approximation. (b) L1 = N as a function
of ¥ in the Debye approximation. The solid straight lines indicate the HNC results.
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Figure3. (@) L, N, L+N, L— N as a function of d in the Debye approximation, for ¢ = 0.05. The
right axis label appliesto N. (b) L, N, L+ N, L — N as a function of d in the HNC approximation,
forI' = 1.

with the functions G,,,. Figure 1 displays the calculated inverse compressibilities for weak
coupling. Atthe d — 0 and d — oo limits they display the expected behaviour, i.e.,

L+N 2 1p0n), LS Lpym), NEDo. (12)
The results appear reliable for values of ¥k ~ 0.1 or less (figure 2), where the behaviour of
Ly and Ly, as a function of d mirrors the strong coupling behaviour derived from the HNC
approximation (figure 3).
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