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Abstract. The static screening of an external charged particle in a three-dimensional charged-
boson gas is investigated by employing two different procedures. Both procedures satisfy the
Kato—Kimball cusp condition and the proper normalization of induced densities. Self-consistent
quadratic response solutions for the induced density and associated screened potential are presented.
The solutions, obtained by successive approximations for an integral equation and via perturbative
approximations for an integro-differential equation, are compared and analysed. The convergence
condition for successive approximations in infinite order is deduced.

1. Introduction

The goal of the research to be described here is to compare perturbative solutions for two
well-established procedures for screening calculations, treating the case of a fixed-charge
impurity in an ideal, charged-boson gas7at= 0. The procedures are based on the Euler
equation of density functional theory [1-3] and the density profile relation given by an integral
equation [4,5]. Because of the difference between the two methods, it is useful to compare
the results that one obtains.

The perturbative solutions, obtained here up to quadratic order in the external gharge
for the induced densities and screened potentials, allow a valuable investigation to be made via
comparison of the results with rigorous, procedure-independent constraints. Furthermore, the
solutions provide useful insight into the important question of convergence, and may extend
the range of validity of the standard linear screening theory. Clearly, one needs to know the
quadratic response at least, in order to see how good the linear response is.

The system of point-like charged bosons embedded in a neutralizing backgrdaued @t
has attracted attention in recent years as an important reference system of quantum statistics
with possible application to superconductors, and to systems of astrophysical interest (see
references [6, 7] and earlier references cited therein). The charged-boson gas offers a relatively
simple many-body model for the above-mentioned problem of screening, and thus parallels
the physically more significant system of electrons for the same problem [8—10]. Parallel
theoretical efforts on bosons and fermions may be helpful in disentangling the effects of
screening due to the Coulomb interaction and those due to the exclusion principle.

The paper is organized as follows. In section 2 we outline the two procedures to
be employed. The quadratic approximations are defined there. We summarize rigorous
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constraints for the impurity case. In section 3 our results for the induced densities and potentials
are presented and analysed. Section 4 is devoted to a summary and some concluding remarks.
The paper ends with a short appendix. We use atomic urdits = m = 1) throughout this

work.

2. Procedures and constraints

The ideal gas of charged boson particles (of maaad charge) is characterized by the density
parameter, which is related to the unperturbed number densifyoy r, = (3/4mrng)Y/>.
The ground-state wave-function/d) of the system is a unique, non-negative symmetric
function [11] and, in our case, it is given gy = /no.

Now, suppose we place a charged test particle of mass m in the many-body system.
Then, the total boson density depends on the positiand can be written as

n(r) = ng +én(r) (2.1)

where the induced density/{(r)) satisfies the screening, i.e. normalization, condition

/d% sn(r) = Z. (2.2)

The spherically symmetric, screened potentialr)) of the charged impurity is calculated, in
our self-consistent treatment, by using the Poisson equation

Z Sn(r’
V() =—-= +/d3r/ ontr) (2.3)
r |7 — 7|
In the first procedure, we consider, according to the Hohenberg—Kohn theorem, the
fundamental energy functional for jellium in the presence of a charged test particle. The
Euler equation of this variational problem becomes [1-3]

—%Vzw(r) +V()[Yot+twr)]=0 (2.4)

in which the convenient notatiogn(r) = ¥ (r) = Yo + w(r) is introduced. Notice that the
value of the chemical potentiak(), i.e. the Lagrange multiplier, is fixed ag = 0, for the

ideal gas af" = 0. This ground-state method gives for equation (2.4), by using equations (2.2)
and (2.3) with the appropriate expressborir) = 2y (r) + w?(r), a non-linear Sclidinger
equation. Generally, the solution of this equation requires an iterative method. Furthermore,
an investigation of the short-distance limit of equation (2.4) results in a useful constraint, which
is known as the Kato—Kimball nuclear cusp condition [12, 13]:

8n'(r)

n(r) r=0

— 27 (2.5)

Our quadratic treatment rests on a perturbative expansion, which is defined as follows:

Y(r) = Yo+ yYa(r, Z) + Ya(r, ZH + - - (2.6)

for the ground-state wave-function. Using this notation, the relevant contribuiieas Z)
andna(r, Z?)) to the induced densit§n(r) = n1(r, Z) + no(r, Z%) + - - - can be written as

ni(r, Z) = 2oy (r, Z) (2.72)
na(r, Z%) = 2yoya(r, Z%) + ¥2(r, Z). (2.70)
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For simplicity, from now on, only the indices (1 and 2) will be used to indicate first- and
second-order expansions. The screened potential is definédras= Vi(r) + Vo(r) in the
quadratic approach, and the corresponding expressions are given by

r |7 — 7’|
Vo(r) = / &’ ;{?l. (2.80)

In equations (2.4), (2.7p) and (2.8&), (2.8) the solutionsy1(r), n1(r) andyro(r), na(r) are
the results from solving coupled equations, by using equation (2.4) up to the relevant order:

1
=5 VA() + Vi) vho(r) =0 (2.%)

1
—évzwz(r) + Va(r)yo + Vi(r)ya(r) = 0. (2.%)

Notice that equation (249 with equations (2.& and (2.&) gives the self-consistent linear
response solution.

In the second procedure to be employed, we consider a density profile relation [5] given
in the form of an integral equation, in Fourier-momentun) (Space. This method is not
based on the variational principle for the ground-state energy. It usaessatg4, 14] for the
effective, screened interaction. The linear integral equation is as follows, for an ideal boson
system [4, 5]:

l oo
sn(q) = ni(q) |:1 + —2/ dk k% f (k, q) Sn(k)} (2.10)
na)p 0
Wherewf, = 4nrng is the classical plasma frequency, and the funcfioh ¢) has the form
2 2
q°—k qtk
k,q) =1+ I . 2.11
[k, q) T (2.11)

Notice that in equation (2.1G) (¢) is the linear response solution, outlined at the end of the
preceding paragraph. This linear response solution is unique for our procedures and has the
asymptotic form (see section 3, below)g) — Z(16mng)/q* for high g-values.

Using this together with the well-established relation of Kimball [13]

1 .
Sn/(r)|r=0 =5 qlinoo[q‘l sn(q)] (2.12)

we arrive (via equations (2.10)—(2.11) and the trick of inverse Fourier representation with
r — 0 in the argument of equation (2.10)) at the standard Kato condition of equation (2.5).
Therefore, the nuclear cusp condition is satisfied in the integral-equation procedure. Generally,
the solution of equation (2.10) requires an iterative method. Our quadratic treatment, for this
case, rests on a successive approximation for equation (2.10),usingunder the integral
sign in order to define the corresponding second-order solution of this procedure.

In the following, we formulate a ground-state energy constraint. According to earlier
results, the exact energy changeH = E(n, Z) — E(no)) due to the presence of a charged
impurity is given by

1 d®
AE =no[Vi(g =0) + Va(g = 0)] - 3 / (2753 IVi@)*x°(9) (2.13)

for our ideal boson systelfE (ng) = nouo = 0) up to quadratic order [15]. Her# (¢) and
V2(q) are the Fourier transforms &f (r) and Va(r), and x°(¢) is the static, non-interacting
response function (see reference [16] and section 3, below).
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3. Results

The present section will be devoted to detailed analytical results, with relevant comparisons
and accompanying analysis. For convenience, we introduce new vari&desl Q) via the
definitionsR = rx andQ = g/, wherex = (4rng)/*. In addition, in order to distinguish
quadratic solutions, we shall use (beside the index 2) an asterisk for results obtained from the
integral equations(; andVy’).

The linear response solution, which is unique in both procedures, is defined by equ-
ations (2.8)—(2.9). The linearized, Scldinger-like equation (28 is solved by standard
Fourier transformation and the results obtained are

1
ni(Q) =42 Y (3.1)
AnZ Q2
Vi(Q) = T2 0t+a (3.2)

in which the above-introduced variables are used. The ratig@f = —4r Z/q? and Vi(q)
gives us the usual dielectric function

4HA 4r
elg)=1+— =1+—x"0) (3.3)
q q

of the boson system. The density response functi®i) is needed in equation (2.13) for
energy calculation, at the quadratic order of approximation.

The real-space equivalents of equations (3.1) and (3.2) are calculated by inverse Fourier
transformations and have the following forms:

Z)\° € .
I’ll(R) = 57 SINR (34)

efR
Vi(R) = —Z)LT COSR. (3.5)

The ration (R = 0)/ng = 2(Z/)) shows that the natural expansion (small) parameter in our
treatment is, in factZ /1. The ratio suggests, for the case of a negative impufity< 0),

a physical estimate for the validity range&Z (1| < 0.5) of the solution, due to the obvious
|6n(r = 0)/ng| < 1 constraint. For a positive impurityZ(> 0), the appearance of a bound
state in a screened potential may signal the validity limit for its perturbative solution. This
useful constraint provides [17] thg Z > 0.72 value for the applicability of the form of, ().

By usingthe\* = 3/r2 representation, one can estimate the corresponding values of the density
parameter,. According to expectation, the validity of the perturbative solutions is restricted to
high densitiesi{y ~ A%) even for the smallest, physicdd| = 1. Finally, from equation (3.5)

we can subtract the value of the first-order induced poteni@lR) = Vi(R) + (Z1/R)) at

the origin;¢,(r = 0) = Z) at fixedA.

Now, we present our quadratic solutions obtained within the frameworks of the procedures
applied. Equation (21§ is solved with the help of Fourier transformation into momentge (
space and simultaneous application of equation$)2(8.4), (3.5) and (24). The result for
the induced density:6(q)) is given, in this case, by

4+(Q+2)7?

Z
n2(Q) = ”1(Q)8—)L|:Q In m

1 2— 1 2+
+ Q?’(arctan% *5 arctan 5 ¢_ > arctan 2Q ﬂ (3.6)



The static screening in a charged-boson gas 3947

in whichny(Q) is given by equation (3.1) and the introduced variaBle- ¢ /A is used. The
quadratic, induced potential (see equationlgp.Bas the simple fornz(¢) = (47 /q>)n2(q).

The corresponding result for the integral-equation procedure is as follows:

. z[,,Q,|Q*+2+20| 1 40(0* -2
nz(Q) = l’ll(Q)x |:1 + Z In m + E arctan(Q2 — 2)2 — 4Q2
6(Q—(V3-1)m  6(Q - (V/3+ 1))71
20 20 '
This equation is obtained by using equation (3.1) in the argumeatX Q) of equation (2.10)
and standard application of the residue theorem for integration in the latter. The quadratic,
induced potential of this successive approximatioW,isg) = (47 /q?)n5(q).

It is very instructive to discuss the asymptotic limits, on the basis of equations (3.6) and
(3.7), for quadratic, induced densities and associated potentials. The Hiigits of these
equations are the sames(g — 00) = ni(g — oo0) — 8Z2)3/¢*. Thisisin accordance with
the relevant cusp constraint (see equations (2.5) and (2.12)) in a perturbative approximation
for the densityu(r) = ng +dn(r) = ng +n1(r) + na(r) + - - -. The lowy limits are different,

i.e., n2(g — 0) — ¢2(Z?/82%) andnj(q — 0) — ¢%(Z2/3).%) respectively; therefore the
associated induced potentials become different (see equation (2.13)) in the fajward)(
direction.

Next, we evaluate equation (2.13) by using equations (3.2), (3.3), (3.6) and (3.7). The
integral in equation (2.13) has the value-efZ21/8); therefore one obtains

Z°  Z°.  Z°:
AE =noVa(q =0) s ~ 8 8 = 0 (3.8)
Z%.  Z%\ 7%
AE*:non*(61=0)—?=T—? > 0. (3.80)
Consequently, up to this quadratic order, the procedure based on the Euler equation of ground-
state density functional theory, and giving equationdB.& superior to the integral-equation
procedure which results in equation (83

We performed numerical, inverse Fourier transformations in order to obtain the real-space
equivalents of the induced quadratic densities and potentials. This calculation gives, for the
important ratios (at = 0) of the densities,

12(0)/n1(0) 2 n5(0)/n1(0) =~ Z /A

by using equation (3.4), also. We note tl¥atR = 0) andV; (R = 0) do not depend on the
density (remembekp1(R = 0) = ZA). A similar fact was established for the electron gas
model at lower densities (see figure 5 in reference [10]). The density ratios show that (as was
stated earlier in this paper) the expansion (small) parameter in the perturbative methods for
the charged-boson systemi< /1. In the appendix the convergence condition for successive
approximations, in infinite order for the integral-equation procedure, is deduced.

(3.7)

4. Summary

The interaction of an external charged particle with a charged-boson gas has been investigated
by using two non-linear procedures for static screening. Quadratic response solutions for the
induced density and associated screened potential are presented, compared and analysed. The
method based on the Euler equation of the variational ground-state theorem is shown to be
superior to the one based on the integral equation. We have determined a rigorous mathematical
expression for the convergence condition for self-consistent perturbative approximations for
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the case of the inhomogeneous, linear integral equation. A condition of similar rigour for the
case of the non-linear Sdhdinger equation remains an interesting open question.

Itis found, by detailed physical considerations, that the perturbative approximations might
be useful for small values of the expansion paramgjerof the present problem. The results
obtained are applicable, therefore, to high-density systems even for the physically smallest
|Z| = 1 external charge.
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Appendix

We rewrite equation (2.10) using equation (3.1) via the usual variableg /1 andy = k/A.
Next, we multiply the resulting equation by and introduce the function8(x), ®(x) (F(x)
for the free term@ (x) for the unknown function) and the kerngl(x, y) as follows:

47x°
Fo) =~ (A1)
@ (x) = x%8n(x) (A.2)
2 .2
K(x,y>=F<x){1+x e } (A3)

Using this notation, we can write the original inhomogeneous, linear integral equation in the
transparent and usual form

d(x)=Fx)+ A/O dy K(x, y)®(y) (A.4)

where the parameten( of this equation is\ = ()2

The Neumann series expansion for equation (A.4) is defined by standard successive
approximations. These successive approximations converge uniformly [18] to the limit
(unique) solution for all values of < R, where the radiu® is defined by

R 2= /OOO dx fooo dy [K (x, V]2 (A.5)

By performing the integrations, and taking into account the convergence constraint, we can
give for our natural expansion parameter the following final form:

2l 008 (A.6)
)

Therefore, successive approximations, even in infinite order, as discussed in this appendix, are
restricted to systems with small charges or high dengities né/A); this is in agreement with

our statements based on more physical grounds.

References

[1] Dreizler R M and Gros E K U 1993Density Functional Theor{Berlin: Springer) pp 39, 64
[2] Krotscheck E, Qia G X and Kohn W 198%hys. RevB 314245
[3] Kallio A and Piilo J 1996Phys. Rev. Lett/ 74237



(4]
(5]
(6]
[7]
(8]
El
(10]
(11]
[12]
(13]
[14]
[15]
[16]
(17]
(18]

The static screening in a charged-boson gas

Sjolander A and StotM J 1972Phys. RevB 52109

Krakovsky A and PercsiJ K 1995Phys. RevB 527901

Conti S, Chiofab M L and Tosi M P 1994). Phys.: Condens. Matt& 8795

Apaja V, Halinen J, Halonen V, Krotscheck E and Saarfla M 1B8ys. RevB 5512 925
Paasch G and Rennert P 197fys. Status Solidi 83501

Hu C D and Zaremba E 1988hys. Re\B 37 9268

Bergara A, Campillo |, PitakJ M and EcheniguP M 1997Phys. RewB 56 15 654
Penrose O and Onsager L 1986ys. Rev104576

Kato T 1957Commun. Pure Appl. Mathi.0 151

Kimball J C 1977Phys. RevA 7 1648

Singwi K S, Tosi M P, Lad R H and Splander A 196&hys. Rev176589

Jones W and YoumW H 1971J. Phys. C: Solid State Phy$1322

Capari@a A A and Hipolito O 198Z2Phys. RevA 26 2832

Rosen G 1983. Math. Phys28375

Mikhlin S G 1957ntegral EquationgLondon: Pergamon) pp 3-13

3949



