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An effective potential of electron-electron interaction and a two-particle “density-density” correlator are calcu-
lated for semi-infinite jellium. Their asymptotics at large distances between electrons are studied in a plane
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1. Introduction

At present one of the basic methods for investigating properties of semirestricted systems is the
density-functional theory (DFT) [1,2], which is inherently a one-particle approach. Nevertheless
modifications are possible (LDA, GGA and others). Therefore it is impossible to correctly allow
for collective phenomena in the DFT (i. e., lack of image forces, weak coupling and so on) [3,4].

The first attempt to construct the many-body theory of inhomogeneous electron gas was the
paper [5], where the set of five equations (GWA-approximation) was formulated. Conjunction of
GWA approach with DFT by way of taking into account many-body effects for correcting the
DFT imperfections was considered in [6]. However, this approach calls for numerous uncontrolled
simplifications at carrying out numerical calculations that appear in the absence of oscillations of
effective pair electron interaction potential.

The authors developed the approach for calculating Gibbs potential and distribution functi-
ons of inhomogeneous electron gas using the method of functional integration presented in the
works [7-9]. These characteristics are represented as expansions by effective potential of electron-
electron interaction that takes into account both availability of image forces and collective effects
(screening). This paper investigates an effective potential of electron-electron interaction and a
two-particle correlator “density-density”. Approximations are proposed for finding the correlator
“density-density” and the effective potential of electron-electron interaction in analytical form as
well as determinating their asymptotics. Robastness of these approximations is studied by com-
parison with results of numerical calculations.

2. The model
The semi-infinite jellium is a neutral system of dynamical electrons in a background of uniform
positive ionic charge density g4 restricted division plane (surface) z = —d:
Q_A,_(.T,y,Z) = Q+(Z) :ne(_d_z)a (1)

where 6(t) is Heaviside function:

1, t>0,
9('5):{ 0, t<0
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n is uniform electron density, n = (47r3/3)~!, rs is the radius in atomic units of the sphere
which encloses one unit of electron charge; d > 0 is a parameter self-consistently defined from the
condition of electrical neutrality

—+o0

Jaz(et0) - 00) 0. 2)

— 00

where o(z) is an electron density.
We suppose that the ionic system forms a surface potential for electrons which does not allow
them to abandon the surface. This surface potential is modelled as follows:

oo, z 20,
V(Z):{ 0, z<0. (3)

Such a model correctly represents a real situation from physical viewpoint and it admits analytical
solutions of the corresponding Schrodinger equation.
Eigenfunctions and eigenvalues of this potential are

2 . h2a? 21k
valz) = ﬁ sin(az)0(—z), Ea = Pyt o= A

where L determines the area of the change of the electron coordinate normal to the surface z €
[-L/2,+00), and L — oo so that a thermodynamical boundary takes place. Allowing for this, the
surface potential V' (z) is the following function:

%eipr@a(z)v E, (P) = M

where Aip is a two-dimensional wave-vector of electron in the plane parallel to the surface.
In the secondary quantization representation constructed on the wave function (5), Hamiltonian
of the system is as follows:

H= HO——NZ (l0) + QSLZ ka Q)p-i(-q), (6)

\ij,a(rvz) = ) (5)

2m

where
Hy=>_ Ea(p)al,(p)a,(p) (7)
«
is Hamiltonian of the system without reference to Coulomb interaction between electrons,
2me? '
v(gls - 2) = Z—eil=

is a two-dimensional Fourier-image of Coulomb interaction, q = (¢z,¢y); ¢u,y = %m%y, My y =

0,+1,£2,..., vg(q) = 4me?/(q* + k?) is Fourier-image of Coulomb interaction, k = 2%n, n =
0,£1,%2,..., pr(q) is a mixed Fourier-representation of local density of electrons:
pr(@) = > (ale”**|)al,(p)a,, (p — q), (8)
p,a,a’
+oo
(@l ) = [d2ie)-pal),

al (p), a,(p) are operators of electron creation and destruction in the state (p,a) such that the
standard commutation relationships take place

{aal(p1)>al¢2 (pQ)} = 6P17p260417042; (9)
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N = Y al (p)a,(p) is the operator of particle quantity; the prime on the sum in the formula
P,

(6) denotes the absence of summands at @ = 0 which is caused by the condition of electrical

neutrality (2).

3. Effective potential of electron-electron interaction

Effective potential of electron-electron interaction is a solution of the integral equation (see, for
example, [6,7])

+oo 400
o(ala1,22) = vlaler = ) + 2 / dx [ dvlalar — 99l )alal 22, (10)
where L
Ml ) = 5 M~ (11)
My, (a, —a) = i(Tpr(a)pr (—a))o (12)

is a two-particle “density-density” correlator in the approach of ideal exchange in the case of low
temperatures (Bu > 1, where [ is a reciprocal thermodynamical temperature, p is a chemical
potential of electron),
Sp ( B(Ho—pN) )
(o= Spe—B(Ho—uN)

3.1. Calculation of Mt(q|z, 2")

Consider the coordinate representation of the correlator
iqr
M(r,z,2") SZe M(q|z, 2') /dquo qr)M(q|z, 2'),

where Jo(z) is a cylindrical Bessel function, r is the distance between electrons in the plane parallel
to the surface, M(q|z, z’) is the correlator in (q, z)-representation and according to [8] it takes the
following form

M(qlz, 2) = % Z Aoy s (@) 0%, (2)Pa, ()05, (20, (2), 13

where ’
a1,az ZHal as p q (14)
Mo, 0, (Ps Q) = Oy — Em( )) = 0(p — Ea,(p — a)) (15)

Eal( ) Eaz (p - q))

is the polarization operator.
Taking the summation with respect to p in (14) we obtain the following expression for Ay, ,(q)

2m S o2 — a2 —¢® P2 — a? pE —a?
Ao o — 221 "2 4 | 1 —42—tF 1 ]y LF 1
1a2(Q) W2 o p q (@ — a2 — )2 q (@2 — o — @)

x O(pr — a1), (16)

where pg is Fermi wave-vector, pr = /2mu/h.
Consider some approximation allowing us to obtain analytical expressions for the two-particle
correlator M(q|z, ).
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3.1.1. A mirror electron scattering approximation

Regard that the polarization operator is diagonal, i.e.

Aoy as (CI) ~ Noy,on (Q) (17)

Physically it means that we take into account only the mirror electron scattering normal to the
surface. Then the correlator (13) takes the following form

L?2m S pE — a? pE — o
M(q|z,2") = Fﬁ%zu 2)26(z—2) [1—4/1-4 Fq2 g(1—47E

x0(pp — ). (18)
In the expression (18) we use the approach of “constant density” [7,8], i.e. we regard
|0a(2)]? & 0(—2).

Then the summation over « in the expression (18) can be done analytically. And thus we get for
M(qlz,2"):

SL?2m 1 pp q
Malz,#) = - 220 S0 (SL ) o(-2)6: - ), (19)
1 1—2? 1
where L(z) = 3 + 1 * In ‘ T tr is Lindhard function [10].
x -z

3.1.2. Nonmirror electron scattering

Let the condition be satisfied

2 _ 2
42— PE g (20)
2 2 212
(¢ —of + a3)
that takes place in the case of large ¢ (small distances between electrons on the surface) or in the
case of small ¢ under the condition o — a3 # 0. Then the correlator takes the following form

~SL*2m 1 . pE —a?
gﬁ(Q|Za Zl) = ﬂ h2 Z (pal ()0042 )@az (Z/)@al (Z/)me (pF - 051)
a1,
m * ag (204, (7))
~—SLaml 29 (pr — 1) (Pf — 0F) @34, (2)¢a, (2) 2 %7 (21)

a2

where we have done the approximation ¢? — a2 + a3 =~ ¢* + a2 using a; € [0, pr] and ay € [0, 00).
Taking the summation over oy and ag in the expression (21) we get

SL?2m 1 1
male ) = S L (st el g
(o) =~ 2L
pr cos(pr(s+2)) _ pr cos(pm(s—2")) , sin(pe(z—2")) _ sin(pr(s+5"))
x et G0 i i ey iy =)l R C2)

Carrying out the inverse Fourier-transform and allowing for [11]

T / 1
dge=1*=#13,(qr =
0/ g o(0r) =
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we get the correlator in the coordinate representation

SL?m 1 1 1
M(r,z,2) = —2 2 - 0(—2)0(—='
(T,Z,Z) ﬁ h271'3<\/7"2+(z—z’)2 \/7"2+(Z+Z/)2> ( Z) ( Z)
% |:pF COSEZI_?’_(ZZ/J)F; )) —pr COSE’;F;(ZZI;ZZ )) + Sin((I;F_(ZZ/;; )) _ Sin((Zi(ZZ/J)rzsz )) ] (23)

The obtained expression (23) shows that the approximation (20) leads to a physically cor-
rect result, namely, the image forces and collective effects (the analogue of Friedel oscillations for
homogeneous electron gas) are taken into account.

In figure 1 and figure 2 the results of numerical calculations of the correlator are presented in
a dimensionless form:

M(r,z,2') = 9)“((r,z,z’)/(—5L2 - 10*3).

B8 h2a}
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Figure 1. The correlator under r = 0 in such cases: a) 2’ = —20ag, b) 2’ = —15ag, c) 2’ = —10as,
d) 2’ = —bag. A solid line marks the data of numerical calculation of the formula (13) and a

dash line corresponds to the tabulated function (23).

In figure 1 the approximation (20) proposed herein leads to a qualitatively correct dependence
of the correlator on normal coordinates of electrons. However, there is disagreement with data of
numerical calculations, namely, lesser amplitudes of oscillations and stronger repulsion of electrons.
We can see in figure 2 that the approximation (20) does not allow for oscillations in the coordinate 7.
Near the surface (see figure 2a) there is a good agreement of numerical calculation data with the
analytical expression (23) and at the removal from the surface (see figure 2b) there is observed a
major departure because the expression (23) gives too strong repulsion of electrons.

Figure 2¢ and figure 2d present the tabulated correlator (23) and data of its numerical calcula-
tions. Calculations show that the shorter the distance between the electrons and the surface is, the
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lesser is the correlation between them. This is clear from the physical viewpoint since that electron
density near the surface is smaller in average.
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Figure 2. The correlator in the following case:
(a) 2 = 2" = —las, b) 2 = —2ags, 2’ = —3as (A solid line marks data of numerical calculation
of the formula (13) and a dash line corresponds to the tabulated function (23));
c) the tabulated function (23) at 2 = 2’ = —1lagp (a solid line, at z = 2’ = —5ap (a dash line),
at z = 2’ = —15ag (a point line);
d) data of numerical calculation of the formula (13) under z = 2z’ = —lag (a solid line),
z = 7z’ = —bag (adash line), 2 = 2’ = —15agp (a point line), 2 = 2’ = —20ag (a dash-dotted line).

3.2. Calculation of the effective potential of electron-el ectron interaction

Consider the case corresponding only to mirror electron scattering in the two-particle “density-
density” correlator (19). Then equation (10) takes the form

g

where srp is an inverse Thomas-Fermi radius of screening, 2, = 4pp/(map).
Such type of equation is solved analytically (see, for example, [8]) and its solution is as follows

2 2
2me e—q\zl—zz\ _ vy
2q

4
2pr

9(qlz1,22) = (24)

0
)6‘(_21) /dze_quI_Zlg(Q|Zﬂ22)7

— 00

% e*Q‘Zl*Zﬂ + %GQ(ZlJFQ)) z1 <0, 22 <0,
2me® —qlzi—z2| _ Q=d—q(z1+22)
g(q|Z1,22) _ A q ) € Q-‘rqe 5 21 > O, 29 > Oa (25)
ﬁeQzliqmv 21 <0, 29 20,
2
%eszfqm’ 21 2 O, z9 g 07
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where () = \/q2 + 2L (21%)‘ If we pass to the limit ¢ — 0 in Lindhard function L (¢/(2pr)) then

the solution (25) agrees with the effective potential of electron interaction grr(g|z1,22) obtained
in the works [7,8] in Thomas-Fermi approximation.
Take the inverse Fourier transform of the effective potential of electron interaction

g(r, 21, z2) =3 Ze’q” (q)z1,22) = /dquo qr)g(qlz1, z2), (26)

where r is the distance between electrons. Asymptotics of the effective potential of electron-electron
interaction g(r, z1, z2) under r — oo is

\/>2 TF¢

sin(2ppr — w/4)

g(r, 21, 22) = N (2pF|21;22)T7 (27)
where
_ 1 [ 1+@Qlzs — 2 o Qa-zm L1 (q Q-

=) =g [ Q? TR0 rd\Q Qg
+(Q - (= +z2)> eQ(“*Z?’] , 21<0, 22 <0, (28)
(/5(61‘21,22) —ﬁe_“zﬁz?)’ z1 20, 22 20, (29)
Blalos,z) = ;We% a0, 20, (30)
Walzr, 22) SW a2 0 8 <0 (31)

The found expression (27) agrees in form with the result of the work [12]. However, the expres-
sion for function ¢ has been obtained first.

The asymptotics of the effective potential (27) is presented in figure 3 as well as the results
of numerical calculation of the formula (26), where the expressions (25) and (25) in Thomas-
Fermi approximation are taken as an effective potential g(g|z1, 22). It is shown in figure 3 that in
Thomas-Fermi approximation the oscillations vanish but it corresponds to the qualitatively correct
behaviour of the effective potential. For 21,20 < 0 (occurring far from the surface in jellium, see
figure 3b) the asymptotics presents well the potential behaviour under r > 5ap. The effective
potential for electrons occurring outside the near-surface area has a strongly repulsive character
(see figure 3c,d) and the oscillations vanish (see figure 3d). This is physically clear because electron
density is lesser than the one outside the near-surface area. So the collective effects are weak and
the electrons interact according to the law similar to the Coulomb law. This fact is represented in
figure 4, where Fourier-image of the effective potential (25) is illustrated as well as its Thomas-Fermi
approximation at r = 0.

In figure 4a and figure 4b the effective potential of electron-electron interaction is shown as
the function of the normal coordinate of one of electrons and another one occurs at zo = —bap
(figure 4a) and zo = 0 (figure 4b). These figures show that the effective potential obtained by
numerical solution of the integral equation (10) oscillates (solid line) and the neglect of electron
scattering along the normal to the surface leads to the absence of the effective potential oscillations
along the normal while there are oscillations in the plane parallel to the surface (see figures 3a,b,d).

Figure 5 presents a comparison of the numerical solution of the integral equation (10), the results
of the work [6] and Coulomb potential. As follows from this figure, there is observed a qualitative
agreement between the results of our calculations and the results of the work [6]. However, the
effective potential in the work [6] decreases faster to zero and there is no oscillation. In our opinion,
the collective effects being insufficiently taken into account are responsible for this situation.

All the calculations in the paper have been made for rg = 2ag.
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Figure 3. The effective potential of electron interaction g(r, z1, z2) in such cases:

a) z1 = z2 = —0.2aB, b) 21 = 22 5ap (a solid line marks the asymptotic g(r, z1, 22) (27), a
dash line corresponds to Fourier-image of the function (25), a dash-dotted line marks Fourier-
image of the effective potential (25) in the Thomas-Fermi approximation);

¢) Fourier-image of the effective potential (25) in the Thomas-Fermi approximation at z; = z2 =
0 (a solid line), z1 = z2 = lap (a dash line), z1 = zo = —10ap (a dash-dotted line);

d) Fourier-image of the effective potential (25) at z; = z2 = 0 ( a solid line), z1 = z2 = lag (a
dash line), z1 = 22 = —10ap (a dash-dotted-line).
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Figure 4. The effective potential of electron interaction g(r, z1,22) at r = 0 in such cases: a)

z2 = —bag, b) z2 = 0 (a solid line marks the numerical solution of the integral equation (10), a
dash line corresponds to the effective potential (25)).
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Figure 5. A solid line marks the effective potential of electron interaction g(r = 0,21, 22 = 0)
as a numerical solution of the integral equation (10), a dash line corresponds to the effective
potential of electron interaction g(r = 0, z1, z2 = 0) by the data of the work [6], a dash-dotted
line marks Coulomb potential.

4. Conclusion

In the work numerical calculations have been carried out for the two-particle “density-density”
correlator M and analytical approximating expressions have been proposed for 9t which agree well
with the results of numerical calculations.

The obtained analytical expressions allow us to investigate the asymptotic behaviour for both
M at large distances between electrons (r — 00):

sin(2ppr — 7/4)

M(r,z,2") ~ 57

and the effective potential of electron-electron interaction g:

VT sin(2ppr — w/4)
g(’f’, 21722) ~ Te \/ﬁ¢(2pF|Zl722)T7 T — OQ.

The obtained analytical expression for 9t in the case of the mirror electron scattering approx-
imation makes it possible to analytically solve the integral equation for the effective potential of
electron-electron interaction g taking into account both the effects of image forces and screening.

For the first time it is shown that the collective effects being correctly taken into account at
numerically solving the integral equation for the effective potential of electron-electron interac-
tion lead to the oscillations of the effective potential. It is shown that numerical results for g [6]
correspond to the mirror electron scattering approximation for g (25).
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EdekTnBHMIA NOTEHLUian Mi)KeNneKTpoOHHOI B3aeMogaii Ans
HaniBOOMeXXeHOro eNNeKTPOHHOro rasy

MN.M.Koctpobiit, 5.M.MapkoBuy

HaujoHanbHui1 yHiBepcuTeT “JIbBiBCbKa noniTexHika”, 79013 Jibeig, Byn. C. BaHaepwu, 12
OTpumano 31 ciyHg 2006 p.

Po3paxoBaHO epEeKTUBHMIN NMOTEHLIAN MiXENEKTPOHHOI B3aEMOJ|i Ta ABOYACTUHKOBY E€NEKTPOHHY Kope-
NAUIHY OYHKLI0 “ryCTUHA-TyCTUHA” Ans HaniBOOMEXeHOro MeTany B MoAeni “xene” Ta JOCHIIKEHO ix
aCUMMTOTUYHI NOBEAIHKM NMPU BENIMKMX Bigaansx Mk eleKTPOHaMU B MAOLLMHI MOBEPXHI.

Knou4oBi cnoBa: HaniBobmMexeHa MOAe b “Xene”, eIeKTPOHHA KopessuiviHa GyHKLis “rycTuHa-ryctmHa’,
epeKTVBHUI NoTeHLiasn napHoi MixxeneKkTpoHHOI B3aemoii

PACS: 71.45.Gm, 71.10.-w, 73.20.-r
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