Condensed
MATTER
THEORIES

VOLUME 2

Edited by

P. Vashishta and
Rajiv K.Kalia

Argonne National Laboratory
Argonne, Illinois

and

R. F. Bishop

University of Manchester Institute of Science and Technology
Manchester, United Kingdom

Plenum Press eNew York and London



ISBN 0-306-42671-4
LC 87-656591

Proceedings of the 10th International Workshop on Condensed Matter Theories,
held July 21-28, 1986, at Argonne National Laboratory, Argonne, Illinois

- © 1987 Plenum Press, New York

A Division of Plenum Publishing Corporation
233 Spring Street, New York, N.Y. 10013

All rights reserved

No part of this book may be reproduced, stored in a retrieval system, or transmitted
in any form or by any means, electronic, mechanical, photocopying, microfilming,
recording, or otherwise, without written permission from the Publisher

Printed in the United States of America
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*Department of Theoretical Physics, University of Helsinki
*¥Department of Mathematics, UMIST, Manchester
¥¥¥Research Institute of Theoretical Physics

University of Helsinki

Abstract

The local polarization around a positron impurity is described by a
unitary operator, which defines a dynamical gauge field in interaction with
the particle. We study the relation of this gauge field to the elementary
collective excitations of the medium. We make contact with the generalized
coherent bosonization scheme recently introduced in the extended coupled
cluster theory, which suggests a definite parametrization of the polariza-
tion unitary operator in terms of a double similarity transformation. We
derive the exact equations for the wavefunction and for the CCM amplitudes
and show that they satisfy the conservation laws.

Introduction

The technique of positron annihilation at low energies has in the last
3 decades become much used in studying the properties of condensed materials,
e.g. metals and their alloys!. In order to obtain a reliable interpretation
for the experimental findings it is of great interest to find a first-prin-
ciples theoretical description for the system composed of a positron, or
generally a charged impurity, embedded in an electron medium. Although there
exist rather advanced theoretical techniques e.g. for the case of a homoge-
neous electron gas, the extension of such formalisms to the general inhomo-
geneous case presents considerable difficulties. The two—-component density-
functional theory? (DFT) can be used to formulate the concept of the posi-
tron wavefunction®™*, but the theory still has problems of two kinds: 1)
There is no systematic way to go beyond the local density approximation
(LDA); 2) Since the DFT wavefunction (i.e. the Slater determinant of the
DFT orbitals) -is not the true wavefunction, the amount of information,
which can be extracted, is rather limited.
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The problem considered in the present article has a very general nature.
It is a particular and relatively simple example of the field-~theoretical
one-body problem, and the present treatment is accordingly strongly field-
theoretical in spirit. It was shown elsewhere® and will be demonstrated
more thoroughly in the present article that the theory of an impurity par-
ticle in a polarizable medium can be formulated as a special kind of gauge
field theory, where one expresses the polarization of the electron medium
in terms of an internal gauge field A . Our approach will be applicable
not only to homogeneous electron systems, but also to the treatment of such
inhomogéneous problems as e.g. surfaces and the localization problem, as
well as to dynamical and transient problems.

The basic problem then consists of choosing a convenient parametriza-
tion describing the abstract internal gauge field operator and thus the
displacement or polarization of the medium. In this article we shall show
that a very convenient framework for the present problem is afforded by the
well known coupled cluster method (CCM), which has been developed by Coester,
Kimmel and coworkers in a series of fundamental papers®”®. We shall use the
extended variational version of the CCM (ECCM)®~!'°, which allows e.g. a
consistent treatment of the dynamics and of the average values of physical
observables in terms of the linked-cluster quasi-local subsystem correla-
tion amplitudes.

General definition of the impurity wave function

We start with a general formulation of the impurity wavefunction. For
the sake of simplicity we assume the interaction between the electron system
and the positron to be spin—independent and thus omit the spin of the posi-
tron. As in our previous article ( Arponen and Pajanne®), we define the
state of the whole system, consisting of a positron embedded in the inter-
acting electron medium, to be

lv,> = facr b: x(rt)U(rt) | ¥,> , €))

where b t is the positron creation field operator at the (three-dimen-
sional) p051t10n vector r, |T > is the true ground state of the electron
system without the positron, U(rt) is a unitary operator acting in the
electron Hilbert space and x(rt) can be interpreted to be the positron wave
function, because <Wllb; bP|Y1> = |xt(rt)]2.

In the coordinate—space representation the many-body wavefunction corre-—
sponding to the state (1) is of the form v(r;x1x2...x ) = x(r)¢p(x1x2...xN),
where r is the positron coordinate and the {x }1_ 1,..,N are the electron
coordinates, and the electron wavefunction w (x 2.. <Xy ) is required to be
normalized for each r. Due to the strong screenlng correlatlons and elec-
tron density enhancement around the positron the electron wavefunction
wr(x1x2...xN) depends on the coordinate r in a crucial way, and therefore
x is to be understood as a quasi-wavefunction. In the independent particle

model (IPM) the r-dependence of ¢, is ignored and the electron wavefunc-
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tion further represented as a Slater determinant, for which reason e.g. the
positron annihilation rate in metals becomes drastically underestimated.

Next we define the internal gauge field Au(rt) = (Ao(rt),—K(rt))
through

Au(rt) = iUT(Pt)(auU(rt)) . (2)
The covariant derivative Du = (Do,—ﬁ) will then read

D =298 - 1iA =23+ UT(3 U).
" " " " ( . ) (3)

The time development of the state lw1> is given by the usual Schrddin-
ger equation, which after premultiplication with bPUT(rt) can now be
written as

13, x(rt) |¥o> = [- '2—:4-50*)2 - Ao(rt) - zvi(r) + Ut(re)EUGre) ] x(rt) ¥y ()
Here M and Z are the mass and the charge number of the impurity , Vc is the
Coulomb potential operator (including the induced part) at the impurity
position, and u® is the Hamiltonian of the interacting pure electron system.
Taking the scalar product of (4) with <wol, we get the Schrddinger equation
for y(rt)

tot

iatx(rt) ='—l [- V: - Zig(rt)-VP] x(rt) + V""" (rt) x(rt). (5)

2M
The total potential felt by the positron, VtOt, is

vt (pt) = 2; [<¥, |2(re)-R(rt)|¥,> - 19 -3(re)} - aglrt)

- 7fd%x v(r-x)<¥, Ut (rt)pS(x)UCrt) [¥,> + Zeg . (rt)
+ <y jut(rt) B® Urt) |e,> . (6)

In this equation v(r-x) = e2/4me,|r-x| is the Coulomb potential, pe(P) is
the total electron number density operator, and ¢ (rt) is the external
electrostatic potential. The third term in (6) is the interaction potential
7v% of the impurity with the electron system, and finally, a (rt)
(ao(rt),-a(rt)) is the average of the gauge field A

o (rt) = <Y°|Au(rt)lwo> = i<W°|UT(rt)3uU(rt)|W0>. (7

The total potential in (6) looks formally simple. However, in reality
it is very complicated; besides containing terms that arise from interac-
tion with the unperturbed electron system, it also implicitly depends on
the wavefunction y itself, because the self-consistent polarization opera-
tor U(rt) is coupled to x by the requirement that the projections of equation
(4) to other states than |W > must also be satisfied. The equations (4)-(5)

thus form a coupled set of equations in whlch x depends on U and U depends
on x in an intricate fashion.
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Internal gauge field operator and path-ordered phase factor

From the definition in equation (2) we easily derive for the internal
gauge field operator Au the following expression

- - = 8
B, -3 - [Au,Av] 0, (8)
or in component form

atK + VA, - 1 [Ag,R] =0 and (9)

- -
VxA+iAxA=0. (10)

As a side remark we should mention that in the relativistic non-Abelian
gauge field theories the gauge fields A® typically contain extra indices
(a) related to the group structure of an internal symmetry group, and the
commutator in equation (8) also involves the group commutator.

Furthermore, one can rewrite (2) to give a differential equation for
u(rt) :

VU(rt) = iU(rt)A(rt) . (11)

This can be integrated along some path in coordinate space to give U(rt)
as a path-ordered phase factor

U(rt) = P exp{—i?dé’-i'(st)} , (12)
r

Here we have assumed that the impurity is localized in some finite region
of real space for which reason the operator U(rt) at any given time t can
be assumed to satisfy the boundary condition U(rt) » I as r » =,

Since the operator field U(rt) is unique by definition, it follows
that the integral in (12) cannot depend on the chosen particular path;
therefore e.g. integration around any closed path gives the identity opera-
tor I. Nevertheless, path ordering in expression (12) is vital, because we
cannot assume that the gauge field operators K(rt) commute with each other
at different points.

On the basis of equation (12), the unitary operator U(rt), as well as
the hermitean conjugate

r
uf(rt) = P exp{—ifdg-X(st)}
can be considered as functionals of the abstract operator-valued gauge

field A . The functional dependence is local in time, but not in space.
Thus all the constituents of our theory, for example the potential VtOt(rt)
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in the Schrddinger equation (5), are functionals of the gauge field Au'

If the system experiences a nonzero classical external electromagnetic
field A (rt)em, we have to modify the above notation and write for the
total gauge field AtOt 5

tot em
A > A = A + eAu , (13)

where +e is the positron charge (Z=1). Because the external field is now
just a c-number field we can transform equations (9)-(10) with the familiar
definitions for the magnetic induction gem and electric field E®™ to read
as

=>tot =2tot >tot Zem

VxA + iA x A = eB and (14)
tot tot tot
ath°t PR TO0RCIET FSadl S IR L (15)

If we consider external gauge transformations, which leave the external
fields ® and B invariant, we may assume the unitary operators U(rt) and
thus the internal gaugé fields A invariant. Then these gauge transforma-
tions will be associated with the phases of the wavefunction x in standard
fashion.

Parametrization by expS theory using effective—-action formalism

As one notices from equation (1) the definition of the state |¥,>
contains the ground state of the interacting electron system |Y°> modified
by the local deformation U caused by the impurity. The question now arises
as to what would be the optimal way to parametrize the internal gauge field
A that describes the polarization of the electron medium. One way to do
this systematically is to apply the ideas of the extended coupled cluster
method (EECM) of references®™!! to this system. We start by defining a ket-
state |T,> and a bra-state <?1'f for the systen,

-Qn
e S(rt) &S (’t)|¢>

Jasr bI x(rt) e (16)

" -
<t IeS (rt) 8 S(rt)

Jd®r <o x(rtdb . an

Here |¢> is an independent particle model (IPM) state. The amplitudes S and
S" depend explicitly on the point r, where the impurity is located. This
differs now from the previous definitions in equation (1) in the sense that
the amplitudes S and S™ are now assumed to give both the correlation between
the electrons as well as the local enhancement of charge around the positron.
This means that in the limit r + «, i.e. far out of the positron, both S

and S" (or more precisly, the components Si and S"i, see below) should
approach their values for the unperturbed electron system. Furthermore, we
have now, because the ECCM approach makes use of a double similarity trans-
form exp(S)exp(-S"), a gauge field Au that is defined as
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= —qn
eS"e S S =S )

A =1 3 (e"e
u

” -Qn
1e5"(3 8)e™" - 1(3 s , (18)
u H
which is generally no longer hermitean.

We point out that the particular choice in equations (16)-(17) corre-
sponds to definite gauge-fixing conditions for the internal gauge fields.
This comes from the fact that the operators S and S" are genuine creation
and destruction operators and do not contain any c-number terms. Therefore
we have no freedom to impose further restrictions on the internal gauge
fields such as e.g. the Coulomb-gauge condition V-<K> = 0. One consequence
of the present gauge-fixing parametrization is that the internal gauge
field necessarily appears e.g. in the definition of the positron current
(see next section) even if no external electromagnetic fields are present.
Because the similarity transformations are not unitary, the wavefunctions yx
and i in this fixed internal gauge are not each other's complex conjugates.

The equations of motion for the positron wave function and for the

amplitudes S and S"™ can be obtained in a concise®”!! manner by applying a
variational principle to the action functional

A4
4

S"(rt) -S(rt)-
e

x(rt)br[iat - H]b;,X(P't)es(r't)e—s"(r'ti¢>

Jdtsacrfd’ri<s|e

A - sat @ 3 A=<y, |HlYD (19)

The most convenient parametrization from the point of view of diagram
expansions involves a change from the original partial amplitudes {Si'S"i}
to new amplitudes {oi,ai}, and we write °71!!

S(rt)

E’Si(r»t)ciT > 3

[}

Z’oi(rt)ci‘r (20)

s"(rt)

Usn (et)e, » I =1'5 (et . (21)

Here Ci and CiT are normalized even configuration operators, and the
primed sum means that at least one particle-hole pair is annihilated or
created (i = 0). These new linked-cluster amplitudes o and 31 are now
(quasi)local fields in the configuration space and they are given in
terms of the amplitudes S and S" (Arponen et al.!°~11)

oi(r't,) = <¢Icies"s|¢> s (22)
oi(rt) = s, (23)
8; = ) oy aj—i ; (24)

where aj—i is the functional
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_ _ -gn +
By = <¢lcie ¢ o> . (25)

We postpone the precise description of the index set {i} and the summation
rules and, for the moment, keep the formalism completely general and thus
applicable to an arbitary medium. For the general calculation rules we must
refer to the original sources '°~!!, Using the above definitions one can
now easily calculate the functionalJ,,

A, = fratacr {ixx + iXx0. - iXx Z'éjoj} , where (26)
0o(rt) = <a|e®'s[e> = - TG (rt)o, (rt) . 27

The functional derivatives of }@o with respect to the parameters are

65k,

sx(rt)

s 5 : o -
E;?;i; —iy + [ioo - iy Ojoj] X (28b)

o4,

Gai(rt)

s,

Soi(rt)

ix(rt) + [i6, - iZ'jjoj] X » (28a)

ixxe; + i(xx +xx)(o; - 8;) (28c)

= -ixx0; + 1(xx + X)¥; - (284d)

In the above equations and often later we have omitted the argument r, which
is common to all the amplitudes 055 51 and Bi' The expressions above are
formally local with respect to the space point r, which appears just as an
external common parameter.

Average values of operators

Let us now present the average values of some operators of the theory
that will be needed later. We focus first on the positron density matrix,
for which we may write

t = t|pt
wtb > =<y, |br bP'|W1>
= y(rt)x(r't) K(r,r') , where (29)
K(r,r') = <8|k(r,r')|e> , and (30)
R(r,r) = eS"(rt)e—S(rt)eS(r't)eS"(r't)

a2-A(s)]

]

r
P exp[ 1£

From the fact that K(r,r) = 1 it follows at once that the impurity density
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is given by <bpfbr> = X(rt)y(rt). The true positron current density is
now obtained from the above equations

i
Pr)y==(v-9 )<otp > |
r r?! r r' r =

2M '
=—i—[(vi) LT (31)
oM X XAVX M XX ’
where & = iv, K(r,r')|r=r, = <a|R(rt)|®>. The last term Xx@/M arises

from the polarization of the electron medium and from our specific gauge-
fixing conditions.

The positron kinetic energy <Tp>, which is an interesting quantity
in positron physics, is found to be

[]

1
<T?> = — f@%r v .¥ <btbp >
M ! r r' r r' |

r =r'

1 - . . . - -
o JOT { vx-vx + 18-[(VOx - X(Vx)] + @2 Xx + & xx } (32)

Here the average of the gauge field, @(rt), and the fluctuation of the
gauge field around its average, A, are given as :

Art) = <o|R(re) | o>
=i Y &. VOJ + (°j - Sj)VEj } and (33)
Alrt) = <8|R(rt)-A(rt)|e> —<3|R(rt)|e>2
= VP-VP, K(r,r') |r=r'— a(rt)?
RO LRURTIRS § SUNEED SN R N ]
SRR LI IS 1+J] vo,-7o, . (34)

The quantity Si is defined in equation (24) and Lij is

(35)

Lij = Lyg = L0 0@ 405 -

As pointed out by Arponen et al.!® these coefficients (Li') have a well-
understood diagrammatic interpretation in terms of the o's.

The additional expectation values that one needs to calculate the
total potential of the positron Vtot in (40a) are

VP> = - ZSfd?xd%y i(x)x(X)v(x-y)<pe(y)x>, (36)

<u® = sd°r i(r)x(r)<Hi> , (37)
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ao(rt) = <a|a,(rt)|e> = -12’[615,i * 0,00 - 8] (38)
where we use the notation
<H:> = <p|e3"(P)g7S(r) ye S(r) ~ST(r) |y (39)

G - <aeS" (Mg (X) (8 () S(X) 78 (X) | 4,

Equations of motion for the wave functions

The equations of motion for the wave functions i and y are straight-
forwardly obtained by writing down the stationary conditions for the action
functional in equation (19) with respect to the variations &Y and &y .
Without going into details we only give here the resulting Schrddinger
equations, which are

ix(rt)

1 i »
<= Pexlrt) - ﬁ 3(rt)-Vx(rt)  + vEOr(r) x(rt), (40a)

—1X(rt) 3rt)-Vx(rt) + T°°%(r) (rt). (4ob)

1.
- — V2X(rt) +
oy ox(re)

X |+

The total potential V'°% is

tot i (@z + a) e e
V (r) = - — V-3q(rt) + ———— - a,(rt) - 2fd%y v(r-y)<p (y) > + <H > ,
2M 2M r r
(1)
and vtot is identical with VtOt, except for the change in sign of the

first term on the right-hand side of equation (41).

The total potential in (41) seems to contain the time~derivatives o
and o through a.(rt) (cf. equation (38)), but these can be eliminated
with the use of the respective equations of motion for ¢ and o presented
in the following section (ecf. equation (53)) , and thus the Hamiltonians
appearing in the Schrédinger equations (40a,b) for x and ¥ are truly inde-
pendent of time derivatives. The problem at hand thus reverts to finding a
reasonable approximation for the sets of parameters {oi,ai}.

If we now combine the two equations (40) in an obvious way, and note
the definition in equation ( 31), we obtain the familiar continuity equa-
p -~

= XX »

tion for the positron density p
2P (rt) +p
—S;—- + V-Jd(rt) =0 . (42)
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Equations of motion for the CCM amplitudes ¢ and o

The calculation of the equations of motion for the CCM amplitudes
proceeds analogously to the ideas presented in the previous section by
finding the stationary conditions for the action functional in (19) with
respect to variations Goi and 60,. In this case, however, the needed func-
tional derivatives of H with respect to o and o. are rather cumbersome,
although in principle straightforward to calcula%e. The variation 8H can
be written in the following form )

8H = fd°r JP(rt)-sd(rt) + 5:7 fd®r pP(rt)sa(rt)
- Zffd%rd3x pp(r)v(r-x)<6pe(x)r> + Jd%r pp(r)<6H: > (43)

Now we only have to express the variations 53, S84, <6pe> and <5He> in terms
of the variations Goi and 651 of the basic amplitudes and to use (43) in
conjunction with the results in equations (28c¢) and (28d). Observing the
continuity equation (42), these two equations (28c,d) are written in the
form

- i4P : - 3P

s, = 1P 5, + 1[si oi] v-J (u1)
[ =1 _ -

SA, = -ipP 5, -im, v-3P (45)
601 1 1

In the actual calculations there will occur partial cancellations between
54, and the first term on the right-hand side of equation (43), because
we find for the functional derivatives of this term :

8 "
—— {facr 3P.53} = i(S. - 0.)V-IP - 1JP-Vo, (46)
50i b 1 i

6 -> - - -> ~
— {ra*r JP.s3} = -im v-3P + iJP-Vo (a7)
Goi 1 i

The equation of motion e.g. for the amplitude oi is now obtained by
taking the functional derivative of}4'with respect to Ei' Taking notice
of (43), (44) and (46) we finally have :

s P E_ E_ 7

i . =—=K where 48
g % 50, . S

_ 1

K = <v°P> + <H®> + S 0T oPr (49)

where the various terms are given in (34), (36) and (37). What appears in
(48) is the convective time derivative

d 3 JP
— a—+ .7 , (50)
at ot pP
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which describes the time rate of change for an observer moving with the
positron. The positron velocity field is

r) Pir) Ly og( L) L2 (51)
oP(r)y oM >t X M
Analogous to equation (48) we have for Ei :
pd - & =
—ipP =5 - 1% 2
10" 95 %1 " 5o (52)

i
We can use equations (48), (52) and (33) to eliminate the apparent time-
dependence of a,(rt) in Eq. (38) and obtain
1 3P >
= -

1 - 6K
p dJd ——pE{N.T*(S."Ui)

8K |
1 1
p p 8oy

oo(rt) = +
° So

’ (53)

i

which now guarantees that the Hamiltonians in equations (40a-b) are truly
independent of time derivatives. We stress that all the equations obtained
above are exact. To be able to calculate the functional derivatives of X,
we must further specify the Hamiltonian of the medium, as will be discussed
later on.

Connection to the Lee-Low-Pines transformation

In addition to the present impurity problem there exist many others,
like e.g. the polaron problem and the meson—nucleus system, which all have
typical common features. Therefore a method introduced for one problem
often can be applied also in the other cases. A particularly convenient
trick of transforming to the impurity rest coordinate system was introduced
for the polaron problem by Lee et al. (LLP)!'2. Two of the present authors
used this transformation earlier for the problem of a positron in an homo-
geneous electron gas!®. The LLP transformation is performed by the unitary
operator

_ (R _ 3ey 2P
U p = exp[i(F - PO)-FP] (54)
where $e is the total-momentum operator of the medium (electron gas),

?p the position operator of the impurity, and 3 is a constant .vector, which
represents the total momentum of the translationally invariant eigenstate
of the total system. The main effects of this transformation are: 1) The

impurity coordinate 7P becomes a "dead" variable and the impurity can be
regarded to be fixed at e.g. #P - 0, 2) The Hamiltonian is reduced to

describe only the medium in the presence of the fixed impurity center, but
it obtains new recoil terms describing the impurity-induced interactions
between the degrees of freedom of the medium.

The Lee~Low-Pines transformation to the impurity-centric description
is a global one, and assumes global translational symmetry. Looking
carefully at the equations of motion of the present article, it can be seen
that the representations (1) or (16)-(17) for the total wavefunction
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actually perform a local (or differential) LLP transformation in which no
global symmetry needs to be assumed. The transformed Hamiltonian is
essentially the K of equation (49), and the term containing the fluctuation
A corresponds to the recoil terms. If the impurity density pp(r) = x(r)x(r)
is constant, it factorizes away from the equations of motion (48), (52) for
o and 5, and the impurity position parameter r remains a constant external
parameter. If, however, the density pp is not constant, like in the cases
of a real lattice, nonstationary state, or spontaneous trapping, new terms
containing Vlog(pp) arise in the equations for ¢ ,¢ from the variations

of the recoil term. These new terms cannot be obtained - at least easily -
by the global LLP transformation.

It is interesting to note that from the point of view of the medium
the positron enters only through the hydrodynamic variables pp and 3p
desceribing classical average flow. The same is true in the opposite direc-
tion; the quantities affecting the impurity wavefunctions Y, i can be
interpreted hydrodynamically to be due to the physical fields and fluctua-
tions describing the medium. The relative phases of the basic amplitudes
x,i or 0,3 are combined within each subsystem (i.e. the impurity vs. the
medium) into such physical quantities, which have classical meaning.

As indicated above, the differential LLP transformation is adequate to
describe spontaneous breaking of translational symmetry like in the case of
spontaneous trapping. There have been suggestions that positron trapping
might occur in low—density electron gas, but to our knowledge the present
expectation is that it does not happen in the metallic density regime.

Generalized coherent bosonization and collective eigenmodes of the medium

Several authors have used the CCM to study the homogeneous electron
gas!'*~!®, The extended version of the theory (ECCM), however, has not yet
been applied to this problem, and therefore we shall remain rather sketchy
about the general formalism, and devote more attention to a few limiting
cases.

As is pointed out in references 10~11, the exponential similarity
transformations of the ECCM theory can be regarded as a definite
bosonization scheme, where the guidelines are sought from a careful
analysis of the structure of perturbation diagrams. In contrast to the
conventional bosonization schemes (like e.g. the Sawada bosons '3/17),
which are based on isomorphisms of the Lie algebras, the ECCM bosonization
is rather aimed at entirely eliminating the quantal interactions of the
bosons to the ultimate extent that the bosons become classical in a
definite sense!°”!!,

The collective eigenmodes are found by expanding the average value of
the Hamiltonian in powers of Goi, 631 around the stable ground state,
and by diagonalizing the leading (second-order) terms of the expansion. The
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result is formally a "Ginzburg-Landau"™ Hamiltonian
Hlo,® + 60, 3,° + 60,] = H[o;°,5,°] + 6

-=E°+ ) ELC + ( terms with CCC, CCCC,...) . (55)

l 2 2
The deviations 60 3 60 are linear functions of the normal-mode ampli-
tudes Cz Cz with coefflcients that are given by the eigenvectors of the
dynamical matrix!®. The dynamics is still given by the equations

i¢ = sﬂ/ac2 ¥

% = —6H/6C2 ’ (56)

152 =
and the amplitudes C, € can be considered to be the average values of

ideal boson operators in the (bi-)coherent states of an ideal boson Hilbert
space.

The average values of all other operators can as well be expanded in
powers of C and C. It is obvious that the leading (quadratic) terms of H
determine the linear response of the system to arbitrary small perturbations.
The higher-order terms (CCC, CCCC, ..) are related to large perturbations
and non-linear phenomena. By the aid of the Poisson-bracket relations of
Ref. 10 it is easy to show that the above formalism exactly satisfies all
conservation laws not only in the linear but also in the non-linear regime.

Coming back to the positron impurity problem, we find that the devia-
tions C and C become functions of the positron position r. For instance,
the electronic energy becomes

He

> Hi =E°+ ) Ezél(r)cz(r) + ( higher terms ). 67

Assuming that the medium would be in its ground state in the absence of the
impurity, the amplitudes then behave, for a fixed index %, as Cz(r),él(r) + 0
in the physical sense as r » «, For an accurate description of the electron
density enhancement the higher-order terms of the Hamiltonian, however,

turn out to be important in the metallic density regime and at lower
densities?»5-13,

The role of the interaction (Vep) is vital, because it is the
driving term of the polarization of the medium' without it there would be
no r—-dependence in the amplltudes R (r) and o, (r), and the recoil A
would be simply zero, and <H®> = E°. The full expression

S"(r)e—S(r) S(r-)|<I>>

veP = -zsfd3rd®x X(r)x(r)vir-x)<e|e a; ax e
where axf, aX are the electron field operators, gives rise to the R

diagrams of Fig.1. Analogous diagram representations can be drawn for <H >
and the recoil term. In constructing such expressions it will be useful to
express the average value of a product of operators in terms of low—order

functional derivatives of the average values of the factors!®.
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Fig.1 The ECCM diagrams for the electron—positron interaction. The small
black triangle corresponds to the positron density factor i(r)x(r); the
dashed line is the Coulomb interaction, and the dotted lines are a mnemonic
showing that the amplitudes o, o and L depend on r. The wavy lines denote
other possible electron-hole pairs.

Summary and discussion

The general formalism presented above is an exact description for the
positron motion in the polarizable medium. It satisfies the conservation
laws, like e.g. the continuity equation, and the total energy conservation.
For example, the slowing down of a fast positron in this picture takes
place through emission of "classical" dissipative wave motion, or elastic
waves, which disappear to infinity in a large system.

In the present article we have not considered specific approximations
to the exact equations. The simplest truncation, SUB1°, would correspond to
the time—dependent Hartree-Fock approximation. This approximation becomes
exact in the uniform limit, which is the limit of high electron density.
The proper eigenexcitations are then the Sawada bosons, which in the low-
momentum regime can be treated classically and thus identified as the
generalized coherent bosons. The other interesting limit is that of low
electron density. The extreme case is the two-body problem where the ground
state is the bound positronium (Ps) atom. Also this case is accurately
treated by the SUB1 truncation. Now the non-linearity of the equations must
be fully considered in contrast to the uniform limit where the linear-
response treatment is essentially sufficient.

As was emphasized earlier, all the observable properties of the system
are in the ECCM method expressible through the quasi-local, linked-cluster
subsystem correlation amplitudes {0,3}, which amplitudes may be interpreted
as the average values of generalized coherent boson operators acting in a
fictious ideal boson Hilbert space. The formalism preserves all the micro-
scopic information in contrast to e.g. the density functional theory, where
the obtained DFT orbital functions do not have close bearing to the true
correlated many-body wavefunction.

The present representation of the many-body wavefunction was shown

above to correspond to a local or differential form of the well-known
Lee~Low-Pines transformation into the impurity-centric coordinate system.

386



As a consequence of this, the equations for the medium contain recoil
energy terms, which correspond to impurity-—induced interactions between the
degrees of freedom of the medium. The advantage of a local description is
that it can be used in a conceptually simple way for translationally non-
invariant systems like e.g. real metals and localization problems.

The formalism leads to separate, but coupled equations of motion for
the impurity and for the medium. From the point of view of each of the
subsystems, i.e. the impurity and the medium, the other subsystem enters
only through classical or hydrodynamical variables. For the impurity system
the theory provides a hydrodynamically complete and consistent description,
in which all the conservation laws are fully satisfied.
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