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A Hamiltonian for two interacting electrons coupled with longitudinal phonons and plasmons is set
up. The phonons are treated in the Frohlich scheme and the plasmons in the single-pole approximation.
We are interested in systems with low electron density (n < 10%°~10?!) such as high-T, superconductors.
It is shown that, in this density range, the electron dynamics do not simply screen the electrostatic in-
teraction but, also, cooperates to the bipolaron formation. Furthermore we find that the binding ener-
gies and the effective mass depend on the electronic density. The features of the effective electron-
electron potential are discussed, mainly for what concerns the self-energy terms and the long-range tail;
the former depends on the pair state and the second shows that the plasmon field tends to screen all the
electrostatic interactions, even the electron-phonon one. It is also shown that the Hamiltonian formula-
tion is equivalent to a dielectric formulation where the total dielectric function of the system is the sum
of the dielectric function appropriate for an ionic of the system is the sum of the dielectric function ap-
propriate for an ionic material and that appropriate for the electron gas. Within this model we calculate
the Bose-condensation critical temperature of a system of correlated pairs and free carriers in a two-fluid
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model at thermodynamical equilibrium.

I. INTRODUCTION

For many years the BCS theory! for phonon-mediated
pairing has represented the theoretical framework for su-
perconductivity. Only recently, with the discovery of
high-T, superconductors have BCS theory and the mech-
anism responsible for the pairing been questioned.

In the last years many alternative theories have been
proposed such as the resonating-valence-bond theory,?
the exciton coupling,® the spin fluctuation models,* and
bipolaron model.>® It has also emphasized the specific
roles of holes’ and dimensionality.® Recently, there have
been attempts to review Eliashberg theory’ for strong
electron-phonon couplings going beyond Migdal-theorem
limitations. '®!!

One of the most remarkable characteristics of the
high-T, materials is a small coherence length of the order
of a few angstroms. For this reason the Bose condensa-
tion of charged bosons,!?> which had been proposed even
before BCS theory, has attracted much attention. In this
approach many properties of the superconductivity can
also be recovered. 12714

Important developments of the theory were obtained
when it was shown that, considering a many-body system
with an effective electron-electron attractive interaction,
it is possible to go from a Bose condensation (bipolaron
mechanism) to a BCS theory changing only the dilution
parameter of the system (nR7 <<1 and nR}>>1, respec-
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tively, where n is the electronic density and R, the bipo-
laron radius). > Moreover, it was also shown that, in two
dimensions, the existence of a bipolaron bound state
makes the many-particle system unstable versus a super-
conductivity state; furthermore, if the binding energy is
large with respect to the Fermi energy, we have a Bose
condensation and in the opposite limit a BCS state.'®
The conclusion is that the bipolaron mechanism and BCS
theory are complementary treatments of the same
phenomenon.

In this scenario it is clear that a crucial problem is to
understand whether or not two electrons can form a
bound state through interactions with the phonon
field.'7% In a previous paper’* we presented results
concerning the binding energy of two electrons interact-
ing with a phonon and plasmon field. The idea was that,
at low electron densities, the conduction electrons parti-
cipate in the binding energy of the bipolaron not only by
the screening of the electrostatic interactions, but also by
a cooperative effect.?%2

In this work we extend this theory in such a way to cal-
culate both binding energy and effective mass. We dis-
cuss the features of the effective electron-electron interac-
tion and show the equivalence of the approach to a
dielectric formulation. The electron-phonon interaction
is treated in the Frohlich approximation,?’ and the sea of
other electrons is studied in the single-pole approxima-
tion.?® We find that the problem reduces to that of two
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electrons interacting with the phonon and plasmon boson
fields and repelling each other with a Coulomb force;
moreover, a phonon-plasmon interaction is introduced.?
Since the part of the Hamiltonian referring to the boson
fields is exactly diagonalized, we reduce the problem to
that of two charges interacting with two independent re-
normalized fields. The binding energy and effective mass
of the bi-plasma-polaron (BPP), i.e., the bound or meta-
stable state formed by two electrons in interaction with
the renormalized boson fields, are calculated with a self-
consistent variational procedure. The main result is that
these quantities depend on the electronic density (the di-
mensionless parameter which controls different density is
k=wp /\/eww,, where ®,, 0, and €, are the plasma fre-
quency, the longitudinal optical-phonon frequency, and
the high-frequency dielectric constant, respectively) and
that in the regime of low density (A <1) the phonon and
plasmon give cooperative effects to make more bound the
BPP, whereas in the opposite regime all the interactions
are completely screened by the electrons and the BPP
cannot form even in a metastable state. The effective
electron-electron interaction can be also calculated; the
self-energy terms show explicitly the dynamical and static
screening effects played by the electronic density.3%3! Fi-
nally, if the BPP radius becomes large, the total energy
and the effective mass of the system reduce to those of
two free plasma polarons (PP’s), i.e., a particle in interac-
tion with the two renormalized boson fields.

We show also that the results regarding the interaction
of the external charges with the renormalized fields can
be also obtained through a dielectric formulation of the
problem in which the total dielectric function contains
the sum of the contributions of the ionic part and the
electronic one. The two formulations have different ad-
vantages, so that the effective electron-electron interac-
tion is easy to calculate in the Hamiltonian formulation,
whereas any improvement in the knowledge of the dielec-
tric function allows us to know more realistic renormal-
ized frequencies and consequently more reliable coupling
of the external charges with the boson fields.

It can be also shown that the random-phase approxi-
mation for an electronic interaction given by the sum of
the bare electron-electron and electron-phonon interac-
tion3? gives the total dielectric function considered above;
consequently, our approach is not as poor as it would ap-
pear.

In all our results it appears that the corrections to the
PP and BPP masses with respect to the band mass are
very large. The total momentum, i.e., the sum of the
center of the mass momentum of the pair and that of the
phonons and plasmons, is conserved, whereas in the BCS
(Ref. 1) and Eliashberg treatments’® the pair momentum is
zero. The consequence is that, in our case, the pairing,
even in the case of zero total momentum, does not occur
between particles with exactly opposite momenta.

All our calculations are done for A <2, so that the con-
dition nR} <1 is verified, and therefore it is meaningful
to consider only one pair of electrons in interaction with
the others.

Finally, we calculate the critical temperature T, for the
Bose condensation of the BPP gas at thermodynamical
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equilibrium with the PP one, using a two-fluid model. 3

Since our calculations are physically reliable for A <2, the
highest density considered is n ~10% cm 3. We find that
T, increases with A, and it is about 50 K for A=2.

We believe that the described effects could be relevant
for the high-T, superconductors, because their electronic
density is small, the correlation length is comparable with
the polaron radius, and their high-frequency dielectric
constant is small with respect to the static one. A reason-
able estimate of the electron-phonon coupling constant a
for the high-T, materials gives a~8. Such a value is
near the upper (lower) limit for which the intermediate-
(strong-) coupling polaronic theory applies. This means
that a complete theory of the electron-phonon coupling
in high-7, superconductors should take into account
both features. This work is complementary to those in
which the strong-coupling electron-phonon scheme is
used.

In Secs. II and III the model and its equivalence with
the dielectric formulation are discussed. In Sec. IV the
variational self-consistent procedure for the calculation
of the ground-state energy and of the effective mass is
presented. In Sec. V the features of the effective
electron-electron potential are shown. Finally, in Sec. VI
the numerical results are discussed and in Sec. VII the
critical temperature is calculated.

II. THE MODEL

In this section we set up a Hamiltonian describing two
external electrons or holes (without loss of generality, in
the following we will assume that the charge carriers are
electrons) interacting with each other through a Coulomb
repulsion and with both longitudinal optical phonons and
plasma oscillations. The physics we have in mind is the
following. By singling out of an electron gas two elec-
trons interacting through long-range plasma excitations,
we reduce the many-electron problem to a two-electron
problem where the action of the whole electron gas is
taken into account in terms of plasmon exchange between
the singled out electrons. In doing this we are dealing
with a sort of mean-field approximation in which the
long-range part of the electron-electron interaction is
correctly represented. We have to stress that in this pa-
per the exchange effects are not considered.

Our approach is based on a set of motion equations
which describe the dynamics of the optical phonons in
the Frohlich scheme and that of the electrons in the
plasmon pole approximation. As far as the phonons are
concerned, we introduce the classical quantity W(r,?),
which represents the relative ionic displacement in the
elementary cells of the lattice. Within the Frohlich
scheme the classical motion equation for the spatial
Fourier transform W,(?) is given by

d2

?Wk(t)anwk(t)—i—blek , (1)
where b; and b,, are constants to be fixed and E, is the
spatial Fourier transform of the total electric field. We
also introduce the ionic polarization P(r,?), whose spatial
Fourier transform P,(z) is related to the ionic displace-
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ment and to the total electric field by the constitutive re-
lation

P (1)=b, W (1)+byE, , %)

where again the constants b, and b,, are to be fixed.

As far as the plasmons are concerned, the effect on the
dynamics of the two external electrons will be taken into
account only through the electron-density fluctuation
plr,t), which characterizes the collective excitations of
the charged gas. In the plasmon pole approximation or,
equivalently, in the hydrodynamic approximation, the
spatial Fourier transform of the density fluctuation
satisfies the equation

2

d? wp n
?Pk:_ﬁ’k'Ek_g(a’i_w; )Pk > 3)
where co12,=(47rne2)/m, . is the k-dependent plasmon

frequency, n is the average electron density, and m and
—e are the band mass and the electronic charge, respec-
tively. The coupling between the ionic motion and the
electron-density fluctuations is given by the total electric
field E,. This field must satisfy the equations

ik-E,=4n[p,—ik-P,—eexp(—ikrT)], (4)
kXE, =0 . (5)

Equation (4) is the Gauss law, in which the total elec-
tron density is given by the sum of the electron-density
fluctuation, the charge density arising from the ionic po-
larization, and the external electron localized at r. Equa-
tion (5) assumes that the total electric field has com-
ponents only along the wave-vector direction. This as-
sumption fixes b;, = —w?, where o, is the frequency of
the transverse optical phonon. Moreover, if the driving
field has a frequency larger than those of the phonons,
the ions cannot follow the variation of the electric field,
so that w,=0 and consequently b,,=(e,—1)/(4m),
where €, is the background high-frequency dielectric
constant.

From Egs. (2), (4), and (5), it is possible to calculate
k-P, and k-E; as a function of k-w, and p,. By substitu-
tion in Egs. (1) and (3), we obtain for the quantities
uy, =k-wy /k and z, =p, /(ik) the equations
d*u, ) 41b |,

47Tb12e
——“=—m1uk+ Zy T .
dt? €0 ike,,

exp(—ik-r), (6)
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d’z, oy o2b wle
p“12 P .
=——z Uy — - exp(—ik-r), 7)
dt? e, T e, " ke, P ) (

where ; is the longitudinal optical frequency and
b, =[(e, /4m)w?—w?)]"%. The classical Hamiltonian
which gives the motion equations (6) and (7) and the
equation of motion of the electron can be quantized. The
result is

— i 1 fioy
Hy,=73 ﬁw,(akak-i-?)“‘—“/“‘——
k €

+2Z(af+a_ )b, —by)
+(V,e*Tq, +H.c.)

(bib+1)

) 2
+(Uge™ ™, +H.c.) |+2—, ®)
2m
where
2 1/2
i% Op 0
zZ, =——|———(1— N
g 2 C()k\/fw( n)
1 | 2me’w,f 12
Vk__; Ve - ’
U _ i 27re2w12,1‘i 172
Kk Vo, el ’
—ew
n— € ’

and where V is the volume. The operators ak(al) and
bk(bI) are the annihilation (creation) boson operators for
phonons and plasmons, respectively.

The term containing Z, gives the interaction between
phonons and plasmons;?° the term whose coefficient is ¥
gives the Frohlich?’ electron-phonon interaction, and the
term whose coefficient is U, gives the electron-plasmon
interaction.>* Summarizing, Eq. (8) gives the Hamiltoni-
an of an electron, a phonon, and plasmon fields in in-
teraction.

If we have two electrons interacting with the two bo-
son fields and repelling each other through the Coulomb
force, the Hamiltonian (8) becomes

(0]
H= |#oafa,+1) +i—=(bib+1)+Z(af+a_ )b —by)

k Ve,

F V(e ™+ e™  a, +Hoe. [+ [Up (™ e

2 3
ikt Pi | P> e?

b +H.c.] |+t ot ———— . 9)

2m  2m

The Coulomb repulsion between the two external electrons is statically screened by the background high-frequency

dielectric constant €.

Introducing the coordinates R of the center of mass of the pair, the relative position r=r,—r,,

and the conjugate variables P and p, the Hamiltonian becomes
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WDy

H=§ ﬁw,(alakw‘—%)%—h‘/_(b{bk+%)+2k(a£+a_k)(bT_k——bk)

o0

, 2
+pp(r)e™R(Vyay + Upby)+H.c. ] +7PA7+
with M =2m, u=m /2, and p(r)=2cos[(k-r)/2].
Hamiltonian (10) commutes with
(11)

P=P+#3 k(aja, +bib,),
k

which is the total momentum of the system. Our goal is
to construct the ground state of Eq. (10), taking into ac-
count the conservation law (11). We consider first the

Hamiltonian
too iy, POk oy
H0=2 ﬁa)l(akak+7)+ _(bkbk+-;—)
K Ve,

+Z(af+a_ )bt —by) (12)
and note that its structure is similar to that considered by
Hopfield®® for the polariton problem. It can be shown
that the constants Wy, X1k, Y1x> Z1k> Wak> X2ks Yok, and
Z,; can be fixed in such a way that the canonical transfor-
mations

oy =wiay +x by +ywaltzpbly

oy, =Wk ay + X5k by +yualtzubly,

o=, * * F * pt (13)
aly =Yikktzikby twia _Fxhb i,
a1k2=y§‘kak+z§kbk+w§katk+x;‘kbtk

satisfy the relations

[akivagj]zsijakq: [ayi,aq;]1=0, (14)

[awi, Hol=#iQ(K)ar, [afs, Hol=—#0(K)al; ,  (15)

where (); are the new frequencies to calculate. The above
problem has been solved;*? defining &, =w; /V €., we
obtain, where i=1,2,

204k)=&%+o?

H—1)"N (@2 —w))?+ 166, 0,|Z, /#?,

(16)
Xy = p— , (17)
2T,V &,
Yik = £ ; ’ (18)
ATV &, Q,
Z, o (0, +Q;)
wl_k:____k__k__.l___’_ , (19)

thi\/@k Q;
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P e (10)
2u €7
[
(&, —Q Nw?—Q2)
= k i _l__— i , (20)
2TV @, Q;
1/2
P 1/2 ) .
Tki= 4 |— cT)ka)I-i-(a),—Qi) (21)

The above canonical transformation applied to the Ham-
iltonian (9) gives

H= }k; {ﬁQl(aLakl+%)+ﬁ92(a£2ak2+%)
+Ipe(De* R (Vyay + Upey,)+H.c.]}
2 2 2
+ 2 p e

2M  2u e, r’ @2
where
Vie=Viwh =y )t Uxte +z1) (23)
and
U=V (wh—y3)+U(x3 +z5) . (24)

In the transformed Hamiltonian (22) the problem is re-
duced to that of two particles interacting through a
Coulomb field and with two independent renormalized
boson fields. The coupling of the electrons with the new
fields is through ¥, and U, which are functions of the
two old coupling constants ¥V, and U,. The features
of the new frequencies Q;(k) and of ¥, and U, can be
studied introducing the dimensionless parameters
A=w,/V €,0;, sy =0 /w,, and 1=€, /€. We obtain
for A0, i.e., for small electronic density,

Q,(k)—o,[1+A2(1—7)]"2, (25)

Q, (k) MsZ—1+m)1% (26)

ViV, 27
S’i/z

fjkl—VY]Uk (28)

(s—14+m)'* "

It can be seen from these equations that ), goes to the
phonon longitudinal frequency and the corresponding
coupling reduces to the Frohlich term, while Q, and U,
go to limits whose meaning is clear when the plasma fre-
quency is not dispersive (Q,—~w, /V/ €y, Uy —>Upn*’*)

In the opposite limit A >>1, we have

172
Qusay (A2 121 (29)
Sk
1— 172
Qy>0, {1——21] , (30)
Sk
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VkHUk , 3D 1 T w%—wt
I —_—— | == S(w—
_ Vi i M e) |2 eno 2T
Upgr——i

1—= 1. 32
_—

[1—(1—mn)/s?]'*
From Egs. (29) and (31) it is seen that 2, goes to w; and
V, to the electron-plasmon interaction; Q, and U, go to
complicated limits whose physical meaning can be ex-
tracted setting s, =1. In this case, Q,—w, and U, —0,
indicating a complete screening.

II1. DIELECTRIC FORMULATION

An alternative and fruitful approach to the Hamiltoni-
an discussed above makes use of the knowledge of a
dielectric function appropriate to the specific system un-
der investigation. The line of reasoning is the following.
First, let us consider the model Hamiltonian

H= @, b} by nt+ 3 Cprlby ™ P+H.c.),
k,n k,n

(33)

where C, ; and o, , are parameters to be determined,
and assume that the external charge is moving along an
arbitrary path r(¢). The Fermi golden rule leads immedi-
ately to the energy transfer AE from the external charge
to the boson field, 3

2

_2m [ 14
AE=F [ Tdo

(2m)?

[ d%k 3, 0|C, ik 1P|pex(k, )]

X, ; —w), (34)
where

pex(k,w)———fm dt e'lero—ot]

Let us now calculate the same quantity AE starting from
the Maxwell equations and considering a medium charac-
terized by a dielectric function €(k,®). We have3®

dk redo o
AE =8me? — 2
me f 2m)? fo Py kz\pex(k,a))l
1
XI — .
m elk,w) (33
Comparing Egs. (34) and (35), we obtain
4e’# 1
C,il? —w)= - .
g\ ik |28, — o) | s (36)

Note that e(k,®) does not include the effects of the exter-
nal particle.

As an example of the utility of (36), let us consider the
case of an electron in a polar material. If the material is
described by the approximate dielectric function®

o —o? ]
b

—— 37
t

elk,w)=¢€, [1—

it is easy to show that

By using Eq. (36) and noting that our model dielectric
constant has only one zero at ®=w,;, we can recover the
usual electron-phonon Frohlich coupling constant.?’ The
same scheme can be used to derive the electron-plasmon
coupling constant within the plasmon-pole approxima-
tion for the electron-gas dielectric function.

The case we are interested in is the interaction of an
external particle with a bath of phonons and plasmons.
A widely used approximation for the dielectric function®?
is

w%—w? &)12,
ek,w)=€, |1——F—5—— 5 3 , (38)
o‘—0; 0+, k)

where w(k) is the plasmon dispersion and &, =w, / Vie,.
The zeros of e(k,w) give the eigenfrequencies ); of the
coupled phonon-plasmon system, which are the same as
those found in Eq. (16). It is convenient to rewrite (38) in
the form

elk,0) e, ?—Q3k)  o*—Qkk) |’
where
R'(k):(__l)iﬂ%(&)f,+w%—w%)-—ﬂ%ﬂ%-—wf(i[);—a)i)
| o3-0} |
i=1,2, (40)
so that it is immediate to have
1 T

— = R, (k —Q,(k

Im elk,0) 2&)600[ 1(kdle 1(k))

+RL(k)8(w—Qy(k))] . (41)
From (36) the coupling coefficients are

2men Ri(k)

C %= .
i Vk2e, Q,(k)

(42)

It is only a matter of lengthy algebra to show that these
coupling coefficients are identical with those derived in
the previous section. The reason for this identity lies on
the internal consistency between the model dielectric
function of Eq. (38) and the equations of motion (1) and
(3).

The equivalence shown gives the possibility, using im-
proved total dielectric functions, to know more realistic
coupling coefficients between the external charge and the
renormalized fields. In particular, the knowledge of the
dielectric function for the free electrons €,,(k,®) permits
one to calculate the plasmon dispersion relation. In fact,
from Eq. (38), neglecting the ionic contribution, we ob-
tain
€4(k,0) /€,

2y = 2
@ k) Or e (k,0) /e, —1

(43)

It is worth pointing out that the two equivalent formula-
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tions of the problem have different advantages. Whereas
the dielectric formulation, summarized in Eq. (36), pro-
vides us with the ability to obtain more reliable renormal-
ized frequencies (); and coupling coefficients of the fields
with the external charge any time a better model dielec-
tric function is available, the Hamiltonian formulation
permits us to construct reliable PP and BPP states and
effective electron-electron potentials, as we will see in the
following sections.
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parts is the random-phase approximation for an electron-
ic interaction sum of the bare electron-electron and
electron-phonon interactions. >

IV. VARIATIONAL METHOD

The conservation law of the total momentum [Eq. (11)]
is taken into account through the unitary transformation

— S (O — 1 _ il .
The equivalence indicates also that our Hamiltonian U — ¢XP [' [Q 2 kay oy, zkakzakz] R] : (44)
; ) - k k
formulation has good physical grounds, because a dielec-
tric function written as sum of the ionic and electronic The transformed Hamiltonian reads
J
. _ ﬁZ 2 2
_ 1 _ _ i — i 24 P €
H U 'HU M Q % kaklakl % kakzakz + 2’[_[, + er
+ 3 {#Q(af oy + D +AQ(af oy + 1)+ o)V + Ty )+Hec 1}, 45)
k
where #iQ is the eigenvalue of . The trial ground state is
[$)=U,(r)U,(r)|0)¢(r) , (46)

where [0) is the vacuum of oy and ay . The envelope function ¢ is chosen to be as a 1s hydrogeniclike wave function

and the operators U; and U, are given by

U, (r)=exp [zlfkmakl—f:(r)al,l] ,
k

U,(r)=exp [ > [gk(r)akz—gi‘(f)alzl ] .
k

The set of functions ¢, f; (r), and g, (r) are determined variationally minimizing the total energy

Er(Q)=(y|H|p)

(¢| |2

1. .
(Q—K;—K,)*+ z(jl‘i‘]z)zﬁ- "

2
+2ﬁ—M S K fu0P+HE2 g (D ]+ 3 [AQ ] fi(0) [P+, gy (r)]?]
k k

= 3 (Pl VS i (0)+ Tigi (0] +c.c. )
K

where we have defined

Kl= 2k|fk(r)|2 ’
k

K2= Zklgk(r)|2 ’
k
jlzzﬁ;z DV fE (D)= FEDVf(D],
k

=2 3 [a(r)Vei (D=8 (Vg ()] .
k

’¢> :

The functional variation of E(Q) with respect to £ (r) and g (r) gives differential equations

#k?  #

2M M
#i

ﬁZ

2u

szk(r)+:;7V¢2-ka(r) ]+ [mﬁ

1

2ip ¢?

._._._k.(Q_

(47)
(48)
2 2 2
V. A _ﬁ_ 2 2
+ Gwr+ 2# §[|ka(r)| +|ng(r)| ]
(49)
(50)
(51)
(52)
(53)
K;,—K,) fk(l')
(V- [+ i) (D] + %G1+ 3) V(D) =Pipr  (54)
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and
2 27,2 2
—Eﬁ; v2gk(r)+:;7v¢2~ng(r) + (ﬁﬂ2+ ’;"‘4 —%k-(Q—KI—KZ) gy (1)
%1 .. .. _
_Ea?{v'[(Jl+Jz)¢2gk(r)]+¢2(JI+JZ)ng(r)}:Ukpk- (55)

These differential equations are nonlinear and coupled through j,, and K,,. Setting Q=0 and assuming
j1=3,=K,;=K,=0, it is seen that the solutions f,(r) and g,(r) are consistent with this assumption. However, this is
not true when Q0. In this case we use an approximation borrowed from polaron theory, which allows us to linearize
the equations. This approximation consists in substituting K and K, with their average values on ¢,

(¢|K1,2|¢>=01,2Q » (56)
where the assumed proportionality to Q allows the self-consistent evaluation of the constants o, ,. The contributions

from j, , are negligible.
Solutions to Egs. (54) and (55) can be searched for in the form of series of spherical harmonics,

12
3
filn= | &) LS 7,07 (@Y, () (57)
v k Lm ’ ’ '
(2P 2,
g (D= |2 | - S8 (N (00 (0) . (58)
4 ki ’ ’
The envelope function ¢ is chosen to be of the form
B+3/2
s(n=—21 8~ (59)
VT(2B+3)

with y and BB variational parameters. With these approximations it is possible to find an exact solution of both Egs. (54)
and (55),
1/2

28 Vi dmi'&{ 2 rbe

ﬁZ

—grnTlay)

Ser= T(b)

_r_
(27)?

t(1—€ /28 .
J

% J(kt 72E)[1+(— 1) ]¥(a,,b,&t)

(D(al’byglr)fgmdt tbA‘gei
1"

1(1—€ /26,

&yr —
X\I!(al,b,glr)foldt 12 ~%e ikt /26 [1+(— 1) ]®(a,,b,E0) | (60)

[

where effective mass is organized in several steps. The first step
2 12 is the self-consistent determination of o, and o, for
= 2B+ 1) +4ll+1)] (25+1) , (61) chosen values of the variational parameters ¥ and 8. The
2 second step consists in the calculation of the total energy
[Eq. (49)] corresponding to a given Q. This procedure is
’ repeated for several y’s and ’s until a minimum in the

total energy is found.
(62) It can be shown analytically that for y =0 and =0
€ =&—2y , (63) the total energy E(Q) reduces to that of two free PP’s,
E (Q), so that it is correct to define the BPP binding en-
b=2(B+1+¢), (64) ergy E, as the difference between the total energy and

€ that of two separated PP’s both calculated at Q=0.
a, =&+ —1(ﬁ+1) s (65) When E, =0 the BPP can form and it is in a bound
i state. Physically, this is due to the competition between
(66) the polarization energy and the Coulomb repulsion. The
choice of the envelope function [Eq. (59)] reflects this
The solution for g, ; is identical in form to Eq. (60) and is competition.
obtained by changing the subscript 1 with 2. In the limit Q —0, E-(Q) and E_(Q) can be written in
The actual calculation of the BPP binding energies and the form

172
#k® #
oYY Mk Q(l1—o0)

&= 7, +

0=01+02 .
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ﬁ2

E =Er,+ z, 67

r(Q)=Er, 2M,‘Q (67)
ﬁZ

as(Q)_ as0+ QZ’ (68)
4dm*

where M* and m* are the BPP and PP effective masses,
respectively. Their estimation is obtained by fitting Eqgs.
(67) and (68) to the numerical data. It is found that M*
and m* are independent on Q for a large range of this
quantity in the Brillouin zone.

V. EFFECTIVE POTENTIAL

The minimization of Eq. (49) with respect to the state ¢
shows that it is an eigenstate of the Schrddinger-like
equation of a particle of mass u with the effective self-
consistent electron-electron potential
V=2 + S (V04 | Ve (1)?]

eff enr  2u 2 k k

ﬁZ
+ —_
2M %

+ 3 [5Q,] fi(r
K

(K2 f (02K (g (r)]?]
)2+, gy (1)]?]

—2{pk[f;kfk(rH-ﬁkgk(r)]-i—c.c.} . (69)
k

This quantity has very interesting properties. It will be
studied systematically in a future work, showing here
only that it contains many important physical features.
We consider only the case Q=0.

In the limit » — o, V4 can be calculated from (69) tak-
ing for f,(r) and gk(r) the corresponding asymptotic ex-
pression

l(k r)/2_+_e i(k-r)/2

(n=2Lp, :
fuln=% [7/2+ 2u/#)Q,+Lk2]

el(k-r /2_+_e —i(kr)/2

2u
(r) o : (71
8 7 [y 4+ Qu/f,+ Lk

(70)

The V.4 obtained in this way contains a constant term
E o, which represents the self-energy of the pair. This
conclusion is similar to that obtained by other authors for
the excitons.3®3! To understand the features of V' o> 1t 1S
useful to calculate it using for f,(r) and g, (r) Egs. (70)
and (71) with y =0 and assuming that the plasma fre-
quency is not dispersive.
The terms not depending on r give E, o, i.e.,

E 2at i + Fi (72)
as,0 — —2afiw — —
,0 ! \/R1 \/Rz
where
\/(l—n)/Rl—HRZ—-l)/\/(l—
Fl ’
[(1—R?)?+AX1—n)]'"2
____ — (73)
o \/(l—n)/R2+(R2—1)/\/(1—
27 ’

[(1—R32)2+AY1—n)]'?

12 973

and R, =Q,/%iw;, R,=Q,/tfiw,.
particular cases can be studied.

(a) If A—0, —2afiw, is found, which is the self-energy
of two free electrons interacting only with the phonon
field.

(b) If n— 1, which means that the ionicity of the crys-
tal is not considered, E, (—E;=—e /e wRp, with

——(ﬁ\/ €../2mw,)'?. This is the self-energy of two
electrons 1nteract1ng with the plasmon field in an approx-
imation similar to that of Frohlich for the phonon field.
This value, as that for se polaron, is due to the dynamics
of the external electrons and plasmons.

(c) If A— o, we obtain the same limit as point (b).
This means that the increase of the electron density
screens the ionic effects, but the self-energy due to the
plasmon field tends to — o. In Fig. 1 we show the quan-
tity A=E,  o—E as function of A. A can be interpreted
as the phonon contribution to the self-energy of the pair,
including the effects due to the dynamics of other elec-
trons. We see that for A <2 (i.e., n <10?° cm 3) the dy-
namics of the electrons tends to screen partially the
electron-phonon interaction. This fact is relevant for bi-
plasma-polaron formation. On the other hand, for metal-
lic densities (n ~10%2 cm™3), the electron screening is
complete, as expected.

In V4 there is also a long-range tail given by

F? F}
R, R,

From this result some

2 e2

VLR(r)_‘——‘—

€Ll

(74)

whose properties are the following.

(a) For A—0, it becomes e?/eyr. This means that,

0

4/2a (polaronic units)

T ] T s r
A

FIG. 1. Difference between the pair self-energy in the pho-
non and plasmon field and that of the plasmon pair self-energy,
A/2a, as a function of A (A measures only the ionic contribu-
tion). We see that the phonon effects are meaningful for elec-
tronic densities less than A=4 (i.e, n ~10%° cm™3). We stress
that in the high-T, superconductors the densities are only
slightly higher.
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when there is only the phonon field, the electron-electron
potential, at large distance, is screened by the static
dielectric constant. This result has been also obtained in
the case of the excitons.’

(b) For n—1, the long-range tail Vg is zero. This
means that, if we have only the plasmon field, the
electron-electron potential is screened by the other elec-
trons.

(c) For A— o0, we obtain the same result as point (b),
which means that, in the large density limit, the free elec-
trons screen completely the electron-phonon and
electron-electron interactions.

The remaining terms are exponentially decaying with
screening constant given by RP_1=(2m w;/#)"? and
R;l. The relative weight of these depends on A: For
A—0, the screening factor is RP_’ and in the opposite
limit is R ;.

In the above discussion it appears that, also when the
electronic density is large, the self-energy of the polarons
is always due to dynamical effects, whereas in the exciton
case®®3! it has been shown that it is —ezko /€., where k
is the Thomas-Fermi screening constant. We do not dis-
cuss such problems in detail in this work, but we show
only that, taking for example for €4(k,0) the Thomas-
Fermi expression to calculate through Eq. (43) the disper-
sion of the plasmon branch, such a limit is contained in
our model. In fact, we obtain

PERLC
a)(k)=(op 1+——2 , (75)
ko
which is approximated by the expression
k2
(k)= 1+— (76)
1) w, 252

for small k to permit analytical calculations. Neglecting

ionicity effects, the self-energy is given by

o
2R kG

62

R

as,0

172 1
V2R kg ] '

(77)

600

pl

From this expression we see that in the limit of high den-
sity, i.e., R3k§<<1, E, o——e’ky/V2e,, and in the
opposite limit E, ,— —e’/€, R, which clearly shows
that in our model the dynamical effects are more impor-
tant than the static one in the low-density limit and vice
versa. We note that in the high-density limits E, , is a
fraction of that usually found in the literature. This is
due to the development of w(k) done in Eq. (76). Finally,
we find that, also in this case, the long-range tail of the
electron-electron potential is always zero and that the
short-range part decreases exponentially with the
Thomas-Fermi screening factor k, in the high-density
limit and with R !in the opposite limit.

VI. RESULTS AND DISCUSSION

Assuming the plasma frequency not dispersive, we
have calculated the total energy E,(Q) of the BPP, the
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self-energy E, (Q) of two single PP’s, the effective mass
M*, the radius R, of the BPP, and the mass m* of the
PP. Using as units for energies and lengths #iw, and R,
respectively, and for the effective masses M * and m* the
band mass m, the above quantities are functions of A, «,
and 7. The first parameter is connected to the electronic
density through the plasma frequency; its value depends
on the electronic density, but also on the band mass of
the electron, on the energy #w, of the longitudinal optical
phonon, and on €_,. Although the results of this section
are independent on the values of these quantities, we need
to fix them for the calculations of the next one. We take
then m =5m,, m, being the free-electron mass, #iw; =70
meV, and €, =2.5, so that A=1 means an electronic den-
sity of n =4.45X 10" cm 3.

We minimize the total energy (49) with respect to B
and v, using, for f(r) and g,(r), Egs. (57) and (58). In
Figs. 2 and 3 we report the binding energies
E,=Er,—E,, and the self-energy E, /2 of one free
PP for fixed values of a and 7 as a function of A. The
value of a chosen is 8 and those of 1 are 0.01 and 0.05.
These choices are reliable for high-T, superconductor
materials. We know?? that when the bipolaron exists
(axZa,) there is a maximum value of 7,7, such that for
1= 1,, the bipolaron cannot form. The values of 7 con-
sidered are such that, for a=8, »=0.01 and 0.05 are
smaller and larger than 7, respectively.

We see that, for 7=0.01, the binding energy E, is neg-
ative for small A (the BPP can form), but becomes posi-
tive with increasing A. In these last cases there is a rela-
tive minimum for Er, so that the BPP exists in a meta-
stable state. It appears clearly from the numerical results
for A =1 that cooperative effects between plasmons and
phonons increase the stability of the BPP; for larger A,
the screening effects become more important and the

= 0.1
= | a=8
= 0.075 I
Q L
k= [
S 005 F
E L
2 0.025
>
0 0
5] N
Gg) L
o-0.025
£
= -0.05
= ,
-0.075
-0.1 |

| N R PR BT e AR |
0 02505075 1 12515175 2
A

FIG. 2. Binding energies of the bi-plasma-polaron are shown
as function of A for a=38 and 7=0.01 and 0.05. A=1 indicates
an electronic density of 4.45X 10" cm™3. The energies are in
units of #iw;.
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Easo0/2a (polaronic units)

-1.4

-1.5

-1.6
R T T D D D T T T
C 02505075 1 1.251.51.75 2
A

FIG. 3. Since the self-energy of a free plasma polaron is pro-
portional to a, the quantity E, o /2c is drawn as function of A
for n=0.01 and 0.05. The energies are in units of #iw,.

BPP state becomes metastable. From Fig. 3 it can be
seen that the PP self-energy increases going from 17=0.01
to 0.05. Since a larger 1 implies a smaller ionicity of the
lattice, the increase of the self-energy is ascribed to
plasmon exchange. A similar behavior can also be seen
in Fig. 2 where, for n=0.05, E,, for small A, is larger
with respect to 7=0.01; the BPP state starts out as meta-
stable and then becomes bound. Increasing A, E, be-
comes comparable in the two cases while the states are
found. Finally, increasing further A, E, increases and be-
comes zero or slightly positive. We have done our calcu-
lations for A <2 because the dilution parameter nR; does
not become larger than 1, as we will see later.
The BPP radius is calculated through

R,= [ rP¢(r)?dr , (78)

so that also the dilution parameter nR; can be known.
We find that the BPP radii are nearly constant for given
a and 7 as function of A; their values, for a=38, are 3.7
and 3.9 for n=0.01 and =0.05, respectively. The dilu-
tion parameter ranges from 1073 for A=0.01 to 1 for
A=2, and t here are no significant variations with . We
see that the BPP radius and the dilution parameter are so
small as to justify the hypothesis to consider only one
electron pair and to neglect the correlation and exchange
terms. We can also see that the Pippard coherence
length £,=(V'3/2m)R, is small (tens of A) and that k&,
where kj is the Fermi wave number, is always <1, in
agreement with the results for the high-T, superconduc-
tors.

Finally, in Figs. 4 and 5 we show M * and m *, as func-
tions of A, for fixed a and 7. Since the plasmon branch is
assumed not dispersive, m *, the PP effective mass, can be
calculated analytically. We find
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FIG. 4. Bi-plasma-polaron effective mass M* are shown as
function of A for =8 and 7=0.01 and 0.05.
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From Fig. 4 it can be seen that m* is divergent for A—0.
This divergence deserves a comment. First of all, we ob-
serve that the branch Q, vanishes for A—0. It is well
known from the polaron theory®® that when the boson
frequency vanishes an unphysical divergency of the mass
is introduced which can be removed by taking into ac-
count two or more boson processes. As far as our calcu-
lation is concerned, we do not attempt to account for
those high-order processes. As a consequence, the results

z
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FIG. 5. Quantity 6(m*—1)/a is shown as function of A for
7=0.01 and 0.05.
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concerning the PP and BPP cannot be trusted for A <0.1.

From Fig. 4 it can be seen that M* behaves in a way
similar to m*. In particular, for large A it tends to 2m *,
as we expect. On the other hand, m* is a decreasing
function of A and for A— o goes to m.

VII. BPP BOSE CONDENSATION

Since we have found that the BPP radii are so small
that, for any density considered, nR,fS 1, we consider
these composite particles as well-defined bosons responsi-
ble for the supercurrent in the high-7, materials. The
properties of the system can be studied following the ap-
proach introduced by Blatt, 33 who considered a two-fluid
model where PP’s, and BPP’s are in thermodynamical
equilibrium, respectively. We calculate both the Bose-
condensation critical temperature and the PP and BPP
relative populations as follows. Because of the particle
conservation, the total number of particles, N, in the sys-
tem can be written as the sum of the PP’s and BPP’s
present,

N=T {exp[B,(e,—u)]+1}7!
k
+2 3 {exp[By(mp—2u)]—1} 71, (80)
P

where B, =1/K, T (K, and T are the Boltzmann constant
and the temperature, respectively) and €, and 7, are the
excitation spectra of the PP and BPP, respectively. On
the basis of the results of the previous sections, the spec-
tra for both kinds of particles are

2k2
5 nk:Eb‘F'g‘A}: . (81)

#k?
B 2m*

€k

In Eq. (80) we have used the condition for the chemical
equilibrium3? which fixes the relation between the two
chemical potentials 4= pupp=pgpp/2. From Eq. (80) we
obtain p=u(N,B,). In particular, the critical tempera-
ture T, is found from the same Eq. (80), setting u=E, /2.

In Fig. 6 we show the critical temperature versus the
normalized total particle density A, for « =8 and n=0.01.
We note that T, is near to the Bose-condensation temper-
ature Tc,

g—_ h*  n?”?
¢ 5.224mky M*

2/3
(82)

of a gas of density n =N /V for small A; for higher A, we
have small deviations due to the increase of the fermion’s
population.

Our rough estimate of the critical temperature suffers
from an overestimation of the screening effects. This fol-
lows from the fact that the binding energy E, is always
calculated as if all the particles participate in the screen-
ing as unbound PP’s. In reality, as soon as BPP’s are
formed, the number of PP’s participating in the screening
reduces, leading to a reduction of the screening itself.
This effect is known in the case of the excitons when the
screening associated with them3! is