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To treat the phonon-induced electron pairing in a way which allows for vortex corrections and retar-
dation effects, we develop a method using a canonical transformation involving a variational function.
This method is expected to be useful for developing a unified theory for phonon-induced electron pairing
ranging between adiabatic and nonadiabatic behavior, or, respectively, between Copper-pair condensa-
tion in momentum space and bipolaron condensation in real space. To demonstrate the power of our
variational treatment we determine for a model pairing potential, involving a temperature-dependent en-
ergy cutoff ¢(T) as a variational parameter, the thermodynamical properties of the conventional
intermediate- and strong-coupling superconductors. Thus, we obtain results which compare well with

those obtained by solving the Eliashberg equations.

I. INTRODUCTION

The standard microscopic theory for superconductivity
has been developed by Bardeen Cooper, and Schrieffer
(BCS).! This theory was then generalized by Migdal and
Eliashberg (ME).>*> Retardation and many-body effects
of the electron-phonon interaction were included to some
extent. In these theories only those electrons near the
Fermi surface form strongly overlapping Cooper pairs.
The coherence length &, was such that &yky~10°-10%
where kj is the Fermi wave vector and k; ! the average
distance between two electrons. Thus all thermodynami-
cal and electrodynamical properties of the conventional
superconductors were determined rather well.*> This ex-
traordinary success of the BCS and ME theories relies on
the fact that o, /E; <0.01 and that then vertex renor-
malization of the electron-phonon coupling can be
neglected (wp, is a characteristic phonon energy). If,
however, the electron-phonon coupling gets stronger, the
adiabaticity of the coupling should break down due to the
so-called local-lattice instability and then rather than
Cooper pairs small polarons and bipolarons should form.®
Theories for superconductivity involving small polarons
and bipolarons have been developed in which all elec-
trons in the Fermi sea pair with a short coherence length
of the order of £,~ 10k ! (for smaller polarons) or small-
er (£,—0 for small bipolarons).”~!2 These small polaron
and bipolaron theories do not yield the BCS theory in the
weak-coupling and w,,/Ep <<1 limit. Therefore it would
be interesting to develop a unified theory yielding both
BCS-type Cooper pair and bipolaron condensations.
Note that after the discovery of high-T, oxides and other
exotic high-T, materials such as doped fullerenes with
very short coherence length &,, some authors argued that
superconductors with a size &, for its pairs (to be of the
order of 10k; ! and comparable to the average interparti-
cle spacing) exhibit behavior in between that of large
overlapping Cooper pairs (§okz>>1) and that of Bose
condensation of tightly bound bipolarons (£okp~1).3 71
There are several papers dealing with the crossover
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behavior between Cooper-pair and bipolaron condensa-
tion by using the negative-U Hubbard model or a two-
body model attraction potential.'*~!* However, the im-
portant retardation of the electron-phonon coupling has
been completely neglected.

Here we present a theory of superconductivity due to
electron-phonon coupling which includes retardation
effects and is expected to yield in the weak-coupling and
wpn/Ep <<1 limit Cooper-pair condensation and to yield
for strong coupling also bipolaron condensation. Fur-
thermore, this theory is expected to work also in the
crossover regime. Using a canonical transformation to-
gether with a variational function, we determine the re-
tarded phonon-induced attractive electron interaction.
The variational function acts like a control parameter
regulating adiabatic or nonadiabatic behavior. To
demonstrate the usefulness of our approach, we use an
approximation for the variational function such that we
obtain an effective paring potential, similar to the one in
BCS theory, describing an attractive interaction between
electrons within an energy layer of width 2¢(7T) around
the chemical constant pu. Here ¢(7) is a temperature-
dependent variational parameter to be determined such
that the free energy becomes minimal. Thus, taking ¢ (T)
to be of the order of the Debye energy wp, we calculate
various quantities and compare with results obtained by
using the Eliashberg theory. We show that for ¢ ~D one
might get bipolaron condensation (D = bandwidth of
electrons).

In Sec. II we outline our theory, in Sec. III we present
results, and in Sec. IV we give our conclusions. Details
of our analysis are given in the Appendix. We put %=1
and k B =1.

II. THEORY

We start by using the Frohlich Hamiltonian

H=3 “’q,rb;rybqv-" kz (€ —p)dfodi
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The operator dka (dy,) creates (annihilates) an electron
with wave vector k and spin o. ek is the electron energy,
and p is the chemical potential. b y (bg,) creates (annihi-
lates) a phonon of the yth branch with frequency o,,
8,y is the electron-phonon coupling constant. In order to
determine the thermodynamical properties of supercon-
ductors from a variational method, we derive the corre-
sponding free energy F using Bogoliubov’s thermodynam-
ical variational principle:'

F(T)<Fy(T)=— %m Tr[exp(—BH,)]

+Tr[exp( —BHO)(H—HO)]+I‘LN8 ’ (2)
J

—S(M])

Fo(T)=—InTr{exp[S(T)]exp(—BH)exp[

+Tr{exp[S(T)]exp(—BH)exp[ —
=— %ln Trlexp(—BHy)]+Trlexp(—BHy)(H'—
where
H'=exp[S(T)]H exp[—S(T)] . (5)

The unitary transformation in Eq. (5) is performed by us-
ing

gqr
TS bl -

qyka ‘V

S(N= b,y )8k +q,k)d] , 1odr, -

(6)

Here we introduce the variational function 6&(k’,k),
which is a function of the energies of the incoming and
outgoing electrons in the electron-phonon scattering pro-
cess. Note that Eq. (6) corresponds to the usual unitary
transformation yielding the effective attractive electron-
electron interaction. This is a generalization of an in-
complete Lang-Firsov transformation and accounts for
finite phonon frequency effects or retardation effects. De-
pending on the choice for the variational function, we
can describe the antiadiabatic limit (w— ) §—1 and

|
Hl+[SH WEquV _q?,“‘"b )dlj-%qadka
qy ko
+—L 5380 (e, 18k +g,k)
AT k k + ’
VN & o @ay !

The variational function 8 can now be chosen such that
the first two terms in Eq. (7) cancel for the states k and
k +g within a range ¢(7) around the Fermi energy. For
these states close to E giving low-energy excitations, the
response of the lattice is strong and described in the an-
tiadiabatic regime. On the other hand, for large excita-
tion energies the behavior is rather adiabatic, because the
response to the lattice is too slow to follow them. Corre-
spondingly, we take

T)lexp[S(T))(H —Hg)exp[ —S
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with B=1/T, N, is the total number of electrons, and
where F;, is an upper bound of the free energy F(T).
Here H, is a trial Hamiltonian approximating the origi-
nal Hamiltonian H. We introduce a unitary operator
exp[ —S(7T)] and write

H,=exp[ —S(T)]Hyexp[S(T)] . (3)

We will use S(T) to introduce a variational function.
Then one can rewrite Fy(T) as

(D]} +uN,

Hy)]+pN, , )

f

the adiabatic limit (w—0) 6—0. The variational func-
tion measures the polaron effect, i.e., the amount of lat-
tice deformation caused by the electron. The effective
electron-electron attraction results from the response of
the lattice to the motion of the electrons, i.e, the nonadia-
batic part of the electron-phonon interaction (86%0).
Note that F,(T) involves the Frohlich Hamiltonian and
not the reduced BCS Hamiltonian.'!

The thermodynamical variational principle means that
the variational function introduced by the unitary opera-
tor exp[ —S (T)] should be adjusted so that F(T) reaches
a stable minimum. Note that the variational function is
only used for H,, while all parameters in H remain fixed.
Using now the transformation S(7), we get

H'=H°+H'+[S,H1+[S,H'|+1[[HS],S]
+0(gy,) .
Here we have used H=H°+ H! where H'! describes the

interaction. The first-order terms in the transformed
Hamiltonian H' are

v kz Sk +q, k)b +b,)d] de,
qay
t T
(b, —bydl 4 odiy - (7)
[
1 if e, —pl <c(T), lep—pul <c(T)
Sk, k)= (8)

0 otherwise .

The variational parameter c(7) is a temperature-
dependent energy cutoff and should be of the order of the
phonon energy. The third term on the right-hand side of
Eq. (7) includes a factor (€, —¢€, +,), and so it is approxi-
mately zero when both €, and €, ,, are within a layer of
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width 2c(T) near the Fermi surface. Then
{H'+[S,H°]} can be neglected. The second-order terms
in the equation for H' are given in the Appendix. Note
that the residual term in Eq. (7) resulting from states
away from E; in the adiabatic regime [8(k +¢,k)=0]
contains the poss1b111ty of change-density waves corre-
sponding to (ck +qacka)#0 We will not consider such
states here. Now, keeping only terms which renormalize
the kinetic energy and the Cooper pairing contribution,
we get H'~H, with

=3 0gyblbyyt Sle—wpidiodi,
'R% k,o

_2 Vk',k(ledtkldk’Tdk’l+H'c') . (9)
k
Here p, is the energy-dependent renormalization factor
resulting from the polaron effect and is given by
1 « 8ar

pr=1——=3
N‘)v’Y qy

[2n(wqy)+1]82(k +qg,k), (10

with n(w)=1/[exp(Bw)—1], and the interaction poten-
tial is given by
1« 28
Vi, =3 2 —w—"—a(k',k) .
g %4
Note that Hj is different from the reduced BCS Hamil-
tonian! due to the renormalization factor p,. Further-
more, both the kinetic energy and interaction V., are
affected by the variational function 8(k’,k ), e.g., by the
cutoff ¢ (T). V., is illustrated in Fig. 1. While it has the
same form as in BCS theory, the cutoff ¢ (T) may differ.
Using the mean-field approach, Eq. (9) can be rewritten
as usual:

=3 wqyb;ybq7+ (e —plpi dl;radka
'8% k.q

- (A dfdl, +He),
k

Vie,.€,)
1

-C(T) u CIT) €. €,

FIG. 1. Effective potential V(€ €;) for phonon-induced at-
traction of two electrons with energies €; and €, and opposite
spin. ¢(7T) and p denote the variational cutoff parameter and
chemical energy, respectively.

with
Ay=3 Vieuldind _ioy) -
<

Now, with these results and neglecting all terms of
higher order than g7, one gets

Fo(T)=E,— —21n[l+exp(— BV EF+AD)]
~SVEITAL
k
1E A}
2% VE+AL

—A'N(0)c?N , an

+ tanh B\/E +A2

where N is the total number of cells, E, is a constant, and
E, =(e, —p)py. The gap equation is given by

tanh —g\/E,f +AZ

A=-LSV, _ A
k™~ Anr k', k ——
2N % V' E2+AL
(12)

Note the nonperturbative properties of the superconduc-
tivity theory (e.g., the exponential dependence of the gap
function on the coupling is hidden in this equation). Us-
ing for simplicity and also for comparison with other re-
sults an Einstein model for the phonons (g,,=go,
=wyq), py becomes

1—A[2n(wy)+1]c(T) /wy if |e —p| <c(T),
pk= 1 otherwise ,

Dgy

(13)
where A'=2g2N(0)/w, and N(0) is the bare electron
density of states at the Fermi surface. Then V., is given
by

202
Vk,,k=—g0—8(k',k) . (14)
@o

The effect of a direct Coulomb repulsion!” can be includ-
ed by rewriting Eq. (14) as

2 2
Vo =—8(k'k)—U , 15)
@9

where U involves a cutoff D different from ¢ (7). D is of
the order of the Fermi energy. With this form for V. ;,

the gap function becomes
Ay, leg—pl<c(D),
A= 1=A,, c(D<le,—ul<D . (16)

Substituting Eq. (15) into Eq. (12) and Egs. (A9)-(A13),
we get

fc(T)
0

By

—Z——T——Zt anh
\/ep +Aj
(17
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1+uon[D /c(T)] ’

where p1o=UN(0). With this, we have now completed
the determination of Fy(T) [Eq. (11)]. Note that to ob-
tain a stable minimum of the free energy F, we have to
adjust the variational parameter ¢ (7T) at each T.

From Fy(T) we determine all thermodynamical quanti-
ties. The results of such a determination are the follow-
ing. First, for T =0 we find in the normal state (A;=0),
for the cutoff parameter,

7 (18)

c,(0)=2wy/3 (19)
and, for the free-energy,
Fy(0),=—4N(0)A w5/27 . (20)

These results indicate that even for the normal state (n)
the cutoff is a finite quantity and leads to a renormalized

density of states,
N(0)—N(0)/p, . (21)

For the superconducting state (A,70), we have [see (A19)
and (A21)]
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When p (0)/(A'—u*)>>1, Eq. (22) reduces to (in BCS
weak-coupling theory)

ps(0)
}»,_ *

Second, for T—T,, A(T)—0, and then T, is determined
by [see (A23) and (A24)]

c(T)

Ay(0)=2¢,(0)p,(0)exp

(25)

p(T, e

) (26)

tanh
(T)e an

c

c(T,)

p(T,)=1—AN[2n(wy)+1]
@y

(27)

When ¢(T_)p(T,)/T, >>1, the integral in Eq. (26) can be
done analytlcally and we get a similar result as in the
BCS weak-coupling theory:

p(T,)

T.=1.134¢(T.)p(T,
p }\'l_‘u#

. Jexp (28)

Third, for the general case 0<T < T,, we have, for the
normal state [Ay(T)=0] [see (A26) and (A27)],

Ay(0)=c.(0)p (0)/sinh PS(O" , 22)  FolT),=N(0)1—A)c2(T)—N(0)cX T)p,(T)
s s l’—,u.
¢, (0) —4TN(0) deln [1+exp |——=
p(0)=1—A" 2 23) [m P
(24}
. . (D pn(Te
and the equation determining the cutoff ¢ (T) [see (A22)]: —4TN(0) f deln |1+exp |— T ,
0
¢, (0) ps(0)
2(1—A)— (231 coth (29)
@0 o ()
cn
A'A3(0) Agop* P o pr(D=1=A[2n(wg)+1]=—— . (30)
_ =0 . o
0)p,(0) (A" —pu*) SO)A —p*)
©ocs (0 K € # For the superconducting state, we find [see Eqgs. (A28),
(24)  (A29), and (A30)]
|
c(T) —
1 __ L tanh | B/ FID20T) (31)
A —p* 0 \/e (T)+A¥T)
Fo(T)s,=N(0)(1—A")eXT)—N (0)e,(T)V cXT)pX T)+AXT)
AUT)  c,(Tp(T)+V cHT)pXT)+AYT)
—NON(0) = — p =P Vel Tp; ol
ps(T) Ay(T)
AY(T) D
+N (O —4TN(0) [ deln |1+exp | = ’
e(T) (T)e+A¥T)
—4TN(O) [ deln |1+exp |- Ve, - : (32)
c,(T) . 33)

ps(T)=1—A"[2n(ewy)+1]
Wy
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Note again that the variational parameters c¢,(T) and
C,(T) must be determined by minimizing Fy(T), and
Fy(T),, respectively.

These results are now used for numerical calculations
of the gap function, the critical magnetic field, and the
specific heat.

III. RESULTS

To check the validity of our approach, we compare for
conventional intermediate- and strong-coupling super-
conductors our results obtained by using the formulas
given in Sec. II with those obtained by solving the Eliash-
berg equations. Since we choose D /w,>>1, we refer to
the adiabatic limit. The numerical results shown in Table
I were calculated by using A’ and the corresponding u* as
input parameters. Note that these are not variational pa-
rameters and are chosen such that the observed T, is ob-
tained in deriving H. (For the ratio D /o, we take 100
in all calculations.) The ratio T,/w, [as well as
244(0)/T,] is a measure of the coupling strength. The
BCS weak-coupling limit corresponds to T,/w,—O.
Note that the critical field H, is related to the condensa-
tion energy HXT)/8m=Fy(T),—F,(T),. (The BCS
value of this ratio is 0.168.) The normalized jump in the
specific heat at T, is given by

AC(T,)/C, (T, )=[C{(T,)—C,(T,)]/C,(T,),
where
9%F,(T)
T *T?

(the BCS value is 1.426). a denotes the isotope
coefficient. Note that when u* =0, we can see from Egs.
(25) and (26) that the only independent parameter is A’
and the phonon energy w, can be used as an overall ener-
gy scale. So the dimensionless variational parameter
¢(T)/w, and critical temperature T, /w, are functions of
A’ only. Thus we get for the isotope coefficient @=0.5.
When p* >0, our numerical results show that a <0.5.
For comparison we show also the results obtained by
Carbotte and co-workers and Wolf and Noer by solving
the Eliashberg equations.>'®* ™2 Note that w,, is given by

C(Tc)z__.

T=T,

o 2
lna)ln=2f0 dw%(a,)lnm .

The values T,/w;, correspond to our values T,/wy.
While we get in general good agreement even for the
strong-coupling superconductor Pb, there is a notable
disagreement in the case of Hg with the strongest cou-
pling. We expect this disagreement to result from (a) our
use of an Einstein model for the phonons, which does not
properly take into account lower-energy phonon modes
and which are known to be important,”!®!° and (b) from
our neglect of higher terms in the electron-phonon cou-
pling in deriving H .

In Fig. 2 we show results for the normalized gap func-
tion Ay(T)/Ay(0) as a function of the reduced tempera-
ture t =T /T,.. The deviation from the weak-coupling
BCS results is obtained correctly. However, the devia-

Table I. Input data A’ and p* used for our calculations and results. The results of Carbotte and co-workers (Refs. 5, 18, and 19) were obtained by solving the Eliashberg equations.

The usual notation is used. « refers to the isotope coefficient, T, is the transition temperature, A the gap function, ¢ (T) the specific heat, and H, is the critical magnetic field (4. ).
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Ll l T ] T T T 1 T '
1 —
[
L - Pb 4
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A (T) L Y 4
8,(0) 5L el \ |
L BCS \ J
3
0.4 \ -
I ——— 7 4
02 ____ 10 =
0 1 1 L 1 1 1 1 1 1
0 0.2 0.4 0.6 08 1
T/T,
FIG. 2. Dependence of the normalized gap function

Ao(T)/Ay(0) on the reduced temperature T/7T,. The dashed
line is the result of BCS theory; the curves 3, 7, and 10 refer to
the corresponding set of input data given in Table I and used for
the numerical calculations.

0.03 I/' | T T |\v

D(t)

-0.01 | © 7
-0.02  \ 5 7/

-0.03 | N2 ¥ -

-0.04 P N WU N T R S '

0.03 T

0.02

0.01

D(t)

-0.01

-0.02

-003

-0.04

FIG. 3. (a) Deviation function D(t) for the critical magnetic
field as a function of T2=(T /T, ). The dashed line is the result
of BCS theory. The numbers refer to the set of input data given
in Table I and used for the numerical calculations. (b) The re-
sults for the deviation function D (¢) obtained by solving the
Eliashberg equations for several intermediate- and strong-
coupling superconductors. [see Carbotte and co-workers (Refs.
5, 18, and 19)].

tion in the strong-coupling case (curve 10) may be too
large.222

In Figs. 3 and 4 the deviation function for the critical
magnetic field,

D(T)= Hcm—(l— 2)
H,(0) v

is given. We show for comparison also the results by
Carbotte and co-workers.>'¥1®  Again, good agreement
is obtained, except for the case of Hg (curve 11). The
reasons for this were discussed already.

Regarding the renormalized density of states in the
normal state of the electron-phonon coupling system, we
remark the following. As was pointed out in Sec. II, near
the Fermi surface within a layer of width 2¢,(T) the den-
sity of states is renormalized as N(0)/p,(T) [and
N(0)/p,(T))N(0)]. In Fig. 5 the important renormal-

0006
0.004 —
0.002 -1

-0.002 - -

D(t)

-0004 - \7 /-
- 0.006 - \ P
-0.008 + N , .

-0.01

0.006 T
0.004 I .
0.002 7

D(t)

-0.002 /1
-0.004 \ /
-0006 | \ /o

-0.008 \ / =
-0.01 =" (b))

T

FIG. 4. (a) Deviation function D (¢) for the critical magnetic
field as a function of t>=(T/T,)* for two sets of input data (see
Table I). (b) The results of Carbotte’s and co-workers for the
deviation function D(t) obtained by solving the Eliashberg
equations for NB (dashed line) and Nby, ;5Zry 55 (solid line).
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1.7 T T T T T T T T T

—
— —
——
p—
—_—

1.6 -

1.5 | N

1.4 | -

1.3} .
12} .

Renormalization Factor (1/g, )

10 1 1 1 1 2 | " 1 "
0 0.2 0.4 0.6 0.8 1.0

(7/1,)°

FIG. 5. Renormalization factor 1/p,(T) as a function of
(T/T,) or several sets of input data (see Table I).

ization factor 1/p,(T) is given as a function of (T /T, )%
Obviously, all curves are straight lines and can be put
into the form

1/p,(T)=1/p,(0)+ A(T/T,)?, (34)

where A is a numerical factor. Note that this renormal-
ization factor for the density of states at the Fermi sur-
face corresponds to the Eliashberg® renormalization func-
tion

2

1 >T2 , (35)

2
Z,,(a)=0,T)=1+7L+1TTA<

with

<

Obviously, the temperature dependence of the renormal-
ization factor 1/p, and Z, is the same. Note that the
temperature dependence of p, (T) comes mainly from the
temperature dependence of the energy cutoff ¢, (7). This
is a remarkable success of our approach. Contrary to
¢,(T), which is an increasing function of temperature
T <T,, c,(T) is always a decreasing function of T.

In Fig. 6 we present results for the variational cutoff

1 _ o a*Flw)
y ])—ZJ‘O dwT . (36)

1.0 T l T ' L] 17 T I 1]
C(T)

09 - .

0.8 -
c(T) ]

0.7

0.6

0.5 1 1 n 1 " 1 1 1 L

0 0.2 0.4 0.6 0.8 1.0

/T,

FIG. 6. Energy cutoff variational parameters c,(T) and c,(T)
as functions of T/T, for A'=0.465 and u*=0.119.
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parameters c¢,(T) and c¢,(T), using A'=0.465 and
p©*=0.119. The decrease of the cutoff ¢;(T) with increas-
ing temperature means that the phonon-induced attrac-
tion between electrons becomes less and less effective due
to thermal fluctuations. Furthermore, since ¢,(T)>c,(T)
for T <T,, one gets

1/p,(T)>1/p,(T) when T<T, . (37)
This is different from Eliashberg theory,>?* where
Z,(0=080, T=0)<Z,(0=0,T =0) . (38)

Here Z,(w=A,, T =0) is the renormalization factor at
the gap edge in the superconducting state at T=0. As
was shown by Scalapino? in the case of a retarded
strong-coupling, the correction of the condensation ener-
gy with respect to BCS weak coupling arises primarily
from the difference between Z,(w) and Z (w) and is ap-
proximately given by

N(ORe [do[Z,(0)—Z ()]0 . (39)

As discussed by Scalapino, the net effect of retardation is
to lower the condensation energy below the BCS value
since this correction should be negative. Using the ap-
proximation Z,(w)=Z, and Z (w)=Z,, where Z, and
Z, are constants, it follows that Z, > Z,, consistent with
our result. So we conclude that our p, <p, is correct and
accounts correctly for a retardation effect.

As a further demonstration of the validity of our ap-
proach, we calculate the condensation energy at T =0 for
the strong-coupling case Pb. This renormalized density
of states at the Fermi surface, N*(0), which is equal to
N(0)/p,(0) in our theory, can be obtained from a
specific-heat measurement ¥ =27?kZN*(0).>'® One gets
N*(0)=1.35X10** erg/cm® and a condensation energy
of 2.68X10* erg/cm® using the experimental result
T.=7.2 K. The experimental value obtained from
critical-field measurements?* is 2.56 X 10* erg/cm>. The
BCS result is 1N *(0)A3=3.10X 10* erg/cm?, and the re-
sult obtained by solving the Eliashberg equations®* is
2.49X10* erg/cm®. Again, we find reasonable agreement
between our result and the experimental one.

IV. CONCLUDING REMARKS

We have proposed a simple approach based on a
canonical transformation and variational principle to
determine the properties of the conventional supercon-
ductors. The resultant pairing potential includes retarda-
tion effects and is similar to the BCS one, but involves a
temperature-dependent  cutoff. The temperature-
dependent cutoff ¢ (T) takes care of the fact that the
phonon-induced attraction between electrons is not in-
stantaneous, but retarded, and should be affected by the
thermal fluctuations of the quasiparticles. This retarda-
tion effect causes the renormalization function to be
different for the normal and superconducting states,
which lowers the condensation energy. The generally
good agreement between our numerical results and those
by Carbotte and co-workers obtained by solving the
Eliashberg equations is likely due to including such retar-
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dation effects. Our results show that the thermodynami-
cal properties of the conventional superconductors are
mainly determined by the ratio T, /w,. This conclusion
agrees with that by Carbotte.’

The physical meaning of the coupling constant A’ in
our work is different from A in the Eliashberg theory.
Our A’ has to be considered as a bare coupling constant.
It is determined by (T, /w,). Comparing our formula for
the gap function Ay(0) with that of the BCS theory
(Ao(0)~1/sinh[ —(A—pu*)~']), we find the relationship

A=A /p (0)=A"/[1—L'c,(0)/wy] -

As an example, for A'=0.465 (to mimic Nb), we get
A=0.71 [¢,(0)=0.739] and for A'=0.547 (to mimic Pb)
we get A=~1.06 [¢,(0)=0.887].

In this work we have presented numerical results for
the adiabatic case, o /Ep << 1. Note that in the
Migdal-Eliashberg theory it is very difficult to take into
account the vertex renormalization of the electron-
phonon coupling, which is necessary if w,,/Ep is not
small.” However, our treatment, canomcal transforma-
tion, can be extended to the nonadiabatic case where
w,n/Ep is not small and where bipolaronic formation is
expected. It is well known that when w,/t >>1, the so-
called antiadiabatic limit, the electron-phonon interac-
tion becomes instantaneous and H can be transformed to
the negative-U Hubbard model.?® (¢ is the nearest-
neighbor electron hopping integral.) This can be seen by
putting the variational function 8(k',k)=1, for all €}, €,
which implies the energy cutoff ¢ =D (D =bandwidth).
Thus, using again a single Einstein phonon, one has

H'=exp(S)H exp(—S) ,

S= 2—(17* bl d;,
@

Here S becomes the usual canonical transformation in the
antiadiabatic limit for the (Holstein) model Hamiltonian®

H= 3 wpb/b,— 3 tdld;,+ zgo(bwb ) d,,
i (ij),o

Here g, is the coupling constant. If then U= —2g3 /0,
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and the electron-electron interaction is strong enough, bi-
polarons form and they can condense into the superfluid
state at a lower temperature.®!> Thus we obtain within
our approach also the Bose condensation of bipolarons.
Note, of course, that the above transformation yields a
different H for the bipolaron case.®!?

Since, as shown, our canonical transformation includes
both limits w/€x>>1 and w /€ <<1, one should expect
our approach to be applicable also for the intermediate
case w~ €. It would be interesting to determine H g, also
for this crossover region.

We have neglected all higher-order terms in the cou-
pling constant in performing the unitary transformation.
If T. /w, is large, the higher-order terms may play a role
and should be include.d Also, it would be interesting to
use different forms for the variational function 8(k’,k).
Our choice for 8(k’,k) was only for simplicity and for a
comparison with previous results. Keeping a k’,k depen-
dence of 6(k’, k), one could give different phonons a vary-
ing weight, and by varying 8(k’,k) between O and 1, one
may account for the amount of lattice deformation which
follows the electrons.
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APPENDIX: DETERMINATION
OF THERMODYNAMICAL FUNCTIONS

Here we give mathematical details of the analysis per-
formed in Sec. II. The upper bound of the free energy is

Fy(T)= —%lnTr[exp( —BH})]

+Trlexp(—BH{)H'—H})]+uN, . (A1)

Here H is given by Eq. (9) and involves the variational
cutoff parameter ¢ (T). H' is the transformed Hamiltoni-
an [Eq. (7)]. The second-order terms in H' can be col-
lected as follows:

1 848
[S,H'|+3[[HS),S]1=7- 3 3 M(biq,—bq Wby — by Er g —€x)
a7 4.7 bfkk,o PeyPqy’
X8(k +q,k)8(k"+q",k")d} 1 408k 0Ok 1 gk — Ak 4 0 Bkadk +4.1°]
1 gqrgq'r T +
- e (pt L —b, Wb —b, [28(k +q,k)
2N a7 bfkko a’qy qY q'y’ qY
—8(k +q,k)8(k'+q",k")])
X [dz+qadk'08k’+q',k _dlz’-%q’adkask +q,k']
zz S [28(k+q,k)—8(k +q,k)8(k'—q,k")d] 4 1odiodir— godico (A2)

qykabfk a’

Here 8.4, , is the Kronecker 8 symbol. Substituting H; and H' into Eq. (A1) and omitting all terms of higher order

in ng?,, we get, as an upper bound of the free energy;
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FO(T)=E0—% S In[1+exp(—BVEF+A2)]— SV ER+A]
k
1 A% B./ /775
=3 ———tanh SV EX+AL | —LM'N(0)?N (A3)
"2 k V E}+A% 2
[
where B=1/T, N is the total number of cells, E is a con- n, A,
stant, and Ko f ¢ ———tanh B \/ €p*+ A2
o Vgt
E,=(e,—nlpy - (A4)
Here the renormalization factor p, is given in Eq. (10). —uo [ —t B \/ ep*+A?
For the sake of simplicity, we assumed an Einstein model ”m \/E +A]
for the phonons: g,, =g, and w,, =w,. In deriving (A3) (A10)
we have used
where p,=UN (0). For ¢B>>1, one gets then the solu-
—2 2[2n(w0)+1]82(k +4,k)(€g +,—p1)=0 (A5)  tions
@y
1 c 1 B
This is true because (€, ., —u) is an odd function. N = fo de VAl tanh \/GZP +A3
The gap function A, is determined by minimizing # €p t+A4g
Fy(T). Thus (A11)
1 2
='N2V (k' k)<d—kldkT> A1=X;P'—*A0, (A12)
—H
d
1 Ap B 7 A2 o
=—73 V(k',k)————"tanh —-'\/Ek. + Ay
WV V'EL+AL 2 ur= Ho . (A13)
1+poln[D /c(T)]
(A6)
At T =0 one finds
Here V(k',k) is the effective electron-electron interac-
tion, = f —_— (A14)
2g2 1 / 2+ A2
' py— 50 AN
V(k' k)= - 8(k',k)—U (A7) and
where U is a phenomenological parameter introduced in Fo(0)=— \/ E}+A2
order to take into account the effect of the Coulomb
repulsion.” As a consequence of the assumed form of the A2
variational function 8(k’, k) [see Eq. (5)], the gap function + k —A'N(0)e2N . (A15)

has the form

Dy, leg—pl<e(T),

Ak: _Al’ C(T)<|Ek"—/,t|SD.

(A8)

Here D is the higher-energy cutoff (bandwidth), which is
of the same order of magnitude as the Fermi energy. The
parameter ¢ (T) is obtained by minimizing F,(T). Then,

A0
Ve +A3

Xtanh[ﬁ\/e 2+A2

Ao=(x'—po)focmde

—————-tanh

—po [ de B\/e Y (A9)

—_—

\/e +A2

and

1

2% VER+AL

The remaining integrals can be easily performed. For the

normal state (A;=0), we have
Fy(0),=—N(0)A'c2(0)[1—c,(0)/wy] . (A16)

Obviously, after minimizing F,(0) with respect to c,(0),
we get for the cutoff

¢, (0)=2wy/3 (A17)
and

Fy(0)=—4N(0)\'w}/27 . (A13)
For the superconducting state (A;70), we have

Ay0)=c, (O)pS(O)/smh p‘_((:j* (A19)

and
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Fy(0)=N(0)(1—21")c2(0) for determining ¢,(0). For T—T,, A(T)—0, one finds
) ps(0)
—N(0)c(0)p,(0)coth | — | , (A20)
ith Mo 1 c(T) 1 p(T,)e
w (0} =), e Toctanh |57 [ (a2d)
p,(0)=1—A"—— . (A21) # Piie ¢
@o
After differentiating Fj(0); with respect to ¢,(0), we get
ith
¢,(0) (0) b
21-2)= [2-30 2= leoth | L ||
0 K , c(T,)
A'A(Z)(O) Ao(o)/,l.* 2 p(Tc)zl_}" [2n(w0)+1] (A24)

— 4

@ocs (0)p (0) (A —pu*) ¢, (0)(A"—pu*)
(A22) This determines T,. At T, the free energy is given by

J

Fo(T,)=N(0)(1—A")eXT.)—N(0)cXT, )p(TC)—4TCN(O)fC?T deln |1+exp —Ti ] ]
< c
c(T,) p( TC e
—4TCN(0)f0 deln |1+exp ——T (A25)
Again, c(T,) is determined by minimizing Fy(T,).
For the general case of 0< T < T,, we have, for the normal state,
- a2 2 b €
Fy(T,)=N(0)(1—A )c,,(T)—N(O)c,,(T)p,,(T)—4TN(O)fc mdeln 1+exp -7 ] }
4TN(0)fC"md In |1+ P Te (A26)
. €ln exp T ,
with
c,(T)
Pa(T)=1—A"[2n(wy)+1] o (A27)
0
Furthermore, for the superconducting state, one gets
¢ (T) ——
e N " S— R TE Oy (A28)
AM—p* o Ve T)+AXT) 2
and
AXT) ¢ (Tp(T)+V cHT)pXT)+AXT)
Fo(T),=N(0)(1—A")cXT)—N(0)e,(T)V cH T)pX T)+AXT)— N(0)——In—: Ps d 0
ps(T) Ay(T)
() V pX(T)e*+AYT)
~4TN () [* deln |1+exp | ——2 0
0 T
AXT) D
TN —4TN () [ deln | 1+exp | = | |, (A29)
with
c,(T)
p(T)=1=N[2n(wo)+1]-——, (A30)
0

¢,(T) and ¢, (T) can be determined by minimizing Fy(T), and F,(T),, respectively, Unfortunately, these equations can-
not be solved analytically.
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