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A general method is presented for obtaining an accurate intermediate-coupling theory from
weak- and strong-coupling perturbation theory. The method uses two-point Padé approximants
to extrapolate (low-order) expansions about the weak- and the strong-coupling limits into the
intermediate-coupling regime. The method is used to evaluate the ground-state energy and
effective mass of the polaron with gratifying success. In addition, the weak-coupling pertur-
bation theory of the polaron dispersion relation, ground-state energy, and effective mass are
extended to fourth, sixth, and fourth order, respectively. A scheme based on two-point
Padé approximants is used to obtain an optimal polaron dispersion relation.

I. INTRCDUCTION

A typical problem of theoretical physics is the
accurate evaluation of perturbation expansions in
the intermediate-coupling regime; that is, for
strengths of the perturbation which are not small
enough to guarantee either convergence of the
series or an accurate asymptotic approximation
to it. In some cases it is possible to obtain per-
turbation expansions about the weak- and strong-
coupling limits, but there is no simple scheme for
obtaining accurate perturbation expansions for in-
termediate values of the coupling constant. In this
paper we present a systematic procedure for ob-
taining intermediate-coupling expansions, and we
use this procedure to obtain adequate expressions
for the ground-state energy and the effective mass
of a polaron—an electron interacting with the
longitudinal-optical-phonon mode of a polar in-
sulator.!™3

The procedure for evaluating intermediate -cou-
pling perturbations consists of obtaining a two-
point Padé approximant?~® to both the weak-cou-
pling” (@ =0) and the strong-coupling® (a= =) ex-
pansions. This procedure is complementary to
existing variational theories of intermediate cou-
pling® " in that it provides a simple (albeit un-
physical) method for deducing intermediate-cou-
pling results from a knowledge of the weak- and
strong-coupling expansions. In principle the two-

point Pad€ method, carried to sufficiently high or-
der, should be capable of attaining the intermediate-
coupling results to any degree of accuracy. While
the variational methods require physical insight

in the choice of trial functions, the Padé method
only requires labor in evaluating the power series
about =0 and a=«, Although the variational
method can, for example, guarantee that a calcu-
lated energy is an upper bound of the true energy;
the Pad€ method makes no such claims, !* but should
be able to locate singularities in the perturbation
expansion as a function of coupling constant. In
addition, the Pad€ method is even capable of sug-
gesting the nature of the singularities (i.e., poles,
cuts, etc.).

The two-point Padé method is, of course, an
extension of the one-point Padé€ approximant meth-
od which has found considerable success in various
branches of physics.!® Such Padé approximants
have been used in the study of interacting hard-
core bosons,!? ininvestigations of Regge-pole
trajectories, !® in phase-transition theories (to pre-
dict critical behaviors), ! and in theories of the an-
harmonic oscillator, 2 van der Waals interactions
in helium,? oscillator strengths,?? and exciton
migration.?® In all of these theories the essential
role of the Pad€ approximant is to provide a meth-
od for analytically continuing power series; in all
cases the Pad€ approximant seems to provide an
almost unbelievably good representation of the



1344 pP.

analytic continuation—even when the perturbation
series itself diverges or when there are singular-
ities in the function being continued!

In Sec. II of this paper we discuss one- and two-
point Pad€ approximants as a formal device for
estimating the analytic continuations of power
series. Section III is devoted to an application of
two-point Padé approximants to calculate the
ground -state energy and effective mass of the
polaron. Section IV contains an attempt to obtain
the polaron-dispersion relation using Padé meth-
ods, and Sec. V summarizes our results.

II. PADE APPROXIMANTS

A. One-Point Padé Approximants

The one-point [M, N] Padé approximant
P; ([M,N]; Z) to the power series

f2)=fo+fLZ +fp 2%+ .. (2.1)

is the ratio of polynomials of orders N and M which
exactly reproduces the first M + N+1 terms of the
series!®

ag+ay Z+azZi+... vayZ¥
1+bIZ+--- +bMZ'

Pf ([M:N];Z):

=fo+frZ++++ +fru ZVM+0(Z™Y) |
(2.2)

Here O (Z%) means terms of order Z* or higher.

The coefficients a, and b,, are uniquely determined
by the specification of the f,’s, and the Padé ap-
proximant can be written in terms of the coefficients

fiG=0,1,2, ..., N+M)as a ratio of determinants*
fN-M+1 fN#l
fN fMoN
N N
2 fiu2 DA
i=M i=0
Py([M,N];2) = > (2.3)
fN-Mi»l . fN+l
fN fAl»N
zV N |

where f;=0 if j <0.

The primary advantages of a Padé approximant
over a power-series representation of a function
are (i) the domain of convergence of the Padé
approximant is not necessarily a circle and gen-
erally is much larger than the circle of convergence
of the series; (ii) the Padé approximant affords
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a simple prescription for analytic continuation of
the power series (2.1) into regions outside its
circle of convergence; (iii) the Padé approxi-
mant can simulate the behavior of f(Z) near its
singularities with one or more poles; for example,
a function with a branch line could be adequately
represented by a Pad€ approximant with several
poles on the cut. In fact, by examining the [N, N]
Pad€ approximant to a function for increasing N,
one can often guess many facts about the positions
and the natures of the singularities of the function.

For example, the seriesg(Z)=1+Z+Z%+...
diverges for |Z|>1. The [1,1] Pad€ approximant
to g(2) is

P([1,1];2)=1/1-2)

and provides the exact analytic continuation of
g(Z) throughout all space, even where the series is
divergent.

As another example, consider h(Z)=tanZ, which
is an analytic function of Z except at Z=+3(2n — 1)7
(n=1,2,...), where tanZ has poles. The power-
series expansion of tanZ is

VA 2 17 62

- = =725, =L F1, 2L 79 ...
tanZ-Z+3+152 +3ISZ+2835Z+

(2.4)

(2.5)

and converges for |Z| <37. Factoring out one
power of Z, we form the [1, 1] Pad€ approximant
to tanZ in terms of Z%

P ([1,1];2)=2(15 - 2% /(15 -629) (2.6)

which has poles at +1.581, less than 1% different
from the exact values + 37! This very simple ap-
proximation represents tanZ amazingly well for
|Z] <0.87 (see Fig. 1). To improve on this, we
construct the [2, 2] Padé approximant to tanz,

63 —72%+ 274
P ([2,2];2)=2 63-282%2+2° °

which has poles at Z=+1.569 and +5.05 (compared
with the poles of tanZ at + 37=+1.5708 and  3r=
+4.7124). Again the Pad€ approximant reproduces
the function tanZ, including its singularities, with
amazing faithfulness, far beyond the circle of con-
vevgence of the power series®* (see Fig. 1) even
though all the information used in determining

P, ..([2, 2]; Z% comes from near Z=0.

The formal properties of Pad€ approximants and
their regions of convergence are only poorly under-
stood. There are some theorems which apply to
Stieltjes series, as well as a general conjecture
that the [N, N] Padé approximant converges to the
function (as N approaches infinity) almost every-
where except around poles, cuts, and essential
singularities of the function.* This latter conjecture
has been verified for many examples, and it prob-
ably is true for most, if not all, functions of phys-

(2.7)
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FIG. 1. Padé& approximants to tanz as
a function of z. Solid line: tanz; line
with circles: two-point (z=0 and z =2r)
[4, 5] Padé approximant; triangles: one-
point (z = 0) [1, 1] Pad& approximant in
z%; squares: one-point (z=0)[2, 2] Padé

o

tan Z
o
MR

-2k
-3k
—ab
-5k
-6+
-7k

ical relevance, although no proof of the conjecture
exists.

B. Two-Point Pade Approximants

The one-point Pad€ approximant to a function is
defined as the ratio of polynomials which repro-
duces the first several terms of the Taylor expan-
sion of the function about Z=0. Similarly a two-
point Pad€ approximant may be defined as a ratio
of polynomials whose coefficients are fixed so that
the approximant reproduces the first several terms
in expansions about both Z =0 and some other point
Z=Z, (where Z, may be infinity). The advantages
of the two-point approximants over the one-point
variety are illustrated for the function tanZ in Fig.
1. The one-point approximant (squares in Fig. 1)
to tanZ, P, ([2,2]; 23, provides an adequate rep-
resentation of the function for |Z| <7 using the
facts that

z: 2 17 62

= “_ L5, 2l 1, 98 9 11
tanZ=2 + 3+152+3152 * 2835 2 +0(z') .

(2.8)

The two-point Pad€ approximant® uses the same
amount of information with more than half coming
from near Z =0 and the rest coming from near
Z=2m:

tanZ=2Z+32%+ £2°+0(2") , (2.9a)
tanZ =(Z - 2m) + 5(Z - 21)%+ O((Z - 2m)%) . (2.9b)

The two-point Pad€ approximant represents tanZ
amazingly well for 0 < Z < 27 [even though both
series (2.9a) and (2. 9b) diverge for 37 <Z <37] and

Z approximant in 22,

is even adequate over the entire range — 37 <Z < 3!
The example of tanZ illustrates how the Padé
approximants provide a simple but accurate way of

interpolating a function over a broad range of
values, given only the value of the function and its
first few derivatives at two points. Although a
special version of two-point Pad€ approximants has
been studied previously’® the advantages of the two-
point Pad€é method of analytic continuation do not
seem to be widely recognized. Indeed n-point Padé
approximants (with » > 2) can provide simple in-
terpolation schemes based on the values of the
derivatives of a function as well as the function,
and may find extensive application in numerical
analysis, % # phase-transition theory,  and en-
ergy-band theory. 2

The two-point Pad€ approximants most useful in
physics generally involve expansions about Z =0
and Z =, where Z is some coupling constant or
expansion parameter. For example, the ground-
state energy of a polaron, Ey(«a), can be evaluated
by perturbation theory for small values of the elec-
tron-phonon coupling constant a and by variational
methods for the strong-coupling limit a - »; it is
possible to estimate the value of Ey(a) for inter-
mediate values of « (i.e., a > 1) by fitting the ex-
pansions of Ey(a) about =0 and a == to a two-
point Pad€ approximant. Therefore, a knowledge
of weak- and strong-coupling expansions leads, via
the two-point Pad€ method, to a knowledge of in-
termediate -coupling theory.

The general mathematical problem is as follows:
Given a function f(Z), find Q(IM,M +n);Z, Z*!), the
ratio of polynomials of order M+n and M, respec-
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tively, such that

lim |Q(2)-f(2)| =

Z -0

O(Zhl),

(2.10)

lim |Q(2)-f(z)|=0(z"*>') .
Z -

Let Q(Z) be given by

Aot ay Z+ay 2%+ ay, 2"
1406, Z+b32%++++ b, 2" ’

(M, M+n); 2,27 =

(2.11)

and suppose that f(Z) has the expansions about
Z=0and Z =, respectively,

f(Z)=f0+flz+fzzz+-.. +f'Z‘+.,_ O(Zhl)

(2.12a)
and
FiVAER 2VAER TR AL FU +yY,Zr+0(z) .
(2.12b)

Note that we have 2M +rn =1 +X+1, and that » may
be any integer. Equations (2.10)—(2.12) lead to the
following equations:

Ay +ay Z++ e +ay, 20"

=(L+b,Z+- +byZ")

X(fo+frZ+++ +f,2")+0(Z"), (2.13a)
agZ M@, 27 ay.,
=(1+b,Z++- +byZM)
x (voZ V1 ZH-1 ., ,y-)Z-M-n-l)
+0(Z¥-m»1) | (2.13Db)

Equating coefficients of equal powers of Z in Egs.
(2.13a) and (2. 13b), we obtain a set of linear equa-
tions for the unknowns a; and b; ({=0,1,2,...,M +n;
j=1,...,M) as functions of the known coefficients

feand v, (=0,1,...,; p=n,n—1,...,=2),
a,=27 fuby., for v=0,1,...,1 (2.14a)
w=0
and
vV
AYepy = E bM-u‘)/ypwu.
w=0
for v=0,1,...,x. (2.14Db)

Here we take by=1and a;=0 for { >M +» or i <0 and
b;=0 for j >M or j <0.
The set of linear equations (2. 14a) and (2. 14b) can
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be solved by standard methods for the coefficients
of the Pad€ approximant.

III. POLARON GROUND-STATE ENERGY AND
EFFECTIVE MASS: QUALITATIVE ASPECTS

A polaron is a conduction electron interacting
with the electric field of longitudinal-optical pho-
nons in a polar crystal.’™® Such an interaction is
the dominant electron-phonon interaction in polar
crystals, and the Hamiltonian for the system of
extra conduction electron plus longitudinal optical
phonons plus electron-phonon interaction is de-
scribed (in a dielectric continuum approximation)
by the Frohlich Hamiltonianao

H= E -— ckck +h’QE (aqaa +3)+H; . (3.1)

Here the interaction Hamiltonian H, is

4ra 1/2< 7 )1/4 l +
H1—1ﬁ9< % > 219 Zi) Ial(aﬁ —a-q)P-a ’

(3.2

where £ is the optical-phonon frequency, pz
=% c{_ac; is the second -quantized electron density

operator, and
(22 "
T2\, T/ \ 0B

is the dimensionless polaron coupling constant.
Here e is the charge of the electron, m is the con-
duction-band mass, €, and €, are the static and

optical dielectric constants of the solid, and
ag(agz) is an operator which destroys (creates) a
longitudinal-optical phonon of wave vector q

There are two limits in which an approximate
solution of the Schrodinger equation for the Hamil-
tonian (3. 1) canbe obtained: the weak-coupling limit
(@ <<1)"7 and the strong-coupling extreme (a > 1), & 14
Physically a weak-coupling polaron is an electron
moving through the crystal while carrying approx-
imately 3@ virtual phonons with it. The weak-cou-
pling polaron moves coherently through the crystal,
although its effective mass is somewhat greater than
the electron’s band mass on account of the lattice
polarization it drags along with it. In contrast, the
strong-coupling polaron hops incoherently from lat-
tice site to lattice site with the electron’s phase
completely destroyed by many collisions with pho-
nons. In moving, the strong-coupling polaron must
carry the complete lattice distortion with it; there-
fore its effective mass is very large (typically
equal to an ionic mass).

The ground-state energy E, and effective mass
m* of the polaron have been evaluated®’ ? (a) by a
weak-coupling (@ < 1) perturbation expansion”” %;
(b) by the weak-coupling Tamm -Dancoff! and im-
proved Tamm-Dancoff approximations®? (c) by
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strong-coupling (a > 1) variational calculations®'®33;
(d) by variational intermediate -coupling theories
and (e) by Feynman'’s variational-path integral
method (for all «).!*

The perturbation results, of course, are only
valid for small-coupling constants and for energies
well below the one-phonon threshold. The Tamm-
Dancoff approximation is a variational calculation
using a trial wave function which contains only
zero- and one-phonon states:

®; = (uzct +2J vgicigag] 0) . (3.3)

q

The variational parameters u; and v; 3 are de-
termined by minimizing the energy. Even though
the Tamm-Dancoff approximation is a weak-cou-
pling one -phonon approximation, it should be es-
pecially good in the vicinity of the phonon-emis-
sion threshold: It treats the strong mixing between
the zero- and one-phonon states exactly as is
equivalent to diagonalizing the polaron Hamiltonian
in the subspace of Hilbert space spanned by the
zero- and one-phonon states. [In terms of dia-
grams, ** the self-energy (defined by the integral
equation of Fig. 2)is given in the Tamm-Dancoff
approximation by Fig. 3.] However, the Tamm-
Dancoff approximation does not include the mixing
of many-phonon states, and therefore should not
be appreciably better than second-order perturba-
tion theory in predicting the polaron energy and
mass near £=0.%3% The improved Tamm-Dancoff
approximation is equivalent to including all the
nested-diagram (Fig. 4) many-phonon states in
the evaluation of the electron’s self-energy. How-
ever, the nested diagrams are not the most im-
portant ones, and become relatively less important
than the omitted crossing diagrams in higher or-
ders. For example, even in fourth order the nested
diagram [Fig. 5(a)] is only slightly larger in mag-
nitude than the crossing diagram [Fig. 5(b)] which
has the same (negative) sign; but the sum of the
nested and the crossing diagram more than cancels
the positive contribution of the reducible diagram
[Fig. 5(c)] resulting in a negative fourth-order en-

i
+

G = G + GG

FIG. 2. Integral equation for the polaron Green’s
function G in terms of the free-electron Green’s function
G% and the polaron self-energy =.

9, 10,
’
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FIG. 3. Tamm-Dancoff
approximation to the polaron
self-energy. A wiggly line
is a free-phonon propagator.

ergy. The various strong-coupling results are
based on variational methods using trial wave
functions of a localized nature, and therefore are
not capable of describing the weak- and the inter-
mediate-coupling regimes. The intermediate-cou-
pling theory is based on a canonical transforma-
tion®" * and a variational determination of the
polaron wave function and energy; still, the in-
termediate-coupling trial wave function implicitly
contains the physical assumption of reasonably
weak coupling and a delocalized large polaron.
Only the Feynman theory hopes to describe weak-,
intermediate -, and strong-coupling polarons.!*

But it is based on a path-integral formulation which
requires the numerical evaluation of a two-param-
eter expression for the ground-state energy and the
effective mass.

The two-point Pad€ approximant scheme should
provide an easy method for incorporating all the
good features of the various approximation schemes
into simple expressions for E, and m*. In the re-
maining parts of this section, we shall first test
the two-point Pad€ approximant method by de-
termining how well the Pad€ approximant method
(fitted to the Feynman expressions for E, and m*)
describes the Feynman results. By this procedure
we shall demonstrate that the two-point Padé meth-
od provides a very accurate representation of the
Feynman calculation. Therefore the Pad€ method,
when applied to the perturbation results, can be
expected to provide an equally good representation
of the actual polaron energy and mass—especially
for very weak and very strong coupling where the
Feynman formulas are known to disagree with
fourth- and higher -order perturbation theory.
Second, we shall extend the weak-coupling pertur-
bation theory to sixth order for E, and fourth order
for (m/m*); and finally we shall obtain a two-point
Pad€ approximant to these higher-order perturba-
tion expansions and to the strong-coupling expan-
sions. ¥’

In obtaining a Padé approximant to Feynman's
expressions® for E, and m*, we first expand those

@=[}=D+E}+E;+

FIG. 4. Whitfield-Puff approximation to the polaron
self-energy.
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expressions in the weak- and strong-coupling
limits:
- -(0.98%x107% a?
e ={ —(0.6%10%) a®+0(a?

Fern | —0.1062%-2.83+0(a™?, (3.4)

J

Ey
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m*
m

S‘ l+da+ g a?+0(ad
0.02a*-1.01a%+0(a) .

(3.5)

Feyn

With this information we can fit Feynman’s E, with
a [2, 4] Padé approximant:

e

Feyn

1+0.129853¢ +0.011891a2

(3.6)

To fit m* /m, we factor out the behavior at infinity and then fit a [2, 2] Padé approximant to the series

1++a+1.0350%-0,02a*, The result is

m*

£0.02¢*-1.01a%+

1.128863a%+0.175204a + 1. 071225

m
Feyn

The results of the Feynman calculation and the
Padé approximant to it are displayed in Figs. 6 and
7. Note that the differences between the exact
Feynman expressions and the approximants to them
differ at most by 6-1% and 21% for E, and Inm*,
respectively. In general, the Padé approximants
provide a very good description of the ground-state
energy and mass of the Feynman polaron. There-
fore we feel justified in attempting to obtain an im-
proved systematic weak- and intermediate -coupling
theory of polarons using the two-point Pad€ approx-
imant method. We emphasize that the advantage

of such a Pad€ approximant scheme is that it can
give an intermediate-coupling theory which, in
principle, is exact; that is, as the order of the
approximant is increased, the approximants con-
verge to the exact results. Therefore, an ar-
bitrarily accurate intermediate -coupling theory can
be achieved by simply evaluating the weak- and
strong -coupling expansions to sufficiently high or-
der.

In order to compare the two-point Pad€ method
based on perturbation theory with the Feynman re-
sult, we first evaluate the weak-coupling perturba-
tion expansions to sixth and fourth orders for E,

0.0207a" -0.003333a +1.071225

(3.7

three contributions to the polaron energy, indicated
in standard diagram notation® in Fig. (5). The con-
tributions of the diagrams are given in Table I.

The details of the fourth-order calculation are given
in Appendix B; a similar sixth-order calculation is
also presented in Appendix B. The resulting weak-
coupling expansions of the ground -state energy and
effective mass of the polaron are®

% = - -0.01592a> - 0.0087650° +- - -
pert (3.8)
and
-ﬂ* = 1"%a+0.02263c¥2+... . (3.9)
m pert

Two-point Pad€ approximants can be constructed
to fit these results [Egs. (3.8) and (3.9)], All-
cock’s strong-coupling values® of E, (calculated
using the theory of Bogoliubov and Tyablikov*’)

E
0 - 2
h’l\ =-0.1088a“-2.83,

pert

(3.10)

and Feynman’s strong-coupling expansion [Eq.
(3.5)] for m*. The results are displayed in Figs.

and m*, respectively. In fourth order, there are 6 and 7,
|
Eq | . -a-0.103529¢%-0.009287a°+ 0. 000093 " (3.11)
| 1+0.087609a — 0. 0008732 ’
per
and
m*| s 2, 1.065653a*+0.168395 + 1. 030367
= 0.02a7-1. 01+ =0 50301a? — 0. 003333 + 1, 030367 (3.12)

pert

The [2, 4] approximant (3. 11) to the ground-state
energy has a pole near a =~ 400 which is due to the
large coefficient of the o® term in perturbation

[
theory. While it is possible that this pole is sig-
naling a singularity in E(a), the perturbation cal-
culation would have to be carried to higher order
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(a) (b) (c)

FIG. 5. Diagrams contributing to the polaron energy
in fourth-order perturbation theory: (a) nested diagram;
() crossing diagram; (c) reducible diagram.

and a (3, 5] approximant determined before one
could have any confidence in predicting such a
singularity. Furthermore, strong-coupling theory
is generally valid for « > 20, so that if Ey(a) has a
singularity it should occur for « less than 20;
therefore it is most likely that the pole is simply
a result of terminating the perturbation expansion
after terms of o®. In order to improve the Padé
estimate of E,(a) for « less than 20, we have
evaluated the ([1, 3]; «, & — 20) Padé€ approximant®

— A — Allcock
I —®— Perturbation ([2,4];a,a™")
wooeFeeees Feynman
X XX Feynman ([2,4]; a,a™) 6
—2—2- Second order
—4—4— Fourth order
-30 —6—6— Sixth order
—A—n0— Lee and Pines
[ ~T—T~ Tamm- Dancoff

1 ) 1 1 1 1 1 L . 1 1

O 1 2 3 45 6 7 8 9 1011 1213 1415
o]
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to Eo(a) [Fig. 6(b)] by expanding the strong-cou-
pling theory about a=20. These results are also
displayed in Figs. 6 and 7 and are presented in
tabular form in Tables II and III. The difference
between the approximants to the Feynman curves
(line of X) and the Feynman curves (dotted lines
with F) is a measure of the error in the Padé€ ap-
proximants to the perturbation series.

Looking at Figs. 6 and 7 we conclude that the
two -point Pad€ approximant method provides an
astonishingly accurate scheme for determining the
intermediate -coupling energy and mass of the
polaron. From Fig. 6, we deduce that the two-
point Pad€ method describes the ground-state en-
ergy to within a few percent and that it is far su-
perior to perturbation theory, Tamm-Dancoff
theory, and the intermediate-coupling theory of
Lee and Pines. Only the Feynman theory seems
to describe the intermediate-coupling regime well,
and it fails to obtain a sufficiently low ground-state
energy at weak coupling (Fig. 8) and at strong cou-
pling [compare Eq. (3.4) and Eq. (3.10)]. For the
effective mass, only the Feynman calculation gives
reasonable answers in both the weak- and strong-

——A — Allcock
F —®— Perturbation ([1,3); a,a-20
------ F.----- Feynman

X XX Feynman ((1,3];a,a-20) 6
[ —2—2- Second order
t —4—4— Fourth order
|
|
o}

—6—6— Sixth order

—-&—40— Lee and Pines

~T—T— Tamm - Dancoff

1 1 L 1 1 1 1 e 1 1 1 1 g 1 :

Il 2 3 4 5 6 7 8 9 101l 1213 415
Q

FIG. 6. (a) Ground-state energy of the polaron, E (in units of optical-phonon energy #%), as a function of polaron
coupling constant @. Second-, fourth-, and sixth-order perturbation theory are denoted by the lines labeled 2, 4, and 6,
respectively. The dotted line with F represents Feynman’s variational calculation (Ref. 3); the x represents the two-
point (& — 0 and @ =«) Padé approximant to Feynman’s calculation. The two-point Padé approximant to sixth-order weak-
coupling perturbation theory and strong-coupling variational theory is denoted by a solid line with circled P. Allcock’s
strong-coupling variational result is denoted by a solid line with A. The Tamm-Dancoff approximation is denoted by T
(Ref. 1); and the intermediate-coupling results for Lee and Pines (Ref. 10) is denoted by triangles. Note that (i) the
Padé approximant (x) to Feynman theory fits that theory (F) quite well; (ii) the Padé approximant to perturbation theory
(P) is in good agreement with Feynman’s theory; and (iii) the Padé approximants seem to give more plausible values of
E, than the intermediate-coupling theory of Lee and Pines. (b) Ground-state energy of the polaron E, as a function of
coupling constant «. The notation here is the same as in (a). The two-point Padé approximants in this figure are fitted
to weak- and strong-coupling expansions around ¢ =0 and o = 20, respectively.
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FIG. 7. Polaron effective mass as a function of coup-

ling constant ¢v. Second- and fourth-order perturbation
calculation are denoted by solid lines labeled 2 and 4,
respectively. The dotted line with F represents Feyn-
man’s variational calculation; the X represent the two-
point Padé approximant to Feynman’s weak- and strong-
coupling expansions. The two-point Padé approximant
to fourth-order perturbation theory and strong-coupling
variational theory is denoted by a solid line with circled
P. (Note that it nearly coincides with the Padé approxi-
mant to Feynman theory.) The triangles and the squares
denote the intermediate-coupling results of Lee and Pines
and of Lee, Low, and Pines, respectively. The solid
line with T represents the Tamm-Dancoff approxima-
tion.

8 9 10 Il 12 I3

coupling limits, and the Padé approximant to Feyn-
man theory (which differs only slightly for a >3
from the Padé approximant to perturbation theory)
fits it quite well. Again, in the weak-coupling
regime, the Pad€ approximant which reproduces
perturbation theory is superior to Feynman’s cal-
culation (Fig. 9).

In view of the remarkable similarity between the
Pad€ approximants to £, and m* and the Feynman
results, we believe that E, and w* are continuous
functions of the coupling strength «. Had there
been a discontinuity in either E, or m*, the Padé
approximant would have tried to simulate the singu-
larity, and there is no evidence of such a singu-
larity in Figs. 6 and 7. Therefore, we believe that
the Padé approximants indicate that the polaron
wave function changes continuously and smoothly
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as the coupling strength is increased; not dis-
continuously and abruptly (for a~ 6), as suggested
recently. * Therefore electron self-trapping via
interaction with the longitudinal-optical phonons
should not occur. #?

The astounding conclusion of these calculations
ig that a very accurate intermediate-coupling theory
can be obtained simply by first evaluating the first
few terms in the weak- and the strong-coupling
theories and then joining the two limits using two-
point Padé approximants. The success of the
method for intermediate -coupling polaron theory is
remarkable. The method accurately describes the
polaron ground -state energy E, and effective mass
m* in the (approximate) Feynman theory, and
seems to predict m* and E; with comparable ac-
curacy without having to resort to either displaced
oscillator transformations or path integrals.

IV. POLARON DISPERSION RELATION E(k)

In theories of the transport and the optical prop-
erties of polarons, it is necessary to know the
complete dispersion relation E(k) as well as the
ground -state energy and effective mass. In this
section, we review some existing theories of the
polaron dispersion relation and use Pad€ approxi-
mants to obtain a “best” dispersion relation using
the best parts of the various theories. Our re-
sults should be particularly useful for weak to in-
termediate coupling.

Due to the strong mixing of one-electron zero-
phonon states with one-electron one-phonon states
near k = (2mQ/%)/?, second-order perturbation
theory attempts to simulate a phonon-emission
threshold there, but fails by obtaining a cusped
shape (see Fig. 10) rather than the expected thresh-
old behavior: The second-order energy is

e _ ahQ
2m  k(/2mQ)T?

E(a,k) =

1 k(E%/2m) "
XS G — 1% 2m) e

(4.1)

In an attempt to improve on some of the short-
comings of second-order perturbation theory, we
have evaluated the fourth-order energy using Ray-

TABLE I. Contributions of the various terms of
fourth-order perturbation theory to E, and m/m*.

Contribution Contribution
to Eo/#Q to m/m*
Fig. 5@) —0.327692¢,> —0.1928407
Fig. 5(b) —0.188228¢° —0.11785¢*
Fig. 5(c) it 10?
Total +0.01592¢2 0.02263¢*%
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TABLE II. Polaron ground-state energy E/ZQ (in units of optical-phonon energies) as a function of coupling
constant o .
o
Eo/nQ 1 3 7 9 11 13
Lee and Pines? -1.00 -3.10 -5.30 ~17.58 - 9.95 -12.41 .
Feynman and Schultz? -1.01 -3.13 —-5.44 -8.11 -11.49 -15.71 —20.60
(Eo/ ) ey -1.01 -3.16 -5.65 —8.67 -12.33 -16.72 - 21.89
(B o/ Q) pert -1.02 -3.33 -6.14 -9.59 -13.74 —18.65 - 24.33

2T, D. Schultz, Phys. Rev. 116, 526 (1959).

leigh-Schrodinger perturbation theory: The result,
which is proportional to &?, is displayed in Fig.

10 for a=1, and diverges as (k2 -2)"'/2as k ap-
proaches k,=(2mQ/#%)*/2. This divergence is, once
more, perturbation theory’s way of telling us that
it is unable to describe the region near the phonon-
emission threshold.

An approximation which should yield the correct
threshold behavior is the Tamm-Dancoff method—
a variational determination of the ground-state
energy (for given momentum), using a trial wave
function which includes only the zero- and one-
phonon states of the lattice field. ¥ The Tamm-
Dancoff dispersion formula is

ﬁakz_ anQ
2m  k(H/2n Q)2

E(a,k)=

4 R/ 2mQ)?
X tan™! 7% - E(a, B - (4.2)
Since the Tamm -Dancoff approximation solves the
zero- and one-phonon problem exactly, it should
provide the proper description of the dispersion
curve near threshold, even for intermediate and
large values of @. Note that the cusp and divergence
of second- and fourth-order perturbation theory

are replaced by a more plausible threshold be-
havior (dE/dk~ 0) with this approximation. How-
ever, the Tamm-Dancoff result has two major
drawbacks: (i) It fails to shift the one-phonon

TABLE IIl. Polaron effective mass m*/m (in units of
the electron band mass) as a function of coupling constant
a.

o

Lee and Pines®* 1.19 1.61 2.15 2.82 3.58
Feynman and

4.4

Schultz? 1.89 3.89 14.4 62.5 185
(m*/m)p,m 1.19 1.95 6.44 26.47 84.03 210.05
(m*/m)m.t‘ 1.17 1.78 5.99 25.72 83.01 208.82
Pekar,

Bugoliubov,
and Tyablikov® 14 55.7 152 340

®T. D. Schultz, Phys. Rev. 116, 526 (1959).

®Value calculated by author.

emission energy down to #ZQ above the ground state
[i.e., the threshold energy is E(a,0)= — | E(a,0)l;
thus the energy required to emit one phonon is
79+ |E(a,0)] and not #22]. (ii) It predicts weak-
coupling ground-state energies and effective mass-
es which are correct only in lowest order (a); the
a? corrections to the energy and the effective mass
have the wrong sign.

The reason for the failure of Tamm-Dancoff
theory is its omission of many-phonon states.
This may be seen by the following qualitative ar-
guments. First consider a static electron inter-
acting with the optical phonons of an insulating
solid. Each ion will feel an extra force due to
the extra charge and will therefore have an equi-
librium position displaced somewhat from its lat-
tice site (its equilibrium position in the absence of
the extra electron). The effect of this displace-
ment will be to lower the ground-state energy of
the lattice vibrations and to shift their equilibrium
positions. Such a shift of ionic equilibrium posi-
tions necessarily involves an infinite number of
perfect-lattice phonons since the shifted state is
qualitatively different from the unperturbed state.
These .leas are demonstrated qualitatively by con-
sidering a single charged oscillator of mass M and
frequency 2, subjected to an interaction with the
conduction-band electron:

H=P%/2M + sMQ*X% 43X +0 . (4.3a)

The electron-oscillator interaction is taken to be
linear in the displacement of the oscillator; the
electrostatic interaction energy of the electron and
the equilibrium oscillator is represented by o,

and the energy due to displacement in the presence
of the electron is AX. The “electric field” A plays
a role similar to «!/2in the polaron Hamiltonian.
The oscillator Hamiltonian (4. 3a) is easily rewrit-
ten as

H=P¥2M + sMQ¥X + \M*2%? —im-1 02 A%+0.

(4.3Db)

Note that the energy eigenstates are still separated
by 7%, but all of the states are shifted to lower en-
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FIG. 8. (a) Polaron ground-state energy as a func-
tion of coupling constant o plotted on an expanded scale.
The notation here is the same as in Fig. 6. Note that
the [2, 4] Padé approximant about 0 and « is better than
Feynman’s result at weak coupling. (b) Polaron ground-
state energy as a function of coupling constant plotted on
an expanded scale. The symbols have the same mean-
ings as in Fig. 6. The two-point Padé approximants are
fitted about @ =0 and @ =20. Note that (i) the Padé&
approximant to Feynman’s calculation is extremely
accurate; and (ii) the Padé approximant to the weak-
coupling perturbation theory and the strong-coupling
variational calculation is better than Feynman’s theory
in these regimes.

ergy by the same amount, proportional to A2—
leading us to anticipate that in the polaron problem
the phonon continua will all shift (linearly with «

for small a) to lower energy. Hence, the presence

of a static electron causes a many-phonon dis-

placement of the equilibrium positions for the ions
in the crystal. Now consider a slowly moving
electron. It will also cause the ions to vibrate
about displaced equilibrium sites, with the

amount of displacement somewhat dependent on the
velocity of the electron. It follows that an accurate
treatment of the electron-phonon interaction must
include the (velocity-dependent) displacement of
the ions caused by the electron. Any perturbation
treatment which does not include this physical dis-
placement is doomed to convergence difficulties.
Thus, even the variational (one-phonon) Tamm-
Dancoff method fails to obtain the correct phonon-
excitation energy because it does not account for
the many -phonon continuum shifts associated with
the displaced oscillators.

This physical situation of continuum shifts and
displaced oscillators is hinted at mathematically
by the behavior of the polaron energy levels in
perturbation theory. Consider a slow electron of
wave vector kK interacting with the phonons. By
momentum conservation, it only interacts with N
one -phonon states (N is the number of unit cells
in the crystal), namely those with an electron of
wave vector k.-fi and a phonon of wave vector E{
for all N values of a The effect of this interaction
is to push the one-electron zero-phonon state down
in energy while pushing the one-electron one-pho-
non states up (i.e., the states repel). There are
N? two-phonon states (phonons of wave vectors (-1.1

O.l6- —®)— Two- point (perturbation )
+=++ F--«Feynman
0.14 - x x X Two-point ( Feynman)

—=2—2 Second order perturbation

[1 —4—4-Fourth order perturbation
Ql2

Ql10

0.08

-§)/a?

1
*lE 006
004

002}

FIG. 9. Polaron effective mass as a function of coup-
ling constant ¢ plotted on an expanded scale. The nota-
tion here is the same as in Fig. 6.
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FIG. 10. Polaron-dispersionrelation plotted as a

function of wave vector for coupling constant ¢ =1, The
solid lines with 2 and 4 denote the second- and fourth-
order perturbation calculations. The heavy solid line
denotes the two-point Padé approximant. The lines with
L and I represent the Larsen (see Ref. 13) and the im-
proved Tamm-Dancoff (see Ref. 32) calculations, respec-
tively. Note that the Padé approximant curve has the
same general shape as Larsen’s curve but gives a lower
energy.

and @, and an electron of wave vector K —q, — q,)
which also push the zero-phonon state down, and
are pushed up in return. These two-phonon states
also push the one-phonon states down in energy.

In general, for a given polaron wave vector K,
there are N" n-phonon states pushing the lowest
polaron energy down (by an amount proportional
to a"), and also pushing the energies of the n -1,
n-2,... phonon states to lower energy as well.
Now a calculation of the polaron-dispersion curve
(such as the Tamm-Dancoff calculation) which in-
cludes only one-phonon states should appropriately
depress the energies of the different zero-phonon
unperturbed states, but the threshold for phonon
emission should lie at too high an energy (because
two- and more-phonon states have not been in-
cluded to push the one-phonon states down).

Still, the Tamm-Dancoff approximation does ac-
count for the strong mixing of zero- and one-pho-
non states near the emission threshold, and there-
fore can be expected to give the correct shape of
E(R) near threshold (at least for weak electron-
phonon coupling « and for states whose energies
differ from the threshold energy by much less than
Q).

The above discussion suggests that a simple but
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accurate method for obtaining the weak-coupling
polaron-dispersion relation is to first displace the
normal modes of the lattice (using the displaced-
oscillator transformation of Lee, Low, and Pines)
and then to evaluate the ground-state energy using

a variational Tamm-Dancoff-type approximation.
Such a procedure was used by Larsen, and did re-
sult in an improved dispersion relation with a one-
phonon threshold 7z above the ground state. 13 The
Larsen approximation is almost certainly the best
available in the spectral region near threshold. The
main disadvantage of Larsen’s method is that it
requires numerical evaluation of the dispersion
curve. Therefore we shall only use the Larsen
method to obtain the value k; of the wave vector

of the phonon-emission threshold; information
about the shape of the dispersion curve near thresh-
old will be gotten from the Tamm -Dancoff approx-
imation itself.

In addition to the Tamm-Dancoff approximation,
there is the Whitfield-Puff improved Tamm-Dancoff
approximation which overcomes the first Tamm-
Dancoff difficulty by summing the nested diagrams
(Fig. 4) in order to get a polaron self-energy with
a phonon-emission threshold exactly 7 above the
ground state.* However, the Whitfield-Puff ap-
proximation fails to obtain a sufficiently low ground-
state energy (see Fig. 10) or a sufficiently accurate
effective mass, presumably because the crossing
diagrams (Fig. 5) have been omitted. And finally,
evaluation of the Whitfield-Puff dispersion relation
requires the numerical solution of Pines’s equa-
tion® (Figs. 2 and 4); in view of the drawbacks of
the Whitfield -Puff solution, we do not use it in
formulating an optimal dispersion relation. The
strong-coupling theories generally have not pro-
duced complete dispersion relations and therefore
provide little useful information about the depen-
dence of the strong-coupling energy on k. It follows
that the “best” dispersion relation which we con-
struct using Padé€ approximants will be quite ac-
curate if @< 1, but of limited utility for @ >1. The
various approximations to the polaron-dispersion
curve, their ranges of validity, and their good and
bad features are summarized in Table IV.

In order to evaluate a “best” dispersion relation
which incorporates the good features of the various
approximations while discarding the bad features,
we assume the following: (a) Near the phonon-emis-
sion threshold, the shape of the dispersion curve
is given adequately by the Tamm -Dancoff approxi-
mation; (b) near k=0 perturbation theory is valid
for small «; (c) the energy of the one-phonon emis-
sion threshold must lie exactly %ZQ above the ground
state; and (d) the threshold wave vector is adequately
given by Larsen’s method (Fig. 11). All four of
these assumptions are consistent with the general
results of Cannon®®: (i) E(a, ) for any fixed value
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TABLE IV. Approximations used for obtaining the (nonparabolic) polaron-dispersion relation E(a,k) together with
their good and bad features.

Approximation Good features

Bad features

Valid for a <1
and k< 2mQ/m/?

Valid for o <1
and & < 2mQ/m/?

Second-order
perturbation theory

Fourth-order
perturbation theory

Valid for o <1
and k< (2mQ/M/?

Variational theory, correct
threshold behavior

Sixth-order
perturbation theory

Tamm-Dancoff

Improved Tamm-~
Dancoff

Self-consistent theory, correct
threshold behavior. Many-phonon
states included. One-phonon
threshold lies %Q above ground
state.

Larsen Displaced-oscillator transforma-

tion plus Tamm-Dancoff variation-

al trial wave function. Correct
threshold behavior. One-phonon
threshold lies %Q above ground
state.

Cusp in E(a, k) at k= 2mQ/M'/%. m*, E, and
E(a, k) poorly given for a z 1.

Divergence in E(a, k) at k= 2m /D2 m*, E,,
and E(a, k) poorly given for a 2 1. E(a, k) must
be evaluated numerically.

Only E, can be easily calculated (numerically). E,
poorly given for o 2 1.

E, and m* are worse than second-order perturbation
results; one-phonon emission threshold does not lie
EQ above ground state.

m* seems to be poorly given. E; is not low enough.
Numerical solution of integral equation required.

Numerical integration required. E;, m* poorly
given for ¢ 21. E(a, k) good only for o < 3.

of « is an analytic function of & for all 2 such that
E(k) <nQ +E(0); (ii) E(a,k) is analytic in a for
small a; and (iii) E(a, k) merges into the con-
tinuum (it does not just approach the continuum
asymptotically).

With these four assumptions, we shall evaluate
the polaron-dispersion relation using a weak-cou-
pling (@ << 1) two-point Pad€é approximant method
which fits the perturbation results? (to order 2%
near k=0 and replicates the Tamm-Dancoff be-

havior [to order (¢ - k,)?] near the threshold wave
vector k;. The requirements which the two-point
Padé approximant (in 2) must satisfy are

1 3*E

E(a, k)=E0(a)+ 4—! S_k-r

—2,%2(;) %+ E*+O(R®) |

(4.4)
where E,(a) and m*(a) are the Padé approximants
(in @) given in Egs. (3.11) and (3.12), respectively,

and 8*E/8k* is given by second-order perturbation
theory,

1 o5 7 3

41 %%~ " *\'m%a) 160 - (4.5)
The expansion around k, is given by Tamm-Dancoff
theory,

E(a,k)=nQ+E(a, 0) +cya) Q’;;%ﬁﬁ

+c3(a) Qe'_klﬁ

31! ’ (4.6)

where ¢, and ¢ are given in Appendix C. Equa-
tions (4.4) and (4. 6) determine the [4, 4] two-point
Pad€ approximant to E(a, k) [See Eq. (C1)]:

Sr
E
~—E—E— Extrapolated
ar —L—L— Larsen
3 €
- 3 —
2 L/
/L E
L
L/ s/
e
] 1 1 1 1 1 1 J
| 2 3 4 5 6 7
o]
FIG. 11, Threshold wave vector as a function of

polaron coupling constant ¢¢. The solid line with E
denotes the values of threshold wave vector obtained by
assuming a perfect parabola for the polaron-dispersion
relation. The solid line with L denotes the values of
threshold wave vector obtained from Larsen’s theory
(see Ref. 13).
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FIG. 12. Polaron-dispersionrelation for coupling
constant ¢ =0.25. The notation is the same as in Fig.
10.

QE(a.k) ([4v 4]1 k,k —kl) )

which is plotted in Figs. 10, 12, and 13 for a=1.0,
@=0.25, and @ =4.0, respectively.

V. SUMMARY

The principal conclusion of this work is that
relatively low-order weak- and strong-coupling
expansions can be combined by the two-point Padé
approximant method, giving a simple and amazing-
ly -accurate intermediate-coupling theory. The two-
point Padé method describes the ground-state energy
and the effective mass of the polaron extremely
well, and the Pad€ approximant to the polaron mass
indicates that it is a continuous function of the
coupling constant «. Therefore electron self-trap-
ping via the electron—optical -phonon interaction
should not occur. #?

In addition, the perturbation calculations of the
polaron ground-state energy and effective mass have
been extended to sixth and fourth order in a'’2
respectively. And finally we have speculated about
the nature of the polaron-dispersion relation
E(a,k) and have presented a simple description of
it (which should be accurate for a < 1) in terms of
two-point Pad€ approximants.

In closing we would like to suggest lines which
future research on two-point Padé approximants
may fruitfully follow. First, two-point Padé meth-
ods should be applied to more problems in physics,
so that it will be possible to anticipate when the
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methods will work and when they will fail. And
finally, there is very little known about the formal
properties of either one- or two-point Padé approx-
imants; in view of their phenomenal utility, a de-
tailed study of their formal mathematical properties
is definitely called for.
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APPENDIX A: TWO-POINT PADE APPROXIMANT
TO tanZ

In this appendix we fit

Qeanl[4,5];2,2 - 21)

ag+ayZ+a,Z%+ay 28 va, 2"

140, Z+b,22+b,2°+b, 2% (A1)

to tanZ, using the power-series expansions about
Z=0and Z=2m:

tanz=2+32%+ & 2°+0(2"), (A2a)
tanZ=(Z -2n) +3(Z -20)°+0((Z -21)%) . (A2b)

-3.6F

-4.0
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FIG. 13. Polaron-dispersion relation for coupling

constant ¢ =4. The notation here is the same as in
Fig. 10.
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Expanding Eqs. (A2a) and (A2b) about Z =0 and 2Z,ay+32Z8ay+4Z3a3+5Z%a,
equating coefficients of the first five powers of Z
[in a manner analogous to Eq. (2.13)], we obtain

= Zoby —Z3by—Z3by -Z3by=0, (A3g)
ag=1, (A3a)
a-b,=0, (A3b) 2, +6Zyay+12Z8ay+20Z3a, - 2b,
az-bz=73, (A3¢)
az— by —=by=0, (A3d) —4Zyb,—-622b; -8Z3b,=0, (A3h)
a,—3b, —b,=%. (A3e)

Ba,+24Zya;+60Z%a, —2Zyby — 2(3+22)b,
Similar expansions about Z = 27 generate the re-

maining four equations for the a’s and b’s by
equating the coefficients of equal powers of (Z - Z,)
up to third order:

—2Z4(9+28)b;-222(18+22)b,=0 . (A3i)

2 . These equations are linear in the ¢’s and b’s, and
Zoay+Ziaz+Zhas +Zoas= -1, (A3f) can be solved giving
i

1-0.3575Z —0.03712%+0.01872Z° - 0.00122*
1-0.3575Z —0.37042%+0.13782° -0.0111Z% * (A4)

Qiul[4,5];2,Z2-2m)=2
This result is plotted and compared with the one -point Padé approximant of the same order,
P([2,2]; Z?), in Fig. 1.
APPENDIX B: FOURTH- AND SIXTH-ORDER PERTURBATION THEORY
Fourth Order

The fourth-order contribution to the ground-state energy is

1 _ _p(2 |H1 (H1) s o(H1)s H ) pon(H ) g
BB L G- BT B L BamB)Ee- B Er- B oo

Here E{® and E, are the second order and unperturbed energies of the state with wave vector k respec-
tively. The contributions to Ek correspond to the diagrams of Fig. 5. For K=0 these diagrams reduce to

. 1 ° ° 1 2+(q+q) \ 2
Fi 5(a): — 5 a? ! = -0.3276922%1Q; B2
gure 5(a) = h’ﬂj; dqf0 dq PR 1n<2 =) 0. o (B2a)
2+(g+q’) ) __ PV
Fleure S(0): - T“a”"’f ""f W sy (5 () - o 1902m8ain; (B20)
Figure 5(c): 3a%18 . (B2¢c)

The contributions of these same diagrams to the inverse effective mass is obtained from the coefficient
of the k% term of E,ﬁ“ for k near zero. The contributions to m/m* are

3+2¢°% 2+(g+q")? 3?‘12—[
Figure 5(a): — "‘2‘&[ f dqdq’ (1+ ﬁﬁrqq, In (2+(6] ql)? f dqdq z)J(q,q)

=-0.192844%  (B3a)

| =

: 8 N 1 2 2+q°+ 1
Fi gt ,[ ® 4°+q
gure 5(b) a { + 3—77‘510 ‘[ dqdq 2(1 +qz) + a +q2)2 4(1 +q2)(1 +q/2) (1 +q2)(1 +q'z) qq;

2+(g+q")° )l 32a3 f”f” ;1 2
X - 4 =-=0. 3b
1“(2+(q_q')f I ) dgdq (—lj—qu-J(q,q) 0.11785a2, (B3b)
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| v

Figure 5(c): 3

w|
R

(B3c)

Here we have

" 3(g®-¢'*-2) *(1+¢3(2+¢%-¢"?)
Jg,q") = (1+q2)z[42(1+q27q72)+(q21q’2)2] + WW . (B4)

[4Q+g°+q'®) + (g

Sixth Order
The sixth-order contribution to the ground-state energy is

(H )y (H1 )3 nH 1) i (H 1) _E® 3 (H1)p; (Hy) 0(Hq) oy (Hy)
—E ) : o

2
E®=(E®)? 3 (EIHxlik 2@ T

itk h_Ej) itk (Ek m (Ep _Ej) (Ek _En) i*R (Ek_El)(Ek 'En) (Ek -E,-)
ek i
E (Hl)kj(Hl)jﬂ(Hl)nm(Hl)ml(I{})l!'(HI‘ik

+ (B5)

fmmdoi# (5 _F (B, - E)E, —E,)E, —E)(Ey— E))

The last term in the summation can be split into the eight distinctive contributions represented by the dia-

grams of Fig. 14(a)-(h). Each diagram corresponds to a different energy denominator. For example,

for k=0, Figure 14(c) corresponds to the integral

nad

1
80 ffffff 401442093 AR 3 ny G T B (2 (@ < 407 2+ @ar G07

Some (but not all) of these integrals can be simplified. For example, Fig. 14(a) car be simplified to

moﬁf" dq
ey . W[F(q)]z,

where

27
F(q) = BT

=
S

—_
Q
—

—

b) (c) (d)

—_
¢}
~
—_
-
N
—
«Q
N
—
pu
~

(i) (j) (k)

FIG. 14. Diagrams contributing to the polaron energy
in sixth~order perturbation theory. The wiggly line
represents the free-phonon propagator and the straight
line represents the free-electron propagator.

q [(%-1)1!]2] )
X[“%(Swz) I IEE
Fig. 14(b) reduces to

R
2 (1+¢

[ i m ()]

The contributions of the various diagrams are
listed in Table V.

APPENDIX C: TWO-POINT PADE APPROXIMANT
TO E(k)

The Pad€ approximant in this case is obtained
using all the derivatives up to third order of the
Tamm -Dancoff .dispersion relation near the thresh-
old and the perturbation expansion up to k* near
k=0. Let us denote the first, second, and third
derivatives (evaluated at threshold) with respect to
k of the Tamm-Dancoff energy oy ¢y, ¢, and cj,
respectively. The coefficient of 22 is denoted by
E, and coefficient of 2* by E,. Then the [4, 4] Padé
will have the form

4 & )
Z)aik'/z, bk, (c1)
i=0 i=0

where all k’s are measured in units of (2mQ/k)'/?
and all energies are in units of zZ8. Using the
methods of Appendix A, we have

ay=E(0) , (C2a)
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TABLE V. Sixth-order perturbation contribution to
the polaron ground-state energy E,.

Contribution of

Weight of diagram to
Fig. 14 contribution E,/hQ times weight
(a) 1 —0.1733610504¢°
®) 2 —0.170935054500,3
(c) 1 —0.04516594437¢,°
(@ 1 — 0.03761305677
(e) 1 —0.03225926949¢,°
@ 1 —0.02288236116q°
@® 2 —0.034485187720°
(h) 1 —0.01501993833¢3
@ 1 -3t
() and (k) 1 0.8979561338¢,3
Total —0.008765¢°
bo=1, (C2p)
by=(K My-KsM,)/(KyMy—KoMy) (C2c)
b2=(M3—M b4)/M1 ) (C2d)
b %[k1E1—3/k0—k3E2+k1b4
- (k1 Ey+R1)bz], (C2e)

by=[(R3E; —1)(ky by + K3 b3) -kiby—1

+k}(Ey+REED) /RY, (C21)

—E(O)b1 ) (ng)
a,=E,+E(0)b, , (C2h)
a3=E(O) b3+E1 bl 5 (C21)

SHENG AND J. D. DOW

Ky=3(1+R}E) /RE -

| >

and

a4=E2+E(0)b4+E1bz, (C2])

where

Ki=(1+3kPE,) + 3c ki E\(R2E, 1),

K,=-13kf+3cokiEy ,

% Ekf

+3c, [1+1R2E (1 +3E, kE) + E R (§ - 3E1 k)],

=(3/ky) (1 +5R2E,) + 3c . E1 B} (3R E, - 5)
+3c3E1kf (RIE, -1),

My=—ky(15 +$c,E ki + 5c3 Ey k)

1 1
Mz,-s(,e1 — 5k, E ) +3E1<;1— —%kf)
+3cy,E ky(3kEE,)

+3 CoER3 (8 = 3REE ) + 3¢y E k2 (2+REE,)
+3c3Eokf (2- R} Ey) ,
C]_=0 s
Ca=— 2(%ﬂ+ 29(/(!)2 )
and
c3=(-12x*/a?) (3x® - 1) [3+ (31 + 2¢/a)?]
-(12/x)Gr+2¢/a)? .

Here x is the real root of the equation x* —x — 37
=0 and k&, is the threshold wave vector.
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