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The problem of electron transport at high temperatures has been attacked for a model divalent metal, using
principally a two-plane-wave approximation and taking into account the Fermi-surface distortion. The
electron mean free path is found as a function of position on the Fermi surface for phonon scattering only.
The limiting high-temperature form of phonon-scattering structure factor is used and the effective electron-
relaxation time is found by a somewhat novel iteration scheme that converges rapidly. Without loss of
generality the electric field is chosen to act along a symmetry direction of the lattice. For the purpose of this
application the phonon dispersion and anisotropy are disregarded. Simple consideration of two sets of
Brillouin zones shows that their effects can be roughly superimposed for the usual nearly-free-electron metal.
For a reasonably chosen set of material parameters the calculated dependence of electron relaxation time as a

function of K is used to find the conductivity.

I. INTRODUCTION

The problem of electron-phonon interaction is
central to a large part of metal physics. It plays
a crucial role in the understanding of transport
processes and has been extensively treated in the
standard texts in this area.! The treatment is
based on a linearized Boltzmann equation where
the collision terms are given by the transition
probabilities of time-dependent perturbation theory
and both the lattice potential and the dynamics of
the lattice elements are involved in the interaction.
In addition to the applications to the theory of
transport for electric charge and thermal energy,
the electron-phonon interaction determines the
strength of the pair binding for superconductivity
and alters the effective electron mass.?

Although in the early stages of development there
was a tendency to pass over detailed consideration
of umklapp processes, careful work has shown
their influence to be large even for monovalent
metals® and to dominate the normal processes for
polyvalent metals.* It greatly increases the mag-
nitude of the scattering and at low temperature can
alter the temperature dependence of the Griineisen
prediction (T° for resistivity) and enhance the de-
parture from Matthiessen’s rule in situations in-
volving the breakdown of the relaxation-time ap-
proximation, 5

For the lattice potential as seen by the electrons
it has been customary to employ suitable pseudo-
potentials or, more directly, their transforms,®
The lattice dynamics are usually treated in the one-
phonon approximation, 7 although Baym® has shown
that the complete complexity of the phonon influ-
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ence, including multiphonon processes and the
Debye-Waller factor, can be incorporated by work-
ing directly with the time-correlation transforms
of the scattering of slow neutrons. It appears that
the application of this sort of broader technique
has been limited so far to liquid metals.®

Recently there have been several detailed cal-
culations of transport properties in polyvalent
metals. These include the work of Dynes and
Carbotte* on Na, K, Al, and Pb and of Borchi,
DeGennaro, and Tasellil® on the hexagonal metals,
Be, Mg, and Zn averaged over crystal orientation,
i.e., appropriate to polycrystals. Studies of the
anisotropy of resistivity for the hexagonal metals
have been carried on by Pecheur and Toussaint. !
The latter have also explored!? anisotropy of
thermal resistivity in these metals. In all these
cases the solution of the Boltzmann equation pro-
ceeded from the variational procedure, '* which
gives presumably good upper limits to the re-
sistivities, but little information on the variation
of the relaxation time over the Fermi surface.
For the applications to specific metals the varia-
tions of the Fermi surface from a sphere were
generally disregarded as well as the coupling be-
tween orthogonalized-plane-wave (OPW) functions.

In this paper the emphasis is somewhat different
in that we have concentrated on the influence of
electron coupling through the pseudopotential com-
ponents and used in general a two-plane-wave ap-
proximation. Also because we were interested in
the variation of the relaxation time over the Fermi
surface, we have employed an iteration-type solu-
tion to the Boltzmann equation instead of the more
elegant variational procedure. This iteration pro-
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cedure is appreciably different from what has been
used in earlier treatments.'* The direct investiga-
tion of the relaxation time should be useful in
evaluating other transport effects. In this respect
we are particularly concerned with electromigra-
tion or the mass transport in metal under the in-
fluence of high electric currents. Here the “elec-
tron wind” effect is important and depends directly
on the electron mean free path. The anisotropy of
this effect in noncubic metals'® has been rather a
mystery and the knowledge of the anisotropy of the
electron relaxation time is an important clue to

its understanding.

To simplify the geometry the calculation has been
applied to a fictitious metal with a simple-cubic
structure and two electrons per atom. The re-
sulting zone structure gives rather well separated
zone interactions so that it is generally sufficient
as a first approximation to consider only one
coupling interaction as an reasonable approximation.
To simplify the surface integrations the form fac-
tor is expressed as a series in the square of the
scattering vector.

Section II of this paper displays the basic for-
malism of the approach. Section III applies the
method to the simplest of the umklapp processes.
In Sec. IV we consider the generalization to the
more complex electron coupling. In Sec. V we
show how to combine all contributions to the ob-
taining of the relaxation time and give a simple
example of the application. Section VI is the con-
cluding section,

II. BASIC FORMALISM-BOLTZMANN EQUATION

The investigation of the electron mean free path
A(k), over the Fermi surface when limited by
phonon scattering, begins with the Boltzmann
equation for the conductor in the uniform electric
field E,

(" Z_fo) v‘(g) ° eﬁ: Z —2—17 ‘M(E’E,, a’ .7)(2

€ rodi )

X 8(€= €0+ hewgy) Nz, f &)1 = F (K")]

- N3, A1 - £E)]}

+ [analogous terms involving 6(ez - €3 — hwg;)]-

(2.1)

The left-hand side is the usual drift term in the
momentum coordinates in a force field eE and on
the right-hand side are the scattering terms calcu-
lated according.to the standard equations of second-
order perturbation theory. The M quantity is the
interaction matrix element which induces a transi-
tion between electron states k and kK’ with the crea-
tion or annihilation of a phonon of wave vector §
and polarization j. The symbols for electron en-

ergy and velocity are ¢ and V, respectively, and
w is the phonon frequency. The first term in the
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curly brackets represents phonon annihilation and
the second term the phonon creation. The N, is
the initial phonon distribution and the N} is the dis-
tribution after the creation of the phonon. The f
is the electron distribution and f; is the equilibrium
(Fermi-Dirac) distribution.

For the high-temperature region one can assume
phonon equilibrium so that

N,=N;-1=N%, @.2)

For the electron distributions we write f—f,=g
so that one can linearize the Boltzmann equation by
setting

g®=-<§f‘l)e§->7(ﬁ), @.3)
€
where X(K) is the electron mean free path between
scatterings.

Changing the summation to an integration one
can now rewrite the Boltzmann equation (2.1) as

3(12):2(5:%) | @) - 5@ W By i -

Here the W(k, k') is the transition probability for
the electron to go from state % to &’ with no
implicit dependence on the phonon density. The
factor of 2 arises from the small size of zw which
makes the two parts of Eq. (2.1) equivalent.
Again from time-dependent perturbation one has

WK, ") = @n/7) | (k| V,|k")|? 6(e(®) - ®)) ,
2.5)
where V is the potential responsible for electrons
scattering from state K to K’.

Our variational approach starts by selecting a
particular direction, usually a symmetry axis,
along which the electric field acts. For each elec-
tron state there is defined a relaxation time

7,®) = 2, (&) /0,(&) , 2.6)

where A, and v, are the components of X and ¥ in
the fixed direction p. It should be emphasized that
the tensor property of 7 is sacrificed in this defini-

tion, but this is not too inconvenient, We deter-
mine 7,(k) from a series
Tp(k)=_§; Tp(®) 2.7
i

by an iteration scheme based on the assumption that
7 is not a rapidly varying function of K. The lead-
ing term TM(E) is determined on the basis that 7

is sufficiently constant to be taken out from the
integral in Eq. (2.4). (This starting approximation
has also been suggested by Ziman'® and Taylor. %)
We have

() =v,&)/AK) ,

where

2.8)
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- VvV - - - > -
AR)= 7 f [v(®) - o®")] WE, B d' . (2.9)
Substitution of Eq. (2.8) into Eq. (2.4) leads to

0= j [ ®) = 75 (8] 0(&) WE, &) a’

+ j g[fm(ﬁ)v(ﬁ)-T,,,,(E')U(E')]W(E, By ak .

(2.10)
The next approximation is
7®)= [ [ru@) = rn®1o@®)
x Wik, &) ak'[A®)] 2.11)
and successively
Tpri®)= [ [T ") = 7,0)] 0 &)
x Wik, k") dk' [AK)]? . 2.12)

This iteration appears in general to converge
rapidly. The formal conditions for convergence
will be considered in the succeeding paper. ¢

For a pure metal, one can write the matrix ele-
ments of the scattering potential (E\Vs | E) as the
product of a form factor F(k - K’) which is the
transform of the pseudopotential of the lattice
atom and the structure factor of the lattice. In
the standard treatment of phonon scattering” the
structure factor is expanded in terms of the phonon
waves. For single-phonon scattering the matrix
element is proportional to the phonon amplitude
and one obtains

[(K|V, | B [2= @NIT Y | a2 (R - 80 | FRP(?

(2.13)
where a,, and e, are the amplitude and polariza-
tion, respectively, of the phonon with wave num-
ber g and polarization index ¢. The initial factor
of 3 occurs in Eq. (2.13) because only one scat-
tering process (phonon creation o7 annihilation)
is involved. The scattering vector is K=k-K.
The conservation of crystal momentum requires
that ¥ =3+Q, the (annihilated) phonon wave num-
ber, where (3 is 27 times a translational vector of
the reciprocal lattice. The umklapp processes are
characterized by 6¢0. For our interests we can
replace [a(& )l"‘ by its high-temperature approxima-
tion, "

a=kT/M, (2.14)

where % is Boltzmann’s constant, T is the absolute
temperature, M is the mass of the metal atom,
and w, is the angular freque_tlcy of the phonon wave.
For the normal processes (Q=0) only longitudinal
waves are involved, ¥ =(J), and Eq. (2.13) on the
right-hand side reduces to (T/2Mc2%) | F(@q) |3,
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where ¢, is the longitudinal sound velocity, For
metals, however, not all the Fermi surface can
be spanned with normal processes and umklapp
is involved. Where it is, the shear waves are
important,

Because of our interest in the effect of the Bril-
louin-zone (BZ) intersections, we have chosen in
this investigation to deal with a fictitious metal
having a simple-cubic structure and two electrons
per atom, as mentioned in Sec. I. Choosing to
work in the extended zone scheme, we visualize a
nearly spherical Fermi surface intersected by
the three mutually perpendicular BZ’s. Without
loss of generality, we take the electric field E
along the Z axis and put K in the upper hemisphere,
With K as an origin we construct a phonon space,
and as shown in Fig. 1(a) mark off the cell struc-
ture into which the phonon zone planes divide the
Fermi surface for integration over %’ [Fig. 1(b)].

(a) \
L~
iz g \
R :x“\:‘?
= \
:\ L:\L“ I P
— :\\M\))
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|

FIG. 1. (a) Fermi surface intersected by various
phonon planes and (b) exploded view of resulting cell
structure.
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FIG. 2. Comparison of enclosed surfaces for the
spherical and cylindrical phonon cells, respectively, in
cell IIA as a function of k,/kg.

The nomenclature is to call the central cell in
which K appears I and the three cells that adjoin

I are called IIA, IIB, and IIC reserving IT A for
the region to the — Z side of I. The next more dis-
tant cells, each of which share an edge with I,

are called IIB, IIIC, and IIID and there is even

a small cell IV with common corner with I,

Of course these BZ’s are cubes, but since the
intersection of cube and sphere is complicated by
two orientation angles, we were constrained to ap-
proximate the zone first by a sphere and in later
considerations by a cylinder with altitude equal to
the cube edge. Both approximations have their
individual uses and the added symmetry allows
in each case that one variable in the surface in-
tegration in Eq. (2.4) be done analytically as in
Sec. III. We shall also see that both approxima-
tions are quite mutually consistent. For example,
we see in Fig. 2 plots comparing the amount of
enclosed surface in cell ITA as a function of the
k projection along the Z axis for both sphere and
cylinder models of the phonon cell; the consis-
tency is apparent. -

For K on the BZ itself the possibility for Q=%
and §=0 exists, in which case |(2|V,I%')|? [Eq.
(2.13)] appears to go infinite—a situation frequently
referred as a “hot spot” on the Fermi surface,
Actually a more careful study will show that the
infinity does not really occur when one considers
the Bragg coupling for the electrons and the de-
formation of the Fermi surface (see Sec. IM).

As long as only single-plane-wave functions are
used for the electrons, a particular choice for ¥
determines § and 6 uniquely. However, once Bloch
wave functions are used, the possibility for Bragg
diffraction presents multiple choices for @; this
is particularly important for those states near
the BZ. Then for a given k there may be three or
four values for %+ K that replace k in Eq. 2.13)
giving rise to separate terms. Here K is like Q,
27 times a translational vector of the reciprocal
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lattice, but introduced by Bragg diffraction rather
than by umklapp. To treat this complication the
electron zone structure must be specified in addi-
tion to the phonon structure.

In accord with the basic assumption of the nearly-
free-electron metal (NFEM) that the zone energy
gaps are small, we treat the Bragg coupling of the
various zones by superposition only, maintaining
that those regions where superposition might break
down (near edges and corners of the zone structure)
are relatively unimportant. Consequently, two-
plane-wave functions suffice quite generally for the
appropriate Bloch functions for the electrons
throughout most of the Fermi surface. They have
the standard form,

$a0r) = V12 a(p) €' FF 4 B(u) ei(ifk)-;] . @.15)
where @ and B are given by
a=G{l+|y-p|lr-pPe g2 272 (2.16a)
B=x ({1 - |y-ul[(r- wP+g? 2 /2. (2.16D)

Here the components of k parallel and perpendicu-
lar to K are written &, = ukyand k, =vky, respec-
tively, (kp is the radius of the undistorted Fermi
sphere). Let u= y:K/ZkF specify the location of
the BZ. The parameter g which determines the
band gap splitting is V(K)/2¢zy, where € is the
Fermi energy and V(I-(’) is the Kth component of
the lattice potential, In this work we shall take
V(K) to result from a purely local potential and

to be equal to F(ff), the atomic form factor.
Strictly this holds only at absolute zero and V(K)
should be multiplied by the square root of the
Debye-Waller factor for 7>0. For the electron
energy near the Kth zone, we have

e/ep=(k/Rpf+ 27y~ ux[(y— pfP+ g%} .
(2.17)
The plus sign in Eq. (2.17) goes with u>vy. The
sign of 8in Eq. (2.186) is the same as F(K) for
> v and reverses for u<y., For this model the
electron velocity appearing in Eq. (2.1) is given
by V=7"1V,e=#K/m* except near a BZ, where
the parallel component of V is altered. (w* is the
electron mass characteristic of the conduction
band far from a BZ.) In general

v (ks u/m*)[1 - 28,(k)] .

The choice of an analytic form for F(x) to be a
power series in k% has the double advantage that
the fitting for small x2 is easy and that integra-
tion over one angular variable of the Fermi sur-
face can be done analytically. In this work we
have used a linear expression,

F(k)=Fo[1- (1/2b)(x/ks1] ,

similar to that used by Feit and Huntington.!” Here
F, can, in general, be taken as a constant, — %eF,

(2.18)

(2.19)
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and b is a parameter which essentially determines
the zero for F(x). For some metals such an ex-
pression can be made to give a reasonably good
fit; for most a quadratic term would be prefer-
able to give good fitting in the region around k =2k,

Before proceeding in Sec. III to the actual cal-
culations, with this model, it is worthwhile to list
briefly the shortcomings and assumptions of the
approach and comment whether each is basic to the
model, tractable by a more detailed procedure, or
simply trivial: (a) The most serious shortcoming
of the approach seems to be the neglect of the
multiple phonon processes, especially since there
seems no easy way to estimate their influence
particularly at high temperature. (b) The method
assumes that F(k+ K) is a function only of the
magnitude of its argument. This is satisfactory
for a local pseudopotential, but for a nonlocal
pseudopotential it holds only if k¥ + K connects
states of the same energy. For some K this may
not be even approximately true. (c) As will be-
come evident, the phonon spectrum will be treated
rather cavalierly since both dispersion and anisot-
ropy are neglected in this treatment. However,
the effects of these omissions can be estimated,
and if need be, a more detailed treatment could
take them into account.'® (d) As mentioned above,
a careful treatment for most metals will require
an expression for F quadratic in k% rather than
linear as developed here. (e) Lastly, the use of
spherical or cylindrical phonon zones appears to
introduce relatively negligible error.

III. EVALUATION OF THE SCATTERING INTEGRALS FOR
CELLS I AND II

In this section we shall proceed to evaluate cer-
tain integrals that pertain to cells I and II and that
will be useful in constructing the complete A)
in Sec. IV. These integrals are

e = L P& &) dS'/| Vel 3. 1a)

.:mc=J w[1-285N ] p (K, K)dS'/|Vy €] ,
’ (3.1b)

me=J v cosp p(k,K')dS"'/ |Vpee| . (3.1c)
o}
Here C is the cell index, v%=1- u2, and ¢ is the
appropriate azimuthal angle measured from the
k- K plane. The function p(K, k') stands for
VIRV, IR E/qh. The A(K) can be expressed in
terms of these quantities,

AR =vp 2 Aull - 28* Wy mo = e}, (3.2)
where v =7k, /m* is the velocity at the undis-
turbed Fermi surface. It will be convenient to
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abbreviate the sum of any m, over the cells by

E :x"’”c=x”"t .
c

To distinguish those effects arising from phonon
umklapp, from those due to Bragg coupling Sec.
III A gives a treatment using only single wave func-
tions.

(3.3)

A. Single-plane-wave approximation

Under this limitation a,=1 and 8,=0, v be-
comes proportional to u, and the distortion of the
Fermi surface is neglected.

For the cell I the range of the integraticr:, is
limited to the f)art of the Fermi surface enclosed
in the cell. With a spherical-cell approximation
the integration is simple using K as the polar axis.
Since the phonon cell and the volume enclosed by
the Fermi surface are equal for a divalent metal,
the area of integration subtends a solid angle of
w at the E—space origin. With no umklapp the
phonon structure factor is unity. The expressions
for gmy, nml/u-y and lmI/V;

omg L F(q)>2d _1(1__1_ 1
my 2 )y ,,\FO)) “*Ta\" 7 2p " 1252) °

(3.4a)
1 2
Wy B F(t])) , ,__&(E_i 5
my 2 J.1/2<F(0) Wwodp “4\4 " 35 *9602)
(3.4b)
my/v=ymy /i, (3.4c¢)
are independent of angular coordinates. They are

here expressed in dimensionless form, where the
constant m, is

mg= Rum*kp /%) FE(RT/pC?) . (3.5)

(Here p=MN/V is the metal density.) Further,
the contribution to A(K) from this cell can also be
written

uoml-—"m,=f-<-‘1£—6—1b+551;;5)mo. (3.6)
When %’ lies in cell II umklapp is involved by a
vector 6: — 2k along a coordinate axis. Again we
use the spherical-phonon-cell approximation. The

advantages are that practically every expression
can be integrated in closed form and that in studying
transport behavior as a function of T below the
Debye temperature, the cell radius can be directly
related to the largest available phonon wave num-
ber. The geometry is shown in Fig. 3. By inspec-
tion one can deduce the following nomer&glature and
relations. The length of the vector k+Q is ey,
where we have

le] =1 -apy+ a2z, 3.7)

The angle that & makes with the Z axis is 71— &;
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FIG. 3. Geometry for cell-II scattering with spherical
phonon zone,

cost= 2y~ u)/e and siné=v/e.

The line of centers can be used as a polar axis
and the angles 6 and ® are the spherical polar
angles which map out the position of K , the variable

|

. kT 2Q
sz Mci 1—-

2Q

In a similar way the expression for F2?(x) in Eq.
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of surface integration as seen from the k-space
origin., From the end of &k, the analogous angles
are ¢ and ¢. The interrelationships are

cost=(e—cosb)kp/q , (3.8a)
sing = (&, sind)/q . (3.8b)

Of course, {, the phonon wave-number vector,
goes from K’ to 8k,. It is related to e by

q%=(e®+1-2ecosd)r’% . (3.9)

Preparatory to finding the m’s we now express
the phonon structure factor and F(%) in terms of
variables ¢ and ¢. The structure factor of the
phonons squared is fundamentally

kT Qcosy\? Q sinx\?
2_ M2 2 PA 2 (x=222r
SP_MCZI[<1+ 7 >+'r( - ) ,  (3.10)

where 7 is ¢;/c;, the ratio of the velocity of
longitudinal acoustic phonons to that of the trans-
verse phonons The angle x is between the di-
rection of ¢ and Q, its value is determined by

—cosy=cos¢cosg+singsing cosg . (3.11)

Here the choice for ¢ =0 corresponds to K’ in the
same plane as & and K and lying between them. The
substitution of Eq. (3.11) in (3. 10) gives

2
- cos£cosg+ (%) [#%+ (1 = 2)(cos®£ cos?t + sin£ sin® cos?e)]

(3.12)

(2.19) can be expanded to

2
=F% |1 -——1—2— (9% -2Qqcostcost+Q3)) + %Q?_q sin¢ sing cos¢
20k 5% k%b

2
X 1———1——2- (g2 -2Qqcostcost+ Qz))+(—ng- sinssingcoszi)) ]
2bk% \kpb

(3.13)

Substitution of these expressions into Eq. (3. 1a) by virtue of Eq. (2.13) gives the following expression,

after integration over ¢:

M= 5 j d(cos¢) {[ - %IQ cos£cosg + <§) [#%+ (1 - 72)(cos®£ cos?¢ + 3 sin’£ sin®¢ )]]

<1 W(q —2chos§cos£+Q2)) 2{ -

<t

Somewhat more complicated expressions evolve for
Wy and my; . Here one must use the substitutions,

' =—cosécos@+singsinf coso , (3.15a)

2Q

7 cosgcos§+<q) [7%+ (1 = %) cos?¢ cos §]j|

Q

2 2
) 2 ( k%’;) (1 —7?) sin*¢ sin®g —% (E‘) sin®£ sin®g
y F

< W(q -2Qqcostcost+ Q2)>(1+(r -1)—= cosECOSE)}-

(3.14)

f

v’ =sin& cosf+ cosésing cosd . (3.15b)

Although the integration over cosf can generally
be carried out, it proved to be a reasonable ap-
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FIG, 4. Plot of ymyy, ymyy, and ;myy for single-plane~
wave approximation with spherical phonon cell.

proximation to replace cosf where it appears in
the numerator by its average value, 3+%e. The
leading term in Si is (rQ/q)? and its integral gives
rise to a logarithmic singularity as 8 =0 for p=v,
where ¢2 becomes 1- cosf. This is, of course,
the cause of the “hot spot” situation mentioned
earlier.

It is not easy to get much additional feeling for
the general behavior of the m’s without resorting
to numerical evaluation. This we did, cross
checking direct computer integration of equations
such as (3.14) with evaluation of the expressions
resulting from analytic integration, We needed
constant values to assign to the constants y, 7, b,
and g. For y we chose 0. 80, very close to the
value that one would find for a perfect Fermi
sphere of a divalent metal in a simple cubic lat-
tice. For » we chose (2)1 /z—certainly a reason-
able choice. For b the latitude for selection was

1

[V |12 @) T [l |( 2, ) g WG+ B =B8] PG B -0

Ky K

For two-plane-wave functions the summations over
K and K’ include only two values, 0 and minus the
K value corresponding to the closest Brillouin
zone. (For the equatorial region symmetry may
require a three-plane-wave function since there
will be two BZ’s about equally distant from k.) In
terms of the quantities in Eq. (2.15), ay=a and
a_g=pB. The equation for momentum conservation
is now g+ @ for the phonons equal to ¥+ K’ - K.
Since each matrix elements will consist™of four
terms, there will be 16 in all in Eq. (3.16), of
which ten are individually different, as compared
to what might have been considered a single term
for the one-plane-wave function treatment Sec.
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wider, but it seemed clear that a great number of
pseudopotentials give form factors with zeros less
than 2%2,. We picked a value for b of 1.80 which
gave a crossing at k=1.9%,. This choice fixed the
value of g (near T=0) at 0.12 although a lower
value could have been equally reasonable in view
of the high-temperature applications in view. The
ensuing plots for ymyy, ,myy, and ;my are shown
in Fig. 4. One notes that all three have relatively
small values in the equatorial region (low u), in-
crease to a logarithmic singularity at the zone
plane, and in the cap region (lul>y) appear some-
what smaller, falling rather rapidly on approach-
ing the pole (n=1).

The ym is naturally the largest, ,m appears to
scale rather closely with g, and m is negative,
since cell II is mainly in the lower hemisphere.
From symmetry ,» must vanish at the equator as
indicated by the solid line., The dotted line shows
the contribution from the lower hemisphere only.
One must include also %’ in the upper cap region as
part of cell II when % is close to the equator. As
a result the value of ,m goes to zero at u=0, its
slope is doubled, and there is a slope discontinuity
back at u=0.14, which reflects the point at which
the dotted line meets the axis.

We are aware of the limited value of displaying
results for a particular choice of material con-
stants. In Sec. IIID we shall attempt some general
comments on how results may be expected to vary
with changes in ¥, », b, and g.

B. Two-plane-wave Bloch functions

With the introduction of electron coupling through
the lattice-translational vectors K, the expres-
sion for the scattering matrix squared becomes
more complex. In place of Eq. (2.13), we have

(3.18)

r

IIIA.

Because of the direct p dependence of the a’s
and B’s the spherical phonon cells offer no ad-
vantage at this stage. Accordingly, a cylindrical
cell is employed where the cylinder axis is parallel
to the relevant ﬁ, and its length is equal to the
edge of the cube cell, The geometry is shown in
Fig. 5. The mutual consistency of the two treat-
ments is illustrated by Fig. 6, which shows the
om and ,m (one-plane-wave approximation) for
both sphere and cylinder as a function of u paral-
lel to the cylinder axis. The natural coordinates
for the integration over the &’ solid angle are p’
and ¢, where ¢ is now the azimuthal angle re-
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FIG. 5. Geometry for calculation with cylindrical
phonon cell.

ferred to the cylinder axis. Again the integrations
over ¢ can all be carried out in closed form, but
the integrations over u’ must be done numerically.
The integration limits on ¢ (+ ¢;) depend on u’ in
a complex way; see Fig. 7 where ¢, is plotted
versus u’ for y=y. Those terms which contain

a ¢~% require that the deformation of the Fermi sur-
face in the neighborhood of the BZ be taken into
account, but the effect is not so serious for other
terms, particularly if either K or K’ is far from
the BZ.

For the calculation of the w’s there are several
ways the terms could be combined. We chose to
group terms according to the power of the lattice
vector (@ or K or combination thereof) appearing

omcyl

o
v

omsph

o

o]
L

UNITS OF mg

m cyl
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T
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T
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FIG, 6. Comparison of ¢m and ym for cylindrical vs
spherical cells as a function of u.

$, (RADIANS)

FIG, 7. Illustrative plot of ¢; in radians as a function
of u for p=vy,

in S,. The groups are thereby labeled 0, 1, or
2 and the corresponding parts of the m’s will be
indexed by a following superscript in parentheses.
For terms containing q-J one has

g

m® - 9 [(aa’ + B8")F(g)
o= RT ) g

+af'FE+Q)+ o'FFE-Q)F, (3.17a)

) _ Mo dQ'[ )
myy = — [(aB’+ &'B)F(q)
o F% n 47

+ad'F+Q)+ B8 F@-Q)F, (3.17b)

where the roles of o’ and 8’ are interchanged on
going from cell I to II. For the use of the cylin-
drical coordinates the form factors are written in
cell I as

2
I;;q) “1— b (1= pp’ = o' cosg)=1 = p-1 12251 )
—-0 F
(3.18a)

2
————F(cg D _1_pm (ZZZF £2y(u' = p)+ 272> ;
(3.18b)
and in cell I, where p’ is for the most part nega-
tive, we have

EF%’Z S1m b1 pp’ = 2(u =) (0 + 7) - v coso]
(3.192)
2@ _y_ b"(“q;—+27(u— u’)(111)+272(1i1))
Fy 2%
(3. 19b)

In the succeeding plots of the various functions
that were numerically determined as functions of
k the introduction of the distortion of the Fermi
surface made it necessary to distinguish between
the definition of u as the projection of K in units
of & or as the cosine of the angle which K makes
with the Z axis. It was decided that the former is
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the more. useful, since the projection is the natural
variable for surface integration when there is sym-
metry about an axis. With this choice the dis-
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continuity at the zone occurs at p =7y without a break
in the abscissa and the point with polar symmetry
is indicated by a value of y somewhat less than 1.

Plots of ym&’ vs u are shown in Figs. 8(a) and
8(). The substantial contribution from cell I at
low u is in large part from the free-electron term.
The discontinuities at u =y arise from the several
ap terms that develop on squaring Eqs. (3.17a)
and (3.17b). The particular interest in this (0)
group comes from the fact that the phonon struc-
ture factor does not appear (S, is constant). With
a change of the appropriate multiplicative constant
these results then cover the case of impurity scat-
tering to all powers of 8. This was the problem
treated by Feit and Huntington, }” who solved the
Boltzmann equation self-consistently but to only
first order in the perturbation parameter.

The plots for ,m&’ and ;m?’ are shown in Figs.
9 and 10, respectively. The relative smaller size
here of ;m,, compared to the situation in Fig. 4,
comes from the factor 1 -2p% in Eq. (2.16) which
did not appear in Sec. IIIA.

Proceeding on to group (1) we deal with the cross
terms in S, involving q. Q,

m® =y F -Zj' aQ’ Zq Q === [(aa'+ BB')F(q)

+ap’(g+ Q)+ a'BF(q- Q)]

x[aB'F(qg+Q)- o’'BF(g-Q)],  (3.20a)
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e’ §.-Q
@ =meF? [ 5 LR (ap s o’ BF()
11 4r q

+ad'F(g+ Q)+ BB Flg - Q)]
x[aa'F(g+ Q) - BB Flg - Q)] .

The plots of these functions also appear in Figs.
8-10. One notes that these functions are small,
particularly at low u, the result of considerable
internal cancellation. There is, however, a good
size discontinuity at p =y which tends to cancel
in large measure the discontinuities in the m“”

Many of the integrations over ¢ at this stage
involve g% where the common geometry in such
integrations includes the arc of a circle (= ¢;<¢
<¢,) and a symmetrically placed point P. Then
q is the variable distance from P to any point on the
circular arc. Unless P lies in the plane of the
circle, the circle and P determine a sphere on
whose surface they lie. (This sphere will be the
Fermi sphere only in cell I when distortion is
neglected.) Figure 11 shows the geometry. From
a knowledge of the Fermi-surface distortion and
the u’s one can determine the radius v of the arc,
the distance y of P from the plane of the arc, and
the distance x of P from the axis. In these terms
the radius of the sphere is

vf/2yF /2.

With the use of this construction and a standard
integration formula'® the integral becomes

° .1fz YR tan
J q-z d(b‘ tan 1(*2-}-)—-}17——(?'1') ’
¢

1

(3.20Db)

R={p2+[(x%+y2-

(3.21)

where d? is the square of the distance from P to
the center of the arc (nearest point), or y2+ (v —x)%,
If 37<¢,<m, the integral can be roughly approxi-
mated by 7/yR. The remaining integrations over
u! are then simple.

The plots for ,m&’ and ,m&’ are shown in Figs.
9 and 10, respectively. The terms which involve

FIG. 11, Construction for integration of ¢ terms.
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Q. (3 compose group (2). These are the ones
which give rise to the logarithmic singularities for
the single-plane-wave approximation in Sec. IIIA.
Here no singularity develops. It has been pointed
out in the literature!® that this is the result of a
zero in the matrix element [Eq. (3.16)], but this
is only part of the reason, The equations for oméz’
are given below,

o &) =y Fo? ao’ ( )['r (% =1) cos®x]
'

x[ap'FE+Q)- o'BFE-Q)]%, (3.22a)

aQ’(Q\ »
1 477 ( ) [
x[ad! F@+Q) - BB'FE-QF .

The condition that formerly gave rise to a
singularity was for u’ and p both to approach v,
and for ¢ to go to 0. This means ¢—0. The
magnitudes of @, o/, B, and B’ all approach % but
the sign of Band B’ w111 be the same only if K and
k! belong to the same band, i.e., lul and |u'|
are both greater or both less than y, If so, then
the last terms in square brackets in both of the
Eqs. (3.22) will vanish at the former point of sin-
gularity., If K and K’ are not in the same band,
then the last terms in square brackets do not
vanish but neither does q—0, because of the dis-
tortion of the Fermi surface—so again no singulari-
ty, although this situation does not appear to have
been particularly noted before.

The shapes for the curves of ym&, ,m&, and ,m&’
appear in Figs. 8-10, respectively. Inall cases
thereis alarge discontinuity at the zone so that the m’s
are smaller in absolute value in the polar region.
Discontinuities for transport parameters at the
zone have been well studied, 2° particularly for
impurity scattering, and we have seen them also
with the (0) and (1) terms. This situation is, how-
ever, somewhat different in that the sign of the
discontinuity does not depend on the sign of the
matrix element associated with the zone gap.

It remains now to combine the results of Figs.
8-10 to get gmo, ymc, and ;m, as shown in Figs.
12(a)-12(c), respectively. These plots emphasize
that ¢» and ,m have the same values but equal
slopes of opposite sign for cells I and II at the zone,
while the contributions to ,m from cells I and II
are equal in magnitude and opposite in sign. Fig-
ure 13 shows the symmetry of the Fermi surface
about the zone plane which is the cause of these
relations.® Because of this symmetry total ,m
vanishes at the zone, This zero matches the zero
of v, on the left-hand side of the Boltzmann equa-
tion and suggests that one replace Eq. (2.8) by

1K) =v,/BK), 2.8")

omE =my F? - (r?~1) cos?y]

(3.22b)
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where the quantity B(K), defined by

Bk)=

A(ﬁ) _ e
L1 =28%()] ‘”FZC:(W'C' p(1_23§c)>’

(2.8)

has neither a zero or a singularity at the zone.

What has been done so far suffices to give the
part of B arising from cells I and II A, which we
shall call B,, where the subscript v denotes the
vertical part. Cell I lies above cell ITA, so that
m,=my+myy . Figure 14 shows the respective
contributions of the two parts of B, in Eq. (2.8’).
The horizontal line shows the analogous quantity
from the same form factor without umklapp or
Bragg scattering, i.e., a free-electron metal with
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FIG. 12, Plots of the complete m, as functions of w:
(a) gmy and ymy; separately and summed; (b) 7, and
wmyp separately and summed:, (c) ;m; and ,m;y separately
and summed; and (d) ymy + 7y from (a) and an analogous
sum from the one-plane-wave calculation, Similar com-
parison for ,m,

a structureless phonon space. The importance of
umklapp in augmenting the scattering is very ap-
parent. These cells I and IIA contribute the main
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FIG, 13. Symmetry of the extended Fermi surface at
the zone plane,
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By (mo)

FIG, 14. Combination of ym and ym/v,.

part of the phonon scattering. Before considering
the effect of the rest of the surface in Sec. IV,

we shall attempt to use analysis to get more in-
sight into what has been obtained numerically.

C. Analysis of cells I-II scattering

No general analytic approach appeared to be use-
ful over the whole range of u. Instead, we propose
to break the range into three regions and use dif-
ferent approximations in each.

1. Equatorial region

For K in the equatorial region it is reasonable to
"take a=1 and 8=0. The quantities appearing in
Eq. (3.16) within the large parentheses squared
then become for cell I

[’ F@)+ '@+ T)FE+Q)F, (3.23a)
and for cell II
[¢/+QF@+Q)+ B TFG)F . (3.23b)

The principal contributions can be identified

as arising from the (a’)? terms for both cells.
Except for the factor (¢')? they are the same
terms that appear in the single-plane-wave
treament previously discussed. For this re-
gion o' departs appreciably from unity only for
k' near the zone or ¢, near -%Q. For this
part of the range of integration, however, the
other squared terms with (3’)? have approximately

the same argument and can be combined with the
first terms, effectively supplementing the deficit
of (/) from unity. There remains then only the
term
22'8'3Q+F(@FE+Q)
in the integrand for both cells. The B’ factor
causes considerable cancellation, the ultimate
sign being determined by the sign of B’ in the
¥> lu'| region. Because this term is small there
is a close agreement between the y» as calculated
by the one-plane-wave and two-plane-wave ap-
proximations for this region of small u, as shown
in Fig. 12(d), which compares the results for ym
and ,m in these two approximations. This figure
also shows a marked decrease for ,m in the low-pu
region with the introductions of the second plane
wave,

(3.24)

2. Zone region

To explore the zone region we put u near v.
The m’s have maxima here and also marked dis-
continuities at the zone itself. The appropriate
geometry is illustrated in Fig. 13(a) for % at the
zone, The point P, represents % when in the body
region., From the symmetry apparent for |yl =1y,
cell II is the mirror image of cell I in the reduced
scheme of Fig. 13(a). It will be useful to combine
together the symmetrically placed states for which
the magnitudes of ¢ are the same, but the com-
ponents parallel to Q (q,) are equal and oppositely
directed. On this basis the integrals for cells I
and II can be coalesced (exactly only for K on the
zone) and the integrations limited to ¢,>0. For
example, the integrands in Egs. (3.22) can be com-
bined to give (omitting the part containing cos?y)

(rQ/qPL(B'PF2(d+Q) - 4aBa' B’ FI+ Q) FE - Q)
+(dPFAI-Q)], (2.25)

which contributes the dominant term in this region.
As can be seen from Fig. 8, the ym‘® has a
down-drop discontinuity at the zone as does ym
(Fig. 14). From the form of Fq. (3.25) it is clear
that a change of sign of F(3 Q) which changes the
sign of B everywhere would not alter the sign of the
discontinuity in ;72 ?’. In the work on zinc, !¢ we
were surprised to find that under some conditions
a change of sign for 8 can indeed reverse the sign
of the discontinuities of the overall w’s at the
zone. Investigation showed that the m‘® and mV,
although relatively smaller at the zone, varied
sensitively in a very complicated way with other
parameters, particularly those terms which
changed sign with 8. In this respect, phonon scat-
tering differs from impurity scattering, where the
discontinuities in the scattering integrals at the
zone are very simply related to the sign of 8.17'%0
The oversimplified form chosen for F(q) in Eq.
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(2.19) gives too large magnitudes for the largest
values of the argument used, which are around
2.4k,. At one time we were concerned that this
unphysical feature of the model might be giving

too large a value to Eq. (3.25), and hence too big
a discontinuity. A rough calculation showed, how-
ever, that an appropriate modification of F in the
large-argument region would reduce the contribu-
tion of this term and the discontinuity by only about
20%. The primary reason why this defect in F(q)

[\ I

q

-2d/ B' FEG+QFE-Q +(a')2F2(a_Q’)]z=0)[(a)z_ @r] L

where we have again neglected the term with cos?y
and have used L’Hospital’s rule since both the
numerator and denominator vanish for u=7y. The
second term inside the large parentheses repre-
sents the lack of complete cancellation in the in-
tegrals, and o and B are here treated as constants
when g #0 breaks the symmetry. The sign and
magnitude of the discontinuity in the quantity (3.26)
has been discussed in some detail elsewhere.?!

Of more interest here is the relative size of
«m/v, to ym; which in this application is generally
small, The ratio at the zone is about 1:7.5 ac-
cording to Fig. 14 and can be taken as typical.

To gain some understanding of thic quantity we
compare Egs. (3.25) and (3.26) which present the
principal (2) terms in the integrands for the scat-
tering integrals, om and ~ m/v,, respectively.
As in the case for the equator (u=0), one can
roughly combine the first and last terms in Eq.
(3.25) to obtain F2(§-Q). The integration over ¢
brings g2 to ¢~!. The quantity — 4aBa’ 8’ F({+Q)
X F(- Q) can be written +g(g2+ ¢2)12F{+Q)

X F({ - Q), where the minus sign applies for K and
K’ on the same surface. On this basis we have for
0",

om~ Q) J (Fa(a—é)iﬁz‘)‘ﬂ'g

xFA+QF@ —Q’)) aitdp’ . (3.25')
From Eq. (3.26) one sees that the corresponding
integrand for ,m/v, contains in its first term the
same quantities as appear for ym in Eq. (3.25’)
with the additional factors [(a’) - (87)*]2u/7.

[The second term in Eq. (3.26) contributes pri-
marily to the discontinuity. | These factors reduce
the integrand to zero at the equator, give a “nar-
row” double zero at the zone, and account for the
smaller value of ,m/v, compared to ym». Because

is not more serious is because F(q+ (3), which in-
volves the large argument, is always coupled with
B’, which falls off in this region.

Inspection of Figs. 10 and 12 shows that the ,m
behavior is generally describable as a scaled down
version of the ¢m’s, the reduction being somewhat
larger at large u. For the ,m’s one again sees the
dominant contribution in group (2). The corre-
sponding integrand for (,;m® + ,m®&)/v, is seen
from Eq. (3.22a) to be proportional to

2
e ([(B')2F2(6+Q’)— @ PFE-D)- grlgs 70 [(BIF2E+D)

5 (3.26)

a, B

I

F@-Q) is large at the equator and decreases as

q decreases, the zero at the equator causes the
major reduction and one which is largely indepen-
dent of the material parameters. However, the
integrand for ym also increases again near the
zone because of the ¢! factor., This is more im-
portant for the part of the integration where &k and
K’ are on different parts of the reduced surface
when the sign for the second term in Fq. (3.25")

is positive. Consequently, the effect of the double
zero at the zone can also be important. This ef-
fect increases with g, the electron-lattice coupling
parameter. Since g is large in the example we
have chosen, one might expect the ratio of ym to
wm/v, may, in general, be somewhat smaller than
found here. Far removed from the zone, however,
.m/v, can indeed become quite large. We have
found'® in the case of large » and small g the can-
cellation between cells I and II A is by no means as
complete as in the example chosen here.

3. Cap region

The principal feature of the scattering integrals
in the cap region is the rapid decrease which fre-
quently appears as u—1. While many elements
enter into the calculations, the only one which
varies rapidly in this region is F(+Q), which has
an accidental zero for the value of the di-tance be-
tween the pole and the far zone (accidental in view
of the particular material parameters chosen).
However, much the same sort of behavior should
result from other specific form factors. of reason-
able shape.

More specifically in the case of the cell-I inte-
grals both ¢m{’ [Eq. (3.20a)] and ym$®’ [Eq. (3.22a)]
show factors of aB’ FE+Q) - a’BF@E-Q). At the
pole this quantity has a zero; at the zone, where
B’ has a cusped maximum, F(J+Q) has the above-
mentioned accidental zero; and over the body por-
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tion of cell I the two terms are opposite in sign
and nearly equal in magnitude. These considera-
tions explain why these quantities are so small at
the pole (particularly gm{’, which contains this
factor squared), and why the two-plane-wave ap-
proximation lies below the one-plane-wave ap-
proximation as shown in Fig. 12(d).

For cell II it is ym {3’ which decreases rapidly
in value. A glance at Eq. (3.17b) shows that the
aa’ terms could be expected to dominate, but
again this is the term with F({+Q), so that its de-
crease with y —1 is to be expected. The same
general considerations apply also to the w’s and
the ,m’s in the cap region as can be seen in Figs.

9 and 11.
D. Parameter variation

What general conclusions can be drawn from the
specific numerical solutions as to how the scatter-
ing curves might be altered by changes in the ma-
terial parameters: y, 7, g, and b?

The parameter y primarily functions to mark
the position of the zone with its accompanying
maximum and discontinuity. Secondarily, it gives
the size of @ and so determines the dimensions of
the phonon cells. The influence of this aspect of
v is more difficult to assess.

The ratio » of the longitudinal to transverse
velocity of sound affects the relative influence of
the umklapp to normal interactions, since trans-
verse phonons are involved only in umklapp, where
they tend to dominate the longitudinal phonons. As
noted earlier, the low frequencies are particularly
effective in the umklapp process. While discussing
the phonon spectrum here, it is appropriate to point
out that a refinement of the method to include the
effect of phonon dispersion would tend to put more
weight on the higher phonon modes, since disper-
sion considerations would lower their frequencies.
Conversely, a calculation of phonon scattering at
temperatures low enough to be in the region of 9,
would necessarily eliminate the highest-frequency
phonons. Again it is not easy to see how this
consideration might alter the shapes of the various
m curves.

In subsequent work!® we have found that in-
creasing the size of » has one interesting effect
that had not been anticipated. In cell II, the trans-
verse phonons (which are favored by large 7) are
dominant in scattering to that region of the Fermi
surface for which p’ =y -2y, For small u this
region is missing, but the m’s increase rapidly as
1 increases and show negative curvature in the
0.4<u<0.5 region when 7 is large instead of the
uniform upward concave behavior shown in our
example here where 7 is small, i.e., 1.4,

The quantity b plays a crucial role in determin-
ing the shape of F(g), since it sets the zero for this
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function. The approximation of using an F(g) linear
in ¢2 is clearly unphysical at large arguments.

As was pointed out in Sec. IIIC, this shortcoming
turns out to be not too serious for a b as large as
1.8, but for an appreciably smaller b the need for
another term in the expansion of F may occur once
values of the argument larger than 2% are intro-
duced by the Bragg coupling. The influence of the
b parameter is easiest to assess for those terms
where umklapp and Bragg coupling are not involved
and closed-form expressions can be obtained, e.g.,
the free-electron terms (3.3a) and (3.3b), which
dominate the m; in the low- u region. Here a change
of b from 1.8 to 1.5 brings a change to all quanti-
ties of roughly + 10% including the significant com-
bination gmg— m; /. Quite a different story re-
sults if the integration is extended over the whole
surface instead of being confined to cell I, The
result so obtained is proportional to an inverse re-
laxation time in a situation where neither umklapp
nor Bragg coupling is operative, and therefore
supplies a useful number for over-all comparison
(see Sec. VI). One obtains

1 ' FE) p
rmia L [ B (i) g
077t m 2 - F% o 2

(8.27)

Here the subscript 2 denotes averaging over all
solid angles. The final result has a minimum of
0.111 at 5=1.50 and for b=1, 8 it has the value
0.125,

The quantity g is essentially the expansion
parameter of the nearly-free-electron-metal
(NFEM) approximation. Its upper value is con-
trolled by F(k), but it may be less owing to tem-
perature (Debye-Waller factor) or other causes for
departure from crystalline regularity. Its effect
shows predominantly in the zone regions. The
magnitudes of the »’s in these regions and of their
discontinuities are directly proportional to g—ex-
cept that right at the zone itself all the m® have
a —Ing term. As a result really small values of
g will generate thin spikes there. In the limit these
have negligible effect. Of course, the distortion
of the Fermi surface is directly proportional to g.

A good deal of work has been reported on trans-
port properties of polyvalent metals*1%!! in the
one-plane-wave approximation, essentially g=0,
with on the whole quite satisfactory agreement
with observed conductivity. We find [see Fig.
12(d)] that the electron coupling makes relatively
little difference in the small-pu region and even over
most of the cap region the two-plane-wave result
is within 80% of the one-plane-wave value in spite
of the large value of g chosen in this work,
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IV. SCATTERING INTEGRALS FOR OTHER CELLS

In the treatment of cells I and ITA in Sec. III,
the fact that K and 6 were parallel to the direc-
tion of the eléectric field gave a sort of one-di-
mensional simplicity. In this section the scatter-
ing to other cells is considered. In the spirt of
the (NFEM) approximation, one would expect this
process might be simply additive. This is indeed
the result to first order from a procedure which
involves treating two Brillouin zones simultaneous-
ly with what amounts to a four-plane-wave ap-
proximation. Additional terms do appear, but
they are all small enough to be unimportant.

A sample wave function to involve the coupling
with K, and K, simultaneously might have the fol-
lowing form:

Ye ()= (o e+ g ot trter)
X(a,ete g et heh)z)ikyy (4.1)

for the wave function of a state in cell I. Couplings
involving other pairs are obtained by suitable inter-
changes. Leaving aside for the moment all com-
mon factors, we represent the matrix element
(R1V|k’) in semischematic fashion for cell I,

{(le Q,’,+ Bx 63'5)[qx]+ axB;[qx*‘ Qzlt]‘*‘ a; Bx [qx - Qx]}
x{(0, ab+ B, BRg ]+ . BLla .+ QL]
+alp.le.-QL1}-[a,] - (4. 2)

Here the [ ] functionals obey the following product
relation:

la.)-lay)-[a,)=dF(|q]), (4. 3a)
[qx+Qx] * [qz" Qz] . [qy]
=(4+Q.-Q)F(|§+Q.-Q.)). (4.3

The indexing system for the phonon cells shown
in Fig. 1 is used and extended to cells other than
I and ITA. Cells IIB and IIC lie largely in the upper
hemisphere and cell IIID includes the area still
open in the upper hemisphere. If #/is in cell IIB,
the first factor in Eq. (4. 2) becomes altered to

{ax ay [qx+ Qx]"’ BxBx [Qx_ Q:’:] + (axBa,c“' ay Bx)[qx]} .
(4. 2a)
The second z-marked factor would undergo a simi-
lar change if 2’ goes to cell IIIB.
Next, in squaring the matrix elements we have
found it useful to keep together the x-marked fac-
tors and also the z-marked factors so that

[(&|V k") |3~ A+ Be+ Co)A,+B,+C,)y

where the L subscript denotes the cell containing
K’. The quantity A; contains terms with [g;]%, the
C; contains those terms quadratic in [g;+Q;], and
the B; contains the cross product terms in [g;][g;
iQi]- For example, with L=1,
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(A1)1=(a¢a§+ B;B;)Z[qi]z ’ (4.4a)
(By)r=2(0; of + 8; Bla;]

X{a;3;[Q¢+Q;]+G€§B¢[CI—Q1]}, (4. 4b)

(€)r={a; Bila;+ Q11+ @jBla; - 1} . (4.4¢)

[Of course the evaluation of the complete scattering
integrals involves multiplying all terms by (27/%)
X (BRd/4nV ,€)(RT/Mw?), summing over polariza-
tions, and integrating over solid angle. ]

In organizing the evaluation of these many terms
we have chosen to divide them into two groups.
The first group, which are the larger and are ex-
pressible in terms of quantities studied in Sec.
III, have been chosen to be

D [A(A,+ B,+ C)+ A A+ B,+ C,) - A, A,], .
L
(4.5a)

The group of the remaining terms consists of

> [B,B,+B,C,+B,C,+C,C,]; . (4. 5b)
L

Each terms in Egs. (4.5) is the product of two
matrix elements and each matrix element is com-
posed of an x and a z part drawn, respectively,
from the two quantities designated by capital
letters. How this pairing is done is unimportant
where the symmetric quantities 4; or C; are in-
volved. Ambiguity arises only when the B, B,
product is involved. Here two possible terms
evolve, one with [¢+ Q,+ Q,][¢] and the other with
[q+ @:lla+ Q..

To return to Eq. (4.5a) let us write 4;=N;[q][q].
Then A,(A,+ B,+ C,), which we call the “vertical
term, ” gives just N, qm(p). In cells I and IIA,
N,;=(a, o+ B, B¢, and it is usually close to unity
except when £, is near +3K,, where N, dips sharp-
ly. Inthe cells IIB and I B, N, =(a,BL+ /B,
is much smaller everywhere except near the ver-
tical zone where it peaks sharply. A,+ B,+ C, is
the same at the zone planes in both cells so that
one can roughly combine the two contributions to-
gether. Again N+ N,;; supplement each other and
in this region give a sum of 1+2(a’B.), which
is near unity. The A factor is large in cell I and
one other adjacent cell (in this case cell IIA) and
negligible elsewhere on the Fermi surface except
where it has a cusped maximum, which supple-
ments the cusped minimum mentioned above.

The principle of the development is the same for
A (A,+ B,+ C,), which we call the “horizontal
term.”

Looking at the 4, A,, which must be subtracted
in Eq. (3.5a), we see again a quantity which is
large and nearly unity in cell I only. Certain
cusped minima that occur are again compensated
for the average by cusped maxima in other cells,
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which otherwise make negligible contributions.
As such this term reduces to om{, the scattering
integral for one plane wave over cell I, as in Eq.
(3.4a). The effect of this term is then simply to
prevent the double counting of A, A, in cell I.

The many terms in Eq. (4.5b) have been evaluated

roughly elsewhere?! and found to be small for the
most part. Attention is concentrated, therefore,
on the quantities in Eq. (4.5a).

At this point some perspective is possible of how
the four-plane-wave approach can be used to handle
simultaneously two sets of Brillouin zones and
even to extend to situations of greater complexity.
The method should be generally applicable to metals
of more complex cell structure than that of the
fictitious model metal. In this calculation the
general procedure is embodied in the equation

umt=§l::(umf+omL‘0m’;)+om§ ’ (4.6)
where om?¥ includes those terms in the integrations
over. cell I which arise from the coupling with
cell I. In the following paper, !® the same purpose
is accomplished perhaps somewhat more ac-
curately by the procedure

L

_z: m !t ” o7y

oM = 07y + oMy —F
I r o1

Both are workable procedures for treating the
scattering integrals in a multiple-zone situation
by a pairwise approximation.

The implementation of the application of Eq.
(4.8) to the case of the fictitious model metal is
shown in Fig. 15. As in prior figures, all quanti-
ties are plotted in units of m,, and as functions of
por k,/kr. The curve with short dashes (a) is
just the contribution to ym, from cells I and IIA,
or the “vertical term” almost as shown in Fig.
14, It is discontinuous only for u=7. The curve
with the long dashes is the so-called “horizontal
terms” and is composed of the two (equal) contri-
butions to the summation in Eq. (4.6) from L

4.7

1.50 |-

1.25

1.00

075
0.50

UNITS OF m,

0.25

FIG. 15. Contributions to ¢m;: (a) “Vertical term”;
(b) “Horizontal term”; (c) cell-III terms; and (d) ;.
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equal to cells IIB and IIC. Because ym has cubic
symmetry, the values for these contributions are
directly obtainable by a 90° rotation from the cell-
IT A calculation, These results are then trans-
formed back to a coordinate system with polar axis
alongthe Z directionand averaged over constant p.
This averaging over ¢ changes adiscontinuity invalue
at k.= vk to a discontinuity in slope at k,= (1 - Y#)!/2
XFkgp. The curve with alternate dots and dashes
(c) shows the small contributions from the om; for
L equal to cells IIIB, IIIC, and IIID., (These
quantities are called C,C, in cells III B and IIIC,
and C, C, in cell IIID, and are roughly evaluated
in Ref. 21.) Because (8)'/%yk.>2k,, the corre-
sponding zones do not intersect the Fermi surface
and the Bragg coupling can be neglected. The solid
curve (d) gives ¢m,, the sum of all contributions.

The treatment of the ,m, /v, has not been as de-
tailed as that just used for ym,;, first because the
presence of the additional u factor in the integrands
introduced considerable complications associated
with the close cancellations involved, and second
because vp,m, /v, is sufficiently smaller for the
fictitious model metal than the 4m, to allow a
cruder approximation in treating it. That such
terms are indeed smaller can be seen from the
comparison of ym and vy,m/v, in Fig. 14, where
the ratio of the first to the second quantity is
about 7.5 to 1 for the average values at u near 7v.
In Sec. IIIC2, we have shown that the size of this
ratio depends only somewhat on the strength of the
zone coupling and that it is relatively independent
of the other material parameters, so that the ratio
will generally be large. (Although the 4 happens
to be much bigger than ,m/v, throughout the com-
plete range of u for the fictitious model metal,
we have found that this does not necessarily follow
in all cases for the low-pu range, particularly when
7 is large.)

Because the term is small and difficult to evaluate
more precisely, we have chosen to estimate it ac-
cording to the following approximation:

Vpny _
Uy

T [ ot k0 a8/ [ 9ieln,
L L

=), j' p(k,k')ds'(v'>/[vk€,1,”=omt<v'> ,
L L vy

(4.8)
where (v’) is defined by

Tyuqpe Py R 0" dS'

Tie,1v (R, B7)dS” 4.9)

@)=

Here the integrations over cells I’ and II’ are to be
taken over the Fermi surface disregarding all but
the horizontal phonon cell walls and Brillouin
zones, With this simplification one can obtain a
reasonably satisfactory average for », over the
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FIG. 16. Plots of ym;, ym,we/v,), and B(K)/vg vs K.

whole surface. As can be expected, {(v})/v turns
out to be small for the fictitious model metal be-
cause of extensive cancellation. In Fig. 16, the
net ,m, vp/v, is displayed along, with ym, from
Fig. 15 and their sum which is really the B(k) of
Eq. (2.8'). (Note the resemblance to quantities
plotted in Fig. 14 for the “vertical” case.) The
last quantity, B(u)/vr, combines all the scattering
integrals which limit the mean free time, since
the terms in Eq. (4.5b) are omitted as small, In
fact, the 7(%) for the electric field in the 2z direc-
tion is a constant times the reciprocal of B as
seen in Eq. (2.8’). It remains only to obtain the
subsequent correction to 7, by iteration.

V. RELAXATION TIME AND ITS APPLICATIONS

The procedure indicated at the end of Sec. IV is
now carried out to obtain 7,(k,), the first correc-
tion to 7,(k). First one inverts B(u) to obtain
7,(k,) in units of (m,)! as displayed in Fig. 17,
Next, one approximates the solution of Eq. (2.11)
by replacing 7,(K’) by its average value {7,(%')) so
that the first square bracket can be brought out-
side the integral to give

To(l,) ~[(ry)y= 7y ()] jz)(k')vva?, k") di' /A()

= [(7y) = 71(W) ] e (o, /AK) G.1)

The 7,(n), 75(p), and their sum 7,(u) are also
shown in Fig. 17, all in units of (my)™. Further
iterations are clearly unnecessary.

From a knowledge of 7, application to numerous
transport problems is possible. For example, the
conductivity is calculated from the formula

1
a~j 1E-57.Ean, (5.2)
0

where E is the unit vector in the direction of the
electric field (z axis). Numerical integration based
on the 7 of Fig. 17 and standard variation of ¥
gives 0.238 in v% /my, for the right-hand side of

Eq. (5.2). If this same quantity had been cal-
culated with a constant 7, say, (1,)=1.26 (m)™!,
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the result would have turned out to be 0.208 in

v% /my. The importance of the variation of 7 with
position on the Fermi surface becomes more
marked when dealing with transport properties
which depend sensitively on position with re-

spect to the Brillouin zone, such as Hall coefficient,
thermoelectric power, and the wind force in electro-
migration drive.

VI. CONCLUSIONS

In summary this paper has dealt with the trans-
port problem in a somewhat more direct approach
than is currently customary. Most of the recent
papers in this area proceed by using the varia-
tional technique to calculate upper limits to the
resistivity by varying a functional, which embodies
effectively the relaxation time. Satisfactory re-
sults for the resistivity do not require complete
knowledge of the relaxation-time behavior., The
method used here proceeds to develop the relaxa-
tion time directly from the Boltzmann equation for
single-phonon scattering in the high-temperature
limit for a model divalent metal. The effects of
both umklapp and Bragg scattering have been in-
cluded. The latter means working in the two-plane-
wave approximation and considering also distor-
tions of the Fermi surface. The phonon spectrum
has been simplified by omitting anisotropy and
dispersion. Although the method is somewhat
laborious, we feel it offers two advantages. It
affords some direct insight as to how the phonon
and electron parameters affect the metal transport
and it presents directly the details of the relaxa-
tion-time dependence on k for a situation where this
concept is valid.

In reviewing this calculation, we consider first
those results of some generality, next those
which seem to be more specific, depending on the
parameter values chosen. In this first category
is the behavior of the scattering integrals at the
Brillouin zone. Not only do they stay finite in the
two-plane-wave approximation—for different rea-
sons in the two cases of & and 2’ on the same or
opposite side of the zone—but also what we have
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FIG. 17, Plots of 1y(y), Ty, and their sum 7.
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called ,m goes to 0 at the zone from symmetry so
that ,m/v, stays finite also in this region. As a
result the relaxation time stays finite, but does
exhibit a discontinuity at the zone. Of course, the
importance of the phonon umklapp is readily ap-
parent even in the one-plane-wave approximation.

Although there has been no attempt to develop
complete wave functions near two zones or at
points of symmetry, we did introduce a four-
plane-wave formalism to explore tentatively the
situation with two (perpendicular) sets of zones.
The result showed that simple superposition in the
sense of Eq. (4.6) of the effect of the respective
zones was the main effect but that there were
smaller “coupling terms” that were of the order
of 10% for this case, which involved an appreciable
coupling constant.

Lastly, an iteration technique was presented for

H. B. HUNTINGTON AND W.-C. CHAN 12

the calculation of TP(E ) along particular symmetry
directions which appears to converge, in general,
very rapidly.

Of the results more specific to the particular
metal parameters chosen, the most interesting
was the fact that the relaxation-time tensor was
nearly a scalar times the idem tensor at most k.

It seems to be generally true that the “nonscalar”
part is particularly small near the zone, but under
some circumstances may be appreciable near the
“equator, ”

The pronounced maximum of 7, at the cap region
seems to depend quite sensitively on the form of
the F(q), particularly around (1+9)kr. The re-
sults and experience gained in this exercise with
a fictitious metal have been applied in the next
paper'® in an attack on a real polyvalent metal,
zinc,
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