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We consider the quantum-mechanical problem of the scattering of a particle by a corrugated wall
potential of finite height, and the results are applied to the diffraction of low-energy atoms by a crystalline
surface. Two approximate solutions are discussed and both are based on the idea of taking the known form
of the wave function deep inside the surface and extending it up into the selvedge region. Comparison with .
similar calculations for a corrugated hard wall shows that the effect of allowing penetration of the wave
function into the surface is not qualitatively different, but variations of the order of 10-20% in certain

diffracted intensities can be readily obtained.

I. INTRODUCTION

There have recently been a number of calcula-
tions reported for the diffraction of low-energy
neutral atoms by a solid surface using the cor-
rugated-hard-wall (CHW) model.!=* In this model
the interaction potential between particle and sur-
face is zero if z > ¢(R) and infinite if z < ¢p(R),
where R is the position vector parallel to the sur-
face, z is the perpendicular position vector, and
¢(§) is a periodic function giving the corrguation
of the surface. Some of these calculations have
given very good agreement with experimental data
under widely different surface conditions, par-
ticularly when the effects of an attractive well
near the surface are included.®>® However, be-
cause of its simplicity, the CHW model is open
to a number of criticisms, one of the most im-
portant being that the wave function is forced to
vanish inside the surface. In reality, the repul-
sive part of the interaction potential should have
a finite height, and perhaps more importantly a
finite slope which would permit penetration of the
wave function into the solid. In this work we
choose to model the penetration of the wave func-
tion by considering a corrugated wall potential
of finite height in order to see the influence of a
possible wave penetration on the diffracted peak
intensities. The exact solution of this problem is
substantially more complicated than the CHW mod-
el so we have considered two different approxi-
mate solutions. Both of these approximations
have exponentially decaying behavior deep inside
the surface and the approximation consists in as-
suming that these forms of the wave function can
be extended into the selvedge region.

We begin in Sec. II with a brief review of the
CHW problem which forms the basis of the form-
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alism for the finite height (or soft-wall) potential
presented in Sec. IL. In Sec. IV we apply the form-
alism to the specific case of a triangular surface
profile, and calculations are presented for both
approximate solutions and compared to the avail-
able experimental data.

II. THE CORRUGATED-HARD-WALL PROBLEM

A convenient starting point for the elastic CHW
problem is the integral equation for the Schrodinger
wave function ¢; which can be written as®

B 1
b= Pyt Z’: ¢’—Ei —E, +ic Ty, 1

where ¢, is a plane-wave state with corresponding
eigenvalue E;, and the transition matrix Ty, is
given by

Tyi= [ @ o7V (2

The infinite potential at the surface gives rise to a
d-function singularity in the second derivative of
the wave function which, in turn, must be reflect-
ed in the product Vy;:

V@, @) =fR)5(z - p(R)) exp(K, - R). (3)
The function f(_ﬁ) is the source function or emitting
function and must be determined by application
of appropriate boundary conditions to Eq. (1). As
a result of condition (3) and the periodicity of the
surface many of the integrals in Eq. (1) become
trivial and one can readily obtain the following
form for the wave function, valid for all z:

W(F) = eKi " Roir 2
e‘(Ei"‘E)'ﬁ

z ke

z

xf d—ﬁlF(-R"l)e‘-ia-E'eikGllz—(b(_ﬁ')| , (4)
uc
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where the incident wave vector has components
f(,- and &, , parallel and perpendicular to the sur-
face, respectively; F(R)= (im /i%a)f(R) with m the
mass of the particle and a the area of the surface
unit cell; é is a surface reciprocal lattice vec-
tor; and k= [K2+k2, - (K, +G)?*/2 The integral
is carried out over a single unit cell of the sur-
face. It is clear that in the asymptotic region
Z > ¢max the wave function consists of the incoming
beam plus outgoing diffracted beams with coef-
ficients

1

f dRF(R) o-iC R ymitg 8 (5)
uc

The experimentally measured intensity of each dif-
fracted beam is then

k
i ©

tz

The appropriate boundary conditign for the CHW
problem in order to determine F(R) is that the
wave function must vanish on the surface

W(R,z = p(R)=0. )

It is also a necessary condition on §,; that it vanish
at all points beneath the surface (sometimes re-
ferred to as the extinction theorem), and this has
been used as a boundary condition.?*’"°, It has been
pointed out that this so-called “extended boundary
condition” may not always lead to a convergent
solution; however, with Eq. (7) one is always
guaranteed a solution to the problem.!®

Garcia and Cabrera have developed a very flex-
ible numerical method for solving the problem with
the boundary conditions of Eq. (7) which has been
successful in explaining elastic-scattering data.!
The present authors have found a solution to the
problem for the special case of a triangular cor-
rugation profile which serves-as.an excellent check
on the Garcia-Cabrera numerical method, and
has also been successful in interpreting the elas-
tic-scattering data from stepped copper surfaces.®

In this latter method the source function is Four-
ier transformed,

FR =Y, N Rpyg, @)
N

which casts the wave function in the form
. Faei®#0) R
_ Ko R ik, 2 N6
r)= i e tiz® -
¢() e EEN ka

% f dR' ¢ T-OrFR irg le-a®1 ©)
uc

When the boundary condition of Eq. (7) is applied
to the wave function in the form (9), and after
subsequent Fourier transformation, the defining
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equation for the source function reduces to a ma-
trix equation

0=Ag - 2 FRCiit » (10)
N
where
Anli)= [ dRem iR gmin o0 (11)
uc
and
Cin= 2 — f G- R g
kel ka uc
xf dTire (=0 R pirg lo(®) -a®D1 12)
uc

The Fourier components of the source function
Fy; are determined by inversion of Eq. (10) and the
diffraction coefficients determined from Eq. (5),
which now takes the form

1

Co=g 2 Fyi [ dRe®-0Remitas® - q1g)
k. N uc

For the case of a triangular corrugation profile
in one dimension all of the integrals in Eqs. (11)-
(13) can be readily evaluated resulting in an es-
sentially exact solution.

III. THE CORRUGATED WALL OF FINITE HEIGHT

Using the same notation as for the CHW prob-
lem, we can define a finite, or “soft” corrugated-
wall potential by

V@ =0, z>¢(R)

- (14)
=V, z2<¢(R).

It is assumed that the energy of the incoming par-
ticle is always less than V,,, The exact solution

of this potential is complicated by the fact that in
the region of the corrugations, ¢,,,<2 < ¢, there
will be both exponentially increasing and exponen-
tially damped terms in the wave function, as well
as the incoming and outgoing scattered waves of
the usual CHW problem.

It is convenient to use the same integral-equa-
tion formalism as expressed in Egs. (1) and (2),
only now the integral over directions perpendicu-
lar to the surface in the transition matrix 7},
is substantially more complicated. Thus at this
point we introduce two distinct but closely related
approximations. The first of these we will refer
to as the Rayleigh approach since it consists of
taking the correct solution for deep inside the sur-
face, i.e.,

> -

¢(§,Z) =_Z b3 e‘(Ki"'N)'ﬁe"nz (15)
N
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with «%=2mV/h?-k%, and assuming this form
can be extended into the selvedge region, z < ¢(—ﬁ).
This is seen to be very similar in spirit to the
Rayleigh method for the CHW problem, in which
the form of ¥ valid in the asymptotic region in
front of the surface is extended backwards into the
selvedge region.'!

As a second approximation we choose a slightly
different form for ¢ inside the surface,

w(ﬁ,z)=z By ' &N R preyle=@(R] | (16)
]

and again assume this form can be extended into
the selvedge region.

The reason for taking the two different approxi-
mations is as follows: The Rayleigh approach of
Eq. (15), since it starts with an exact expression,
must either lead to the correct y according to the
uniqueness theorem or it must produce no solution
at all. This situation is similar to the CHW prob-
lem where the Rayleigh method is known to con-
verge only for certain corrugations.'®!! Inthe
models presented below, we find that the Rayleigh
approach of Eq. (15) does indeed lead to diver-
gences, but useful results can be obtained by ap-
propriate truncation of the problem. On the other
hand, the form of Eq. (16) must lead to an ap-
proximate form for ¢, but the advantage of this
method is that the resulting wave function is al-
ways convergent. We show below in Sec. V that
the Rayleigh approach of Eq. (15) gives satisfac-
tory results for small potential heights V,,, while
the method using Eq. (16) is good for large V, with
a substantial region of overlap in which both solu-
tions agree. X

lp;(—.) 'Ki Re-l’kizz +

mVy - i+ &) R
2am ZZ BNe‘( i
G N

We begin with a discussion of the solution ob-
tained from the second assumption, Eq. (16). The
transition matrix (2), wh1ch involves an integral
over z in the region ¢(R)> z > —o, can be readily
evaluated, giving

Tfi = VQZ: BE(KN _ikfz)-l f d-ﬁ 'Ky —Ks=N R
N

x e-ikfzo(ﬁ) . (17)

With the exception of the factor V (xg —ik, )™,
this is identical in form to the result one obtains
for the CHW case using Eqs. (8) and (3). The fac-
tor V(g —ik;,)”" enters the integral Eq. (1) as
an extra pole, which has the effect of producing the
exponent1ally damped waves into the surface.
Since ¢(R) is periodic, the integral in (18) can
be reduced to an integral over a simple unit cell
with the appropriate sum over all lattice sites,
which in turn can be converted to a sum over re-
ciprocal lattice vectors

27)2V,
T S

xY f AR o T=0R irg ,0(0)
€
xo(K, - K, +G). (18)

Equation (18) shows explicitly that the transition
matrix is nonzero only if the difference in parallel
wave vector Kf K, equals a reciprocal lattice
vector. The sum over intermediate states in Eq.
(1) can be converted in the usual manner into an
integral over momentum, and, after carrying out
the trivial integrations, we are left with

f dq (2, -q +t€)(K~-iq)

f d’ﬁ/ei(N_Gr R’ eiq[2—¢(-§')] , (1 9)

where m is the mass of the incident particle. The integral over q can be readily carried out as a contour
integration in the complex plane and the final result for the wave function in terms of the unknown constants

f AR T-OR pryle-o @05 (20)

By is
0, () = o i Remitias _imV, 2 By eiKit0) R f AR N0 yirggle- o (R
‘ 7*a &N sz uc (KN - lkGZA)
2mV, 1(K '5) R
o % (KN+kc2;z

where the function A is +1 if (z — ¢)> 0 and is -1 if (z - qb) < 0 while S=0 if (z - )> 0 and equals +1 if

(z = ¢)<0. A comparison with Eq. (9) shows that the first two terms on the right-hand side of (20) are
very similar to the hard-wall case, while the last term is nonvanishing only inside the surface and is a
sum of exponentially damped waves. In particular we note that the factor e**¢<*~*®! ensyres that in the
selvedge region the wave function will contain both incoming and outgoing scattered waves, and for z < ¢(R)

gives a sum of differential waves.

From the form of (20) in the asymptotic region in front of the surface, z> ¢max, it is seen that the coef-
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ficients of the diffracted beams are

Com -imV, 1 B
oz el

—_— i(ﬁ-&)ﬁ —ihg WD)
h’Za sz 'ﬁ (KN lst cdRe ¢ o (21)

with the diffracted intensities given by (6). Again this is very similar in form to the corresponding coef-
ficient for the hard-wall problem given in Eq. (13). )
The final problem is the determmatmn of the coefficients By, and for this we use the boundary condition

implied by Eq. (16) at the surface z= ¢>(R)

B,z = g[@)= 2 B @O F,
N

(22)

Evaluating the wave function (20) at the surface together with condition (22) gives the defining equation for

the By : .
ZB* iR-R -amsz)_-imV ﬁe‘ﬁ Rf dR ¢! B-0 R gtrg o) - 4R ")
2 -é"ﬁ (KN—ZkG‘A)
amV, 5~ Byei® R : ,
+ T (KN+k2 f dR' iN-0 - R KN[¢(R) &R )]S (23)
.4 Gs

G,N

where the argument of both A and S is ¢(R) - ¢(R’).

matrix equation

Fourier transforming both sides of (22) leads to a

aBgy =Aﬁ+2_ BRH Rt +Z: By » (24)
N N
where Ay, is defined by (11),
i(N-G)e R’ | $(E)- (RN
th f dRe‘(G‘M’ Rf dR, e ) e'kgel 25
E " Ky —ikg.A) (25)
and
e 2”'Vn WG Rfd i (8- R x,,(de) ¢(R')]
D=, (KN+ =5 f dRe R'e s. (26)
r

Again we see the similarities between the present
soft-wall calculation and the corresponding hard-
wall case shown in Eq. (10). The nonvanishing
term on the left-hand side of (24) arises from the
difference in boundary conditions (i.e., the wave
function does not vanish at the surface), while the
final term on the right-hand side is the contribu-
tion from the penetration of the wave function into
the surface.

At this point, before carrying out calculations
for a specific model, it is interesting to consider
the two special limits, the hard-wall case V,~ =
and the specular scattering limit for a flat sur-
face, ¢(§)= constant.

In the limit V;= « we note that the matrix H¥¥
of Eq. (23) becomes

sz)l/"’ 1
Hi ol s (21)

Vo—uo

where Cy# is defined by (12), and the matrix
% is given by
DNM —— Di%>- (28)

vV o G

0

where D* is just the double integral of (26) and
is clearly a decreasing function of V, due to the
decaying exponential in the integral. Thus the
matrix equation (24) becomes

A= D By (i(mV /20 2 /ia)Cygy - %D;WA +adgty,
N
(29)

Clearly in the limit V=~ « the only important
term in the parentheses on the right is the one
proportional to vV ; thus the coefficients By, are
given by

Az =2 (mV, /20 ? /ia)BgCiizy - (30)
I
In the same limit the diffraction coefficients of Eq.
(20) are given by
Cz=—i((mV,/2)*2/na)
X E B'ﬁ J- d_ﬁ ei(-ﬁ-a'-ﬁe-ikaz¢(-§) (31)
N uc

upon making the association [(m V)2 /2](i /fia) By
=F%, Eqs. (30) and (31) are seen to be identical
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to (10) and (13), respectively, which demonstrates

that this function has the correct hard-wall limit.
Finally we show that the problem reduces to the

correct result having scattered beam of unit inten-

sity for a flat surface. Setting (,‘b(-ﬁ) =b, where b

is a constant we can readily evaluate all the terms

appearing in Eq. (24). From Eq. (11) we have

Aﬂ=e"kiz”f d-ﬁ'e'm'i=ae"ki2"6mo. (32)
uc

The double integrals appearing in the matrices
%t and D3 also reduce to 6 functions. From Eq.
(25) we have
~imVa 1. 1 .

Bo=—77 %, kytiky)

0% 3 (33)

and Eq. (26) gives
Diin = ad3 i - (34)
Equation (24) for the coefficients By becomes
aBy=ae *iz"03

imVea 1 1
Ry, ky+ik,,

— By +aBg. (35)
We see that the term on the right arising from the
nonzero boundary condition exactly cancels the
term on the far left-hand side, arising from the
penetration of the wave. The B,, matrix has only
one nonvanishing component,

]

—i7i %y (K + iRy,) €Fi2
GM W
mV, ’

By = (36)

The integral in the expression for the diffracted
beam coefficients, Eq. (21), is also trivial, and
we obtain

oo Ak tikg) o
Cg=- (kg —kgy) 0% 0. (37)
It is clear from Eq. (6) that the above result gives
only a specularly scattered beam of unit intensity.
A consideration of the Rayleigh approach start-
ing from Eq. (15) leads to results very similar
to those contained above in Egs. (20)—(26); how-
ever, there are some important differences.
Again the integral over directions perpendicular
to the surface in the transition matrix (2) can be
readily evaluated giving

Ty = Vo2 bilicy —ik,)™
N
Xf d-ﬁ ei(ﬁi"ﬁf"' .I:I)- R e(’(N‘”‘gf) &( E) . (38)

The difference with the previous Eq. (17) is the ad-
ditional term k Ncp(—ﬁ) in the argument of the expon-
ential. Again making use of the periodicity of the
potential, many of the integrals of Eq. (1) can be
evaluated, leading to the form for the wave func-
tion corresponding to Eq. (20):

i{-8) R oy d(R") yikgla=o(R

63 = iRy R pmiypz

(40 R
mv, § bye®it® f dR’ e
L4 uc

fiza a,ﬁ v kG » szA+iKN
2m Vg . bﬁ e.i(zﬁ 6\'1§ f T i (M-G) R’ kyz
* i 3R e a8, e

where the functions S and A are defined following
Eq. (20). The boundary conditions implied by
Eq. (15) are

>

W, p(R)= D by ! Fir T R pra® (40)
N

When this condition is impressed upon the wave
function (39), and, after subsequent Fourier trans-
formation in directions parallel to the surface, .
we arrive at the following matrix equation for b,
corresponding to Eq. (24):

Z bRt =Atn +§; % Gt dy) 5 (41)
N N

where

Nisivhs f dR ¢ {®-T- R iy o®) =Agx(iky). (42)
uc

The element %33, is identical to Hy3; of Eq. (25),
except for an additional factor of e ¥ #R7 in the
integrand of the first integral, and dyg; is iden-
tical to Dz of Eq. (25), except that the factor )
e~*n®R" jg missing from the integrand.

A comparison of the two different approaches to
the problem shows that the final forms of the wave
functions differ only by the presence or absence of
factors of e¥¥®), However, from the point of view
of convergence arguments, these small differences
are of extreme importance. If we attempt to exam-
ine the hard-wall limit (V,—~ «) of Eq. (39), we find
that, since ky~VV,, the extra factors of ¢“¥®®
become very large or very small according to the
sign of ¢(f2). In fact, the hard-wall limit for the
Rayleigh approach does not in general exist, and
this is verified by the numerical calculations pre-
sented below. On the other hand, the specular
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limit for k — constant is readily obtained for zp‘(f')
of Eq. (39) for any finite value of V,,.

IV. CALCULATIONS FOR THE TRIANGULAR
SURFACE CORRUGATION

In order to obtain numerical results for a physi-
cal system, we have carried out calculations for
both of the approximations outlined above using a
one-dimensional triangular surface corrugation
profile. This seems to be a reasonable model
for describing the scattering data from stepped
metal surfaces.?:?

If x is taken to be the axis in the surface plane
perpendicular to the corrugations, the triangular
profile is defined by

o(x)==2hax/b, O0<x<b
= =2hala-x)/(a-b), bsx<a, . (43)

where, as shown in Fig. 1, a is the period, b is
the vertex position, and 2a is the total trough-
to-crest amplitude. With this corrugation all of
the Fourier integrals involved in obtaining the two
different wave functions can now be obtained analy-
tically, and the only remaining calculation is the
resolution of the two systems of linear Eqs. (24)
and (41) to obtain the unknown coefficients, a rela-
tively simple numerical procedure.

Taking the same order as in Sec. III, we will

$(x) 6i

-2ha pemmecmmm T

FIG. 1. The triangular corrugation profile as defined
by Eq. (43).

consider first the solution arising from the approx-
imation of Eq. (16). In this one-dimensional mod-
el the reciprocal lattice vectors such as G be-
come G = (2r/a)g (g=0,£1,£2,...) and Eq. (24) for
the By coefficients becomes

0=Ay+2 Byl yu+Dyy—abyy). (44)
N

The explicit form for the various matrices in (44)
is as follows:

2k, ha¥ e M-Fizha) _1]
i(Mb — 2k, ha)[M(a - b) + 2%, ha] ’

Ay, = (45)

imV,
Hyy= “'l—r;';z_n' Zc: Qvu(G), (46)

where if N+ M

' _ _ B-=5 bd
QuuG) =2 [(e‘(” "’b—l)(N_M G+ (N =M (N—M)b—(N+G)a)

- a(ei(N—M)b _ei[(N+G)b-thzha]) _Y(e-{[(M+G)b+abG‘ha] _1)] , (47)

(@-b)B
where
B(b) = 2habky —ib (N +G)

hal(N +G)%? — (2kg ha)2)(k2, +K3) °
G(b) =B*(a - b) ’

(48)

(49)

—2k, ha®

a®) (N +G)(a - b) + 2k hal[(N + G)b = kg ha][(M +G)b — 2kg hal[ (M + G)(a = b) + 2kg ha)(=ikg, +Ky) ’

y(®)=a*(a-10).

Special care must be taken when b/a approaches
a rational number to use the correct limiting
forms for @,,(G). The explicit forms for the
other matrices appearing in Eq. (44) are similar.
The reflection coefficients of Eq. (21) are given
by

mV 1 By
T nPa kg, § (KN_ikGZ)AG-N(ng)’ (52)

Ce

(50)
(51)

where A;_,(ks,) is given by (45), with M replaced
by G- M and k;, replaced by %,.
The detailed expressions for the Rayleigh ap-

proach are also quite similar to the above. Since
they are straightforward but somewhat lengthy,

we need not present them here.

V. RESULTS AND DISCUSSION

We have carried out extensive numerical calcula-



5026 J. R. MANSON AND G. ARMAND 20

tions for both of the approaches outlined above.
Once again we will discuss first the approximate
solution arising from assumption (16) and then con-
sider the Rayleigh approach afterwards.

To obtain the numerical results we convert the
infinite system of Eq. (44) into a finite matrix
equation by truncation at a dimension large enough
to ensure good convergence. The internal sum-
mations over G such as in Eq. (46) are carried out
over a sufficient number of terms to obtain the
desired accuracy of the respective matrix ele-
ments. Equation (44) is inverted to obtain B, and
then the diffraction coefficients and intensities are
calculated from (52) and (6).

We find that the method gives good results for a
large range of the parameters a, b, z, and V,,.

(By “good results” we mean that the individual dif-
fracted intensities are stable and the sum of all
intensities, i.e., the unitarity, is very néarly one.)
Furthermore, we find that the solution is always
convergent for any values of the above parameters,
that is to say, that the calculated diffracted inten-
sities stabilize and remain stable as the matrix

of Eq. (44) is truncated at larger and larger values,
This convergence is in fact guaranteed since the
matrices of Eq. (44) are of the same general form
as those which have been discussed elsewhere for
the corresponding CHW problem.?

Since this is an approximate solution to the prob-
lem, we do not expect the unitarity to be exactly
one, but it should be very near unity if the solu-
tion is to be considered good. The quality of the
solution is most sensitive to the parameters #
and V,. However, for values of V, around five
times the incident energy and for 2 of the order
0.1 or less, we find that the unitarity typically
differs from one by no more than 1 or 2%. We find
that the dimension at which the matrix equation is
truncated should be larger than the number of real

diffracted beams, but still of that same order of
magnitude. Best results are obtained if the sum
over G in (25) and (26) contains at least as many
terms as the dimension of the truncated matrix.
We obtain results for all angles of the incident
beam, and the convergence seems to improve as
the angle of incidence is increased away from the
normal. For large values of V, (zten times the in-
cident energy), the results approach very closely
those of the exact hard-wall calculation. For
small V, the approximation fails, although we find
that the unitarity remains good in many instances
even for V, as small as two or three times the in-
cident energy.

Shown in Table I are the results of calculations
for the scattering of helium using a set of pa-
rameters exhibiting only seven diffracted beams,
together with a comparison with the exact hard-
wall solution. For all the calculations a=3x10°
cm, 5=0.75a, 2 =0.1, and the incident wave vec-
tor is 7.06x10% cm™. The incident beam makes
an angle of 60° with the surface in the manner
shown in Fig. 1. Results are obtained which are
unitary to within 1% for potential heights as low
as three times the incident energy.

It is obvious from the table that there is little
difference between the CHW results and the pre-
sent calculations for V,=100E; or greater. This
is not surprising in view of the fact that the pene-
tration depths 1/k, are of the order 2X1071° cm
or less, while the incident wavelength is 8.9
X 107° cm. However, for V, of the order 10 E;
or less, the differences become much more pro-
nounced. For the case V,=3E; (1/k, <1.0x10°
cm) the specular beam is enhanced by nearly 20%
while the rainbow associated with the third-order
diffracted peak has disappeared. The effect of
wave penetration into the surface tends to destroy
the well-defined rainbow pattern and push all of

TABLE 1. Diffraction intensities for helium incident on a triangular profile for several values of V; using the approx-

imation of Eq. (16). The beam is incident at an angle of 60° as shown in Fig. 1. a=3

the incident wave vector is 7.26 x10% cm ™1

Z\, b=0.75a, and the magnitude of

. k is the smallest value of ky and corresponds to order 3 in this case.

Scattered CHW

Order angle Vo= 100E; Vo=10E; Vo= 5E; Vo= 3E; Vo=

0 60.0° 0.315 0.331 0.349 0.367 0.314

1 34.7° 0.144 0.150 0.153 0.153 0.143

2 15.8° 0.155 0.157 0.156 0.149 0.154

3 - 1.4° 0.174 0.172 0.166 0.153 0.173

4 -18.8° 0.149 0.142 0.134 0.122 0.148

5 ~38.1° 0.060 0.052 0.047 0.041 0.060

6 —66.0° 0.007 0.006 0.005 0.004 0.006

Unitarity 1.004 1.009 1.009 0.989 1.000
1/k 1.42x10-10 o 4,12x10-% e 7.08%10-10 em 1.00x10-° cm 0.0
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the intensities toward the specular. In a very
crude sense, one would expect the potential
strength V, to correspond roughly to the energy
necessary to make an atom penetrate substantially
into the surface, which for the case of He at a
metal surface would lead to a ratio of V,/E ~10 or
higher. However, in the surface-scattering prob-
lem the slope of the potential may be much more
important than the total height in determining the
wave penetration. Hence it is quite possible that
the true experimental situation allows wave-func-
tion penetration corresponding to the larger values
of 1/k y calculated with this model. In this case
one may expect the experimental results to differ
significantly from the results of a CHW calcula-
tion.

Perhaps a much better test of the true impor-
tance of the wave penetration is that shown in
Table II. This shows calculations for the triangu-
lar corrugation profile which has been used to in-
terpret the experimental data of Lapujoulade and
Lejay for the scattering of helium from stepped
copper surfaces.!? The experiments were carried
out using the (117) face of copper which consists
of (100) terraces separated by linear steps parallel
to the [110] direction. The period is 9.13 A, and
the small angle @ shown in Fig. 1[the angle be-
tween the plane of a (117) surface and the (100)
terraces] is 11.25° B (the angle of the step faces)
is chosen to be 20° the value which gives the best
fit with the experimental data for the hard-wall
calculation.® This corresponds to a value of

h=0.065. The angle of incidence if 60°. For this
experimental configuration there are 32 open
channels for diffracted beams; however, we have
shown in Table II only the ones which have non-
negligible intensities, and all of these are scattered
on the opposite side of the surface normal from
the incident beam.

It is evident that the present soft-wall calcula-
tions give results with good unitarity for poten-
tial heights as small as three-times the incident
energy. The most striking thing about the data in
Table II is the fact that the effect of wave penetra-
tion into the surface does not affect the overall
picture of the scattered intensities very much.
The biggest change is in the diffracted peak of
order 2, which nearly coincides with the classical
rainbow angle for forward scattering from the
broad (100) terraces. This rainbow peak is re-
duced by about 15% from the CHW calculation if
the potential height is lowered to 3E;. On the
other hand, the rainbow pattern associated with
diffracted orders 7, 8, and 9 is enhanced slightly.
Thus, even though it appears that the penetration
of the wave function tends to reduce the rainbow
patterns, this is certainly not always the case.

Turning now to the Rayleigh approach, the trun-
cation and resolution of the system of Eqs. (41)
and subsequent calculations of the diffracted inten-
sities follows the same lines as outlined above.
We have found, not unexpectedly, that this approach
suffers from numerical convergence problems
which are quite similar to those that have been

TABLE II. Comparison with the experimental results of Lapujoulade and Lejay for various

values of V; using the approximation of Eq. (16). The incident wave vector is 1.1 x10% em-1,

-1

0;=60°, and the triangular profile is defined by a=9.13 Z\, a=11.25°, and 8= 20°.

Scattering CHW

Order angle Vy=100E; V,=10E; V,=5E; V=3E; V= Experiment

2 82.4° 0.239 0.233 0.225 0.213 0.240 0.141 +20

1 68.2° 0.007 0.007 0.007 0.006  0.007 0.000+ 5

0 60.,0° 0.019 0.019 0.019 0.019 0.019 0.009+ 2
-1 53.5° 0.040 0.040 0.040 0.039  0.040 0.022+ 5
-2 47.8°. 0.057 0.058 0.058 0.058  0.057 0.025+10
-3 42.7° 0.053 0.053 0.054 0.053  0.053 0.030+10
-4 38.0° 0.021 0.022 0.022 0.021 0.021 0.000 =20
-5 33.6° 0.000 0.000 0.000 0.000 0,000 0.000 +£20
-6 29.4° 0.042 0.043 0.043 0.043  0.041 0.057 20
-7 25.4° 0.134 0.138 0,139 0.138 0.132 0.089+30
-8 . 21.4° 0.188 0.193 0,195 0.193 0.185 0.063 +40
-9 17.6° 0.142 0.146 0.147 0.145 0.140 0.079+40
-10 13.9° 0.051 0.053 0.053 0.052 0.051 0.053 + 50
-11 10.2° 0.004 0.004 0.004 0.004 0.004 0.000 + 50
-12 6.6° 0.002 0.002 0.002 0.002 0.002 0.000 + 60
-13 3.0° 0.004 0.004 0.004 0.004 0.004 0.000 =60
~-14 0.6° 0.000 0.000 0.000 0.000 0,000 0.000 70

Unitarity 1.006 1.015

1.014 0.995 0.998 0.568
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TABLE III. Comparison of the approximation of Eq. (16) with the Rayleigh approach for the

same system as described in Table I.

Approximate Rayleigh Rayleigh
Corrugated soft-wall approach approach
Order hard wall Vo=3E; Vi=3E; Vi=1:1E;
0 0.314 0.367 - 0.332 0.333
1 0.143 0.153 0.147 0.151
2 0.154 0,149 0.149 0.149
3 0.173 0.153 0.161 0.151
4 0.148 0.122 0.132 0.132
5 0.060 0.041 0.050 0.060
6 0.006 0.004 0.008 0.011
Unitarity 1.000 0.989 0.980 0.989

often noticed when the Rayleigh method or other
similar simple methods are used in the CHW
problem.!® If the size of the system of Egs. (41)
is truncated at a value not too much greater than
the number of allowed diffraction channels, then
good results can often be obtained. If the size

of the system.is increased, eventually the solu-
tion becomes unstable, and the unitarity is lost,
rather like the behavior of an asymptotic expan-
sion.

We find that, within the constraints of proper
truncation, the solution becomes better and better
with smaller V,, exactly contrary to the other ap-
proximation discussed here. On the other hand,
the results become poor for large V,, reflecting
the fact that this method does not give the correct
CHW limit as V-,

Shown in Table III are the results of some select-
ed calculations for the same system as in Table L
The results of the two different approaches for the
same potential strength V, are very nearly the
same. The Rayleigh approach does not work with
this system for V, much greater than three times
the incident energy, but for the small value V, =
1.1E, the unitarity is quite good and the inten-
sities of the diffracted beams are still not ap-
preciably different from the CHW values. Thus it
appears that, in spite of its convergence difficul-
ties, the Rayleigh approach works well in pre-
cisely the same region where the other approxi-
mation fails, but there is an overlap region in
which both solutions give practically identical re-
sults.

A number of interesting conclusions can be drawn
from this work. We have shown that with a simple
approximation one can obtain solutions for the finite
corrugated wall which work well for a variety of
systems. Basically, the approximations amount
to solving the integral form for the Schrodinger
equation by using a limited amount of known infor-
mation about the exact solution. In this case, the
exact asymptotic form of the solution inside the

surface is known, and we make the assumption
that such a form can be extended into the sel-
vedge region.

This work also answers a number of questions
concerning the effects of allowing the wave func-
tion to penetrate into the surface. One can argue
that a disadvantage of the CHW model is that it
forces the wave function to vanish at the surface,
but it is the very region of overlap of the wave
function with the surface which is where the in-
teraction should be most important. However,
the wave function goes to zero at the surface,
but the potential rises to infinity in such a man-
ner that their product is nonzero, as shown by
Eq. (3). It seems that this overlap, which ap-
pears only at the surface, is a sufficient ap-
proximation to account reasonably well for the
largest part of the true penetration of the wave in-
to the surface. The main effect of softening the
potential is a tendency to destroy or reduce the
quantum-mechanical rainbow pattern; however,
this effect is not strong even under conditions in
which the wave function can penetrate a wavelength
or more into the surface. Nevertheless, we have
shown in these calculations that the penetration
of the wave function can easily give corrections
of 15—-20%. Thus; eventually it appears that a
correction for this effect will be necessary in a
complete theory of atom-surface scattering.

Finally, we would like to mention that this work,
although written from the point of view of the atom-
surface scattering problem, is valid for the re-
flection of all scalar waves under conditions in
which damped penetration of the wave can occur.
The methods can also be readily extended to the
problem of scattering of vector waves.
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