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We present a detailed discussion of the semiclassical approximations to path integrals when there
exist caustics in the relevant family of classical trajectories. We show carefully how the Airy func-
tions arise from the post-semiclassical approximation of the path integral and interpret the coeffi-
cients in the Airy functions in terms of the flow of classical trajectories. Finally, we present a
configuration-space path integral for the scattering matrix and extend our discussion of caustics to

the case of rainbow scattering.

I. INTRODUCTION

If a quantum system has a classical limit, the semiclas-
sical expansion of its propagator can be expressed in terms
of the flow of the classical system.! The first-order terms
in the semiclassical expansion (the strict WKB approxima-
tion) are given by the first-order approximation of the
classical flow, namely the Jacobi fields. The second-order
terms (the Airy regime) which dominate the expansion
when there are caustics (when the Jacobi fields are not
linearly independent) are given by the second-order ap-
proximations of the classical flow, namely the solutions of
the “small disturbances of the small disturbances”.? To
show the role of the classical flow, as opposed to a single
classical path, in the semiclassical expansion of a system,
we analyze in Sec. II classical physics as the limit of quan-
tum physics. In Sec. III, we compute the second-order
terms which keep the amplitudes finite when the “WKB
approximation breaks down”.

We use a path-integral representation of the propagators
in which the integrators® are expressed in terms of the
Jacobi fields of the system. Thus the calculation of the
path integral in expansion of powers of #'/? gives, term by
term, the semiclassical expansion:

Terms of order #~! give the phase of the WKB approx-
imation, namely the classical action.

Terms of order #~!/? give no contribution by virtue of
the Euler-Lagrange equation.

Terms of order #° give the Van Vleck determinants.

Terms of order #'/2 give the Airy regime.

Terms of higher order give the semiclassical expansion
to any order desired.

We show how to relate the initial wave function of a
quantum system to the particular classical flow which
gives the semiclassical expansion. We construct the Jacobi
fields which give the probability amplitudes for position-
to-position, momentum-to-position, position-to-momen-
tum and momentum-to-momentum transitions.

The momentum-to-momentum transition is nothing but
a chapter of scattering theory and is discussed in Sec. IV.
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The path-integral representation of the S matrix with
“Jacobi integrators” gives directly the WKB approxima-
tion and the Airy regime; it bypasses the circuitous route
of partial-wave expansion followed by stationary-phase
approximation for the summation over angular momen-
tum. In particular, we establish the following.

(i) The phase of the WKB scattering amplitude is given
in terms of the classical action function computed for a
classical path defined by its initial and final momentum
(and not by any other boundary conditions).

(ii) The Airy regime is obtained from a single expansion
in powers of #!/2, rather than from the combination of
four expansions used by Ford and Wheeler in their classic
paper.*> This calculation completes the original result ob-
tained by Schulman.®

(iii) The Airy parameters (scaling and argument) are
determined explicitly in terms of Jacobi fields and deriva-
tions of the potential.

(iv) The results are valid for any potential V' (r,6) (not
necessarily spherically symmetric) which decreases faster
than r~! at infinity. The Coulomb case will be treated
elsewhere.

The Jacobi fields which form the backbone of this work
are easy to compute if the classical solutions are known.
The properties of the Jacobi fields used in this paper are
summarized in the Appendix of Ref. 2.

II. CLASSICAL PHYSICS AS
THE LIMIT OF QUANTUM PHYSICS.

Let M be the configuration space of a system S defined
by a Lagrangian L. We assume that M is an n-
dimensional Riemannian manifold with the metric

Caplq (D) =3L(g(1),4(1)) /3¢%(1)d¢%(1) ,
a=1...,n.

Consider the flow of classical paths
{g(t,a,ps):a EN CM}, where q(t,,a,p,)=a and where the
initial momenta p, =VSy(a) are the derivatives of a given
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real-valued well-behaved function S, on N. In general,
this flow generates a local group of transformations
{(D,_,a:te T=[la,tb]},

<I>,_,a:N—>M by a—q(t,a,p,) for t, <t <t .

Classical physics is the limit of quantum physics in the
following sense. If the system is localized in N at time
t =t,, then the probability of finding it in ®,(N) at time ¢
tends to 1 as 7 tends to 0, i.e., if NV is the support of the in-
itial wave function ¢, and if ¢ is the wave function of the
system, then

Jo,_, o 1963 Pre0)= [ 190 *r0=1, @)

in the limit A—0, where 7(x) is the volume element on M,
ie m(x)=vg(x)dx'A -+ Adx" (with g=detg,s, and
7,(q(t,a,p,)) is the image of 7(a) under the transformation
®,_,,ie,

1(q(t,a,p,)) = | d%t[aq“(t,a,p,,)/aaﬁ] | a) . (2.2)
Q,
The quantity
K{)(t,t,)=03q%t,a,p,)/da” (2.3)
y
150+
100
50+
O .
L T=0 AT Z =-200
1 — 1 L 1 L 1 z
-200 -100 (0] 100

FIG. 1. Consider the flow of Coulomb paths g (¢,B) (Figs. 1
and 3) parametrized so that =0 and z = —200 for all values of
the impact parameter B. Let h(t,B) be the Jacobi field along
q(t,B). The particles which, at time 7, =0, hit the line element
dB defined by the segment of 4(0,B) beginning at ¢ (0,B) and
ending at ¢ (0,B +dB) hit at time ?, the segment of 4 (z,,B) lim-
ited by the same classical paths. The integral curve #(0,B) of
the Jacobi flow is approximately perpendicular to gq(t,B) at
¢ (0,B) because at z =—200 the paths are approximately paral-
lel. However, h(t,,B) is not perpendicular to g (z,B) at g (¢, B).
Thus all the particles hitting dB at ¢, do not hit at the same time
the exit area, which in the definition of the cross section is as-
sumed to be perpendicular to the classical trajectories. But if we
consider the number of particles within the surface of area
vdtdB at time t,, it is the same as the number of particles
within a surface of area v dt R dO at time t, regardless of how
slanted the Jacobi fields are at time ¢,, and the definition of
cross section makes good sense.
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defines® a Jacobi field K(g)(t,t,) along the classical path
q(t,a,p,) such that K(¢,,t,)=1. It tells us how the flow
{q(t,a,p,):a EN} diverges or converges (see Fig. 1).

The WKB approximation ¢wgp of the solution 9 of a
Schrédinger equation can be defined by

b=ywxsl1+0(# )] .

Given a Schrédinger equation and an initial wave function
é(x),

i#idoy /ot =Hy ,
P(tg,x)=p(x)=exp[iSo(x)/A]T(x) ,

where T is an arbitrary well-behaved function on M such
that suppZ =N, it has been shown that, if x €®,_, (N)

and if ®,_, has an inverse, then’

Ywip(HX)= [%?K?B)(t’ta 17172

(2.4)

(2.5)

Xexp[iS(t,x)/ﬁ]T[CI),_,a_l(x)] , (2.6)

where K{p)(s,t,) is a Jacobi field along the path
gls)=®,_, 0 ®,_, ~'(x), and where

S(6,3)=So(q(t)+ [, L(G(s),g(s)ds .

Hence by virtue of (2.2) and (2.3), Ywxp satisfies Eq. (2.1),
not just in the limit #i—0, but exactly:

Jo

o | Pwke(6x) [ 27 (x) = [, |T@|*ra).

2.7

t

It follows that the WKB approximation of the cross
section is the classical cross section. Consider a flow of
incoming identical particles being scattered by a potential
V with compact support K, and being detected at a dis-
tance R from the “center” of the potential, in the direction
6 from the incident direction. The scattering cross section
o(Q)dQ in the solid angle d€(60) is the ratio of the num-
ber of particles hitting the surface area R2dQ per unit
time to the number of incident particles per unit area per
unit time. The current vector density of a particle of mass
m is

. iﬁ *, *
]=—‘2’_n‘[1/1 Vy— (VY )yl . (2.8)

If we approximate ¥ by Ywgp, we obtain
Fwks(tx) =LV, 8(1,x) | det K*B(t,1,)| =1 | T(a) |2,
m af

(2.9)

where 1, is any time before the scattered flux has reached
the scatterer, i.e., any time such that

jl@)=— 2 (@) V(@) ~ [Vad"@)]b(a))
_1 2
= VaSola) | T(a)|*.
For a and x far from the scatterer, the momenta V,Sy(a)

and V,S(z,x) of the particle are pointing toward, and
away from (respectively), the scatterer and
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| jwks(t,x (R,Q)) | R*dQ
lj(a)]

O'WKB(Q)dQ=

=| d%tK“B(t,ta) | ~1| VS(t,x (R,Q)) | R?2dQ | VSyla) | 1.
[+1
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(2.10)

One can rewrite (2.10) in terms of the volume factors 7, and the path zj(s):@s_,ao CD,_,a‘l(s),

@) | VS(g(0)|
7(g(1)) |VSe(g(z,))|

UWKB(Q)T-

=R? (surface area of impact of the flow)/(its surface area of exit) ,

which is precisely the classical cross section.

For an axial symmetric potential in R3, if we take the
surface of impact to be the annulus of area 27B,dB, then
the exit surface area is R?dQ =RZ%in0d6 fo d¢ for

Q=(6,¢) and

owks(Q) =B dB /sinddo . (2.12)

III. CLASSICAL PHYSICS AS THE LIMIT
OF QUANTUM PHYSICS WHEN
THE WKB APPROXIMATION BREAKS DOWN

A. Introduction

In the previous section, we have considered flows
{CD,_,a:tET} of classical paths when T is sufficiently
small for ®,_,, to have an inverse, equivalently for
detK%(t,t,) to be nonvanishing. We now remove this re-
striction. We are interested in the four following situa-
tions:

(i) Final position does not necessarily characterize a
unique path in a family of classical paths having the same

Z

L L . I L L

e I 5

FIG. 2. For x in the “dark side” of the caustic there is no
classical path; for x on the “bright side” of the caustic there are
two classical paths which coalesce into a single one as x ap-
proaches the caustic.

(2.11)

[

initial position. For example, a family of catenaries (Fig.
2).

(ii) Final position does not necessarily characterize a
unique path in a given classical flow. For example, a fam-
ily of classical paths having the same initial momentum in
a repulsive Coulomb potential (Fig. 3).%

(iii) Final momentum does not necessarily characterize a
unique path in a family of classical paths having the same
initial position. For example, rainbow scattering from a
point source (Fig. 4).

(iv) Final momentum does not necessarily characterize a
unique path in a given classical flow. For example, rain-
bow scattering from a source at infinity (Fig. 5).

The first two families of classical paths have an en-
velope and their study is clearly a caustic problem.’
Phase-space drawings projected onto momentum space, as
opposed to position space, would show that the study of
the last two families of classical paths is also a caustic
problem: A small variation in the initial momenta (case
iii) at time ¢, or a small variation in the initial position
(case iv) at time #, produces (for certain values of ¢) a vari-
ation in the final momenta of a smaller order of magni-
tude; the final momenta are “parallel to first order”:
There is a direction, say along the «a axis, where
9q(t,a,p,)/9pae=0 (case iii) or 9q(t,a,p,)/3a*=0 (case
iv). In all four cases the criterion for the existence of
caustics is the presence of nonzero Jacobi fields A (¢) with
vanishing boundary conditions:

case (i): h(t,)=h(1,)=0,

case (ii): h(t,)=h(,)=0,
case (iii): h(z,)=h(1,)=0,
case (iv): h(t,)=h(ty)=0.

We shall investigate the transition amplitudes corre-
sponding to these four situations and their limits when #
tends to zero. The initial wave function for cases (i) and
(iii) is a & function charging the initial position. The ini-
tial wave function'® for cases (ii) and (iv) corresponding to
the flow p, =VS, is
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FIG. 3. Let A =IE/mvy* and B=impact parameter. The family of Coulomb paths having the same initial momentum is the B
family satisfying B(y —B)=4 (z +z2+y?)!/%in the y-z plane. Its envelope is the parabola y>=284 (z +24). For A4 negative the flow is

not caustic forming.

i
= -5 |T
d=exp |25 |T,

where T satisfies the same conditions as in (2.3).

The transition amplitude for case (i) can be obtained'!
from either Feynman-Kac formulas (A45) or (A46). The
transition amplitude for case (ii) can be obtained' from the
Feynman-Kac formula (A45) and the one for case (iii)
from the Feynman-Kac formula (A46). However, since

FIG. 4. If the classical deflection function is of the type given
in Fig. 2 of Ref. 4, two paths with different angular momentum
have the same scattering angles 6 <6,. The two paths coalesce
at 6=0,. No path is scattered with an angle larger than 6,.

we are interested here in applications to scattering theory,
we shall consider transitions from momentum states as
t,— — o (case ii) and transitions to momentum states as
t,— + 0, and ‘use the path-integral representation of the
Mgller wave operators derived in Ref. 1. Case (iii) can be

" obtained either as in Ref. 1 by reversing time in the for-
mulas used in case (ii), or from a phase-space path in-
tegral.!? Case (iv) can be obtained either from a phase-
space integral’? or, by relating!® it to case (ii) when
t,— — o0 and t, — co.

We shall show how the WKB approximations break
down in these four cases and how the contribution of the
higher-order terms in an expansion in powers of #'/? keep
the transition amplitudes finite.

The absolute values squared of the WKB approxima-
tions are proportional, respectively, to the following deter-
minants:

FIG. 5. Rainbow scattering from a source at infinity.
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case (i): | ¥ wka(b,tp;a,ts) |2~ | (i%taq“(tb,a,pa)/ap,ﬁl —l= ctlz%t.l“ﬁ(t,,,t,,) |t (3.1)
case (ii): |‘WWKB(brtb;parta) | i~ I cl%t aqa(tb;a’pa )/aaBI 1= | cL%tKaB(tb’ta) | ! ’ (3.2)
case (iii): | 'Z/‘WKB(pbytb;a’ta) | 2~ , (}z%t apa(tb’a’pa)/apaﬂl ~l= | c}zeﬁtkvaﬁ(tb,ta) | -t s (3.3)
case (V): | F win(pysts3Parta) | P~ | detdpalty,a,pg)/0aP | == | det Lagliaty)| ™, (3.4)

|

where a caret over a determinant means the truncated  G®A(t,5)= O(s —t)(J (t,t, )M (t,,,)J (25,5 ))%#

determinant equal to the product of the nonzero eigen- B

values of the matrix. J and K are the Jacobi matrices' — 0t —s)J (2,1, )M (1,2, )] (1,,5)) 3.7)

constructed from Jacobi fields, and K and L are deriva-
tives of the Jacobi matrices. The vanishing of their deter-
minants signals the presence of caustics in configuration
space (det/=0 or detK=0) or in phase space
(detK =0,detL =0), since a caustic occurs when the Jacobi
fields are not linearly independent. The higher-order
terms in the calculation of the transition amplitudes come
from path integrals in which the integrator is a Green’s
function of the Jacobi operator with boundary conditions
dictated by the initial and final states of cases (i), (ii), (iii),
and (iv), respectively. We shall establish first [Egs. (3.14),
(3.15), (3.22), (3.23), (3.28), (3.29), (3.33), and (3.34), in Sec.
II1 B] basic properties of the zero eigenvalues of the Jacobi
operator for the various boundary conditions needed.
These properties are used in Sec. IIIC to compute the
probability amplitudes in the Airy regime for cases (i), (ii),
and (iii). Another section (Sec. IV) is devoted to case (iv)
because the existence of conservation laws in a
momentum-to-momentum transition introduces new prob-
lems which are analyzed in Ref. 2.

B. Zero eigenvalues of Jacobi operators

An eigenfunction of the Jacobi operator with a zero
eigenvalue is also a nonzero Jacobi field with zero boun-
dary conditions. We shall consider the four cases of Dir-
ichlet boundary conditions, von Neumann boundary con-
ditions, and the two sets of mixed boundary conditions.
These four cases are sufficiently different to require indi-
vidual investigation.

(i) Dirichlet boundary conditions.

Let F(q) be the Jacobi operator of a system, evaluated
along the path q. Let {13} be a complete orthogonal set
of eigenfunctions of .#(g) with vanishing Dirichlet condi-
tions; i.e.,

F(Q i (1) =1 8,,4" (¢) (with no sum over k) ,
3.

Yalt)=te(,)=0 , @3
and

L, W) | 9;(0)de =8 .
We shall gain information about the eigenvalues of #(q)
by comparing two different expressions of its Green’s
function G. It can be checked that, if there is no zero
eigenvalue, then the two expressions for G,

GoB(t,5)= 3 ar P (D E(s) (3.6)
k

and®®

(where 6 is the step function equal to 1 for positive argu-
ments and zero otherwise) are both solutions of

(F1(9))apGPY(2,5) =8%3(t —s) (3.8)
with the same boundary conditions.
From (3.6) it follows that
o ~'= [ dt [ ds()G (1,5)(s) (3.9

where summation of the Greek indices is implied and does
not need to be spelled out since the time variable keeps
track of the tangent space T,(,yM where the summation
occurs.

From (3.7) it follows that

a~'=2 [ ds [ dib(s ) (0] (1,8,)

XM (ty,t M (2,8) Py (s) (3.10)

[where we have used the antisymmetry properties J oB(1,s)
=—JP%s,1)]. If q(2,) and g (1) are conjugate, there is at
least one zero eigenvalue and Eq. (3.9) is meaningless. In
this case, let g® be a nearby classical path. For instance, g
and g2 can be solutions of the same Euler-Lagrange equa-
tion with slightly different boundary conditions, say

g2t,)=b2=b +A .

If a and b are conjugate and a and b are not conjugate,
we shall investigate the caustic by studying the limits of
the Jacobi fields along qA when b2 tends to b, i.e., when A
tends to zero. Assume first that there is only one nonzero
Jacobi field with vanishing boundary conditions, say ¥y).
Then ;)(¢) can be written in terms of its boundary values
and the Jacobi matrices:

Y)(t)=J (4,1, )1.11(1)(10): —12/(1)(tb)f(tb,t) .

Let J2 be the Jacobi matrix corresponding to g2, and let
{a®:}) and {*;} be the eigenvalues and eigenfunctions of
F(g®). It is possible to choose a coordinate system which
block diagonalizes the matrix J2(zy,2,) into a block whose
determinant vanishes when A=0 and one which does not.
In this frame of reference,

qlt,)=q%t,)=a , q(t,)=b,

(3.11)

€ 0
JAtyt,)=| A ,
0 J (2p,2,)
e ! 0
MA(t,,t,)= A
0 M (15,1t)

and Eq. (3.10) can be written
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(a®)~1=2 fT ds fT dt O(s — R o (DT A% (1,8, )M A (24,1521 g 25,5)035(s) + terms of order €° .

On the other hand,

lim J42,(1,1,) =% (1,1,

=&, /P1)ta) ,
: Al 7l
gl-l’g).’ B(tb,s)—-J ﬁ(tb’S)

=P1)ps) /Pnlty) .

(3.13)

Indeed,
b1 (ta) =M (4,8 1(1)
and
(1) = g%Mﬁa(ta,t)%)(t) )

This last equation remains true as ¢ tends to #,. Thus in
the chosen system of coordinates where M All(t,,1y) is the
dominant component, ¥¢;)(2,) has only one nonzero com-
ponent 9(,)(z,) and

YO =T (8,809 1)(t,) -

The second part of Eq. (3.13) is proved similarly. Substi-
tuting (3.13) into (3.12) and using the orthonormal condi-
tion (3.5) gives

lim (af) ™= Tim M4 (15,4 /91t Pan(ty)

and (3.14)

lim (@)~ 'det A1y, 1) =detT (5,1,) /%" (1t W11 (25) -

—

If there is more than one nonzero Jacobi field with vanish-
ing boundary conditions, say ), ..., ¥, a similar
analysis gives

gin})(af- - af) " detd Mty 1)

N Jj o .
=detF(ty,1,) / [T % o\ta)biii(ts) , (3.15)

i=1

where J(t,,t,) is the truncated matrix obtained from
J(ty,t,) by removing the first j columns and j rows in the
system of coordinates which block diagonalizes J into a
block whose determinant vanishes when A=0, and one
which does not

(%) 0
JA(ty,t,)= |matrix
~A
0 T (tp,1,)

(@h)~'=2 [ ds L4t 60s — 008 (0K 8% (1,1, N1 (14,1178 (8,5 )988(s) .
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(3.12)

[

Equation (3.15) shows how zero eigenvalues of the Jacobi
operator combine with Jacobi fields to give a finite expres-
sion.

(ii) Mixed boundary conditions.

Let {1} be a complete orthogonal set of eigenfunctions
of F(q) with vanishing mixed conditions

Vie(ta) =i (1,)=0 .

The Green’s function of %(q) corresponding to these
boundary conditions is'’
G (t,5)=0(s —t)K (1,8, )N (t,,t, J (tp,s)
—0(t —s)J (8,1, )N (2,,1,)K (1,,5) . (3.16)

The Jacobi K matrix has no symmetry property, hence the
appearance of the transpose matrix K and its inverse. In-
serting (3.16) into (3.9) gives

ay~'=2 des detG(s——t)tﬁk(t)K(t,ta)

XN (tg,tp W (ty,5 P (s) . (3.17)

Again if the family of classical paths with given initial
velocities is caustic forming and if ¢ (¢, )= is on the caus-
tic, then there is at least one zero eigenvalue and Eq. (3.6)
is meaningless. We shall proceed as before and introduce
a nearby classical path g2 satisfying the same Euler equa-
tion as g but different boundary conditions, namely

4(t.)=4%t)=v, , q(t)=b,
qit)=b%=b +A .

Assume first that there is only one nonzero Jacobi field
with vanishing boundary conditions, say ;). Then

Y () =K (t,t)1)(t5)

=Pt (15,1) . (3.18)

Let K2 be the Jacobi matrix corresponding to g2, and
choose a frame of reference which block diagonalizes
KA(1,t,) into a block whose determinant vanishes when
A =0, and one which does not:

A € 0
K (tb,ta)—— AA ’
0 K (tb’ta)
e! 0

NAt,, 1) = A
@b 0 N (1)

Hence

(3.19)
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On the other hand,

lim K% (,65) =K*(,t) =910 /Piata) »  (3.20)
lim T4 g(2,0) =0 'glty, ) =tpenspl)Dan(y) . (3:21)

Equation (3.20) is proved like Egs. (3.13). To prove Eq.
(3.21), note that'® J(t,t,)=K(1,t;). Hence

. . .B

Y=yt W oltp,1)
=Pty W aPt,15)
=Pty K Pylty, 1)

and by the same argument as before, in the chosen system
of coordinates 1;)(¢,) has only one nonzero component
¥1)1(tp). Equation (3.21) follows from Eq. (3.18). Finally,
substituting (3.20) and (3.21) in (3.19), and using the
orthonormal condition (3.5) gives

iimo(alA)‘ldetKA(tb,t.,) =detK (15,1,) /9!t han(ty) -

(3.22)
If there is more than one nonzero Jacobi field with vanish-
ing boundary conditions, say ¥ ...,%;, a similar
analysis gives

lim (af - - - af)‘ldetKA(tb,ta)
A—0
A~ oo .
=detK(ty,t,) H ¢:i)(ta Wni(ty) . (3.23)
i=1

(iii) Mixed boundary conditions.

Let {1} be a complete orthonormal set of eigenfunc-
tions of % (g) with vanishing mixed boundary conditions:

Yr(ts) =1 (2,)=0. The Green’s function of .%(q) corre-
sponding to these boundary conditions is!’

G (t,5)= O(s — ) (2,1, )N (15,1, )K (ty,5)

—0(t —5)K (1,85 )N (15,8, ) (25,5) . (3.24)

Inserting this expression of the Green’s function into (3.9)
gives

ak—1=2 deS det G(S —-t)lpk(t)-’(t,ta)

X N (tg,t5 )K (15,5 (s) . (3.25)

We shall again introduce a nearby classical path g* satis-
fying the same Euler equation as g but different boundary
conditions at ?,, namely

q(t, )=qA(ta )=a,

Q(tb)=rb N (3.26)

qA(tb)=r“,, =ry+A.

Note that A is a variation in velocity, in contrast to the
first two cases where A is a variation in position.

Assume first that there is only one Jacobi field with
vanishing boundary conditions, say t(;)(#). Then )(?)
=J(t,l‘L)A=¢(1)(tb)K(tb,t).

Let K~ be the matrix corresponding to ¢, and let us
choose a frame of reference where
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~A € 0

K (tyt))=| A ,
0 K (15,2,)
-1

~A € 0

N (t,,t)= ~A
0 N (1,,2)

Then the singular eigenvalue of # can be written as
(a®)—1=2 fT ds fT dt (s — R (T2 (1,t,)
~Al ~AB
XN ((tastp)K 1 (5,898 pls) .
(3.27)
On the other hand,

z{ir%JAal(t»ta)=Ja1(,’ta)=¢71)(’)/¢(1)1(ta) )
Aiir{)kvwl(tbys)=f1ﬁ(tb,3)=¢fl)(s)/¢(11)(tb) .

Substituting these expressions in (3.27) and using the
orthonormal condition (3.5) gives

llxin%)(alA)'ldetf(VA(tb,ta)=detf(tb,ta)/¢(1)l(’a Win(ts)

(3.28)
If there is more than one nonzero Jacobi field with boun-
dary conditions, say ¥;), . . . , ¥(;), a similar analysis gives

lim (af - )~ 1detR(25,1,)
Z J .
=detK (2,t,) H Yot Pp(ty) . (3.29)
i=1

(iv) Neumann boundary conditions.
Let {1} be a complete orthonormal set of eigenfunc-
tions of % (q) with vanishing von Neumann conditions

ﬁk(ta)={bk(tb)=0 .

The Green’s function of F(q) corresponding to these
boundary conditions is?
G (1,5)= 0(s —)K (1,1,)P (15,1, )K (t;,5)
+0(t —$)K (1,8,)P(1,,1,)K (1,,5) , (3.30)

where P(t,t,) is the inverse of K( t,t,). Inserting this ex-
pression of the Green’s function into (3.9) gives

ax~'=2 [ ds [ dto(s — (0K (1,1,)

X P (3,5 )K 1y, (s) . (3.31)

The occurrence of zero eigenvalues makes Eq. (3.6) mean-
ingless, and we shall again introduce a nearby classical
path g satisfying the same Euler equation as g but dif-
ferent boundary conditions at #;, namely

§(t)=¢%t)=v, ,
é(tb )=v , (3.32)
gt ) =vf=v,+A .

We assume that the Jacobi field along ¢ has vanishing
Neumann boundary conditions, but the Jacobi field along
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4 does not. Assume first that there is only one Jacobi
field with vanishing boundary conditions, say ;. Then

Yy =K (8,2,)91)(t,) =1 1)(2 )E(lb,t) .
Let
LA(tb’ta)=vtbKA(tb’ta)

be the matrix corresponding to g2, and choose a frame of
reference where

A 0
L%ty,t,)= A
0 L (,t,)
e ! 0
PAt,,ty)= ~A
0O P (ta,tb)
Hence
(@)~1=2 [ ds detB(s—t)tﬁﬁ)a(t o (8,t,)
XP tn’tb ,3(tb,s ¢(1)

And by virtue of equations (3.20) and (3.29), together with
the orthonormality relation of the eigenfunctions,

lim (a)~'= lim P41(25,15) /91 (ta War(25)

lim (@)~ 'detLA(2y,1,) (3.33)

_detL(tb, )/ Pt )Pty .

If there is more than one zero Jacobi field with vanishing
boundary conditions, say ¥y, - - - , ¥(x), 2 similar analysis
gives

Ain})(af- -+ af) " 'detLA(ty,1,)

k
I v:tta)i(s),  (3.34)

i=

=detL(t,1,)

where L is the appropriate truncated matrix similar to
(3.15).

The right-hand sides of (3.14), (3.15), (3.22), and (3.23),
(3.28), (3.29), (3.33), and (3.34) are finite; and, provided
that the expressions used in the investigation of neighbor-
hoods of conjugate points involve only the proper com-
binations of vanishing eigenvalues and vanishing deter-
minants, we are now equipped to compute probability am-
plitudes for transitions between conjugate points.

C. Probability amplitudes in the Airy regime (Ref. 17)

In this section, we consider position-to-position,
momentum-to-position, and position-to-momentum transi-
tions; momentum-to-momentum transitions are computed
in Sec. IV. We consider a system whose Lagrangian is
L(q,q)=+ |4 |?>—V(q) and transitions between conjugate
points which have multiplicity 1, i.e., the Jacobi operators
are assumed to have only one zero eigenvalue: a!=0.

(i) Position-to-position transitions (Ref. 18, and see Fig.
2).

We compute %" (bA,tb;a,t,, ), given by (A45) with the in-
itial wave function given by (A50), for b2 close to the
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caustic on the bright or dark side. We shall show that, al-
though the limit of ¥ wgp(b®,t;;a,t,) when b2 tends to a
conjugate point b is infinite, the limit of ¥ (b2,1,;a,t,) is
well defined. We shall not compute % by expanding
around the classical path(s) defined by (a,z,) and (b4,z,)
for the followmg reasons.

If b2 is on the dark side of the caustic, there is no clas-
sical path defined by the given boundary values
(a,1,),(b%, ). If b2 is on the bright side of the caustic
there may be one or two!’ classical paths defined by the
boundary values depending on whether the paths g, and
q,, which start at (a,t,), arrive at b2 at the same time or
not. Let % (b2 Lt (1)b;@5t,) and K (b2 »t(2)p3a5t,) be the
semiclassical expansions (WKB and beyond) of .%#" around
g, and gq,, respectively. If we try to compute ¥ as the
sum of two contributions

K (b,ty;a,t,)= hm (Il(b ,),,;a,ta)
bAb
Hip
+W2(bA7t(2)b;ayta )) )

we are faced with a delicate situation: when b2 tends to b
the WKB approximations of .%#"; and %", tends to infini-
ty, and their sum tends also to infinity because one of the
path has touched the caustic for ¢t €[¢,,#,] and the corre-
sponding amplitude has “picked up” an additional phase
equal to —7/2. One can push the calculation of %" and
X%, beyond their WKB approximations, but as ¢; and g,
coalesce, J +.% ", exhibits some peculiarities whose
analysis is subtle. Thus to compute % (b%,1,;a,z,), we
shall proceed via the following steps.

(a) Change the variable of integration in (A45) from
YEY, to fEY_ defined by

bA4uy (1)=q () +(bA—b)(t —1,) /T +pf(t
(3.35)
where
wr=#/m, T=t,—t,,

and where g is the unique classical path between the conju-
gate points (a,t,) and (b,t,). The term (b2 —b)(t —1,)/T
is chosen so that

fEY, , ie., f(t,)=0

the initial wave function (A50) enters
(A45) via 8(b2+py (1,)—a)=8(uf (1))
hence f(7,)=0 (3.36)

This change of variable introduces the following terms?°

in the exponential in the integrand of (A45):

2#_2_[

§(O+A/T | 2dt — —f (G| f()dt ,
A=b2—b . (337

(v Expanding

q(t>+A +uf

in powers of u up to order 3 gives
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V(g +AT+uf)= V(g +Ar)+u(V (@) f +V op(@)f CAPT) + 312V op(q +AT)fOfP
+%.U'3V,aﬁy(q +A,’.)fafoY+ cee (3.38)

The gradient of ¥ has been expanded around g so that one can see at a glance how the equation of motion
mgy,+V o(q)=0 s1mphﬁes the sum of (3.37) and

—(Pm) =V g0+ A s (1)
h—1lg
needed in the calculation of ¥ (b4,1,;a,t,)
(c) Change the integration over Y, with respect to the integrator w" into an integration over the space Y of paths f
vanishing at ¢, and ¢,, carried on with respect to a new integrator w".
(d) Use the Cameron-Martin transformation to express the integral in terms of an integrator w which “absorbs” the bi-
linear terms in f, namely

V apq () + At —1,)/T)f2)fB(2) .

However, the formulas developed in Ref. 1 for this purpose are valid when the argument of V g is a class1cal path g and
when ¢g(#,) and q(,) are not conjugate. But here the argument of V ,g, namely g (¢t)+A(t —¢, )T~ is not a classical
path; its limit when A tends to zero is a classical path, but one whose end points are conjugate. Thus we shall have to re-
place g by a classical path § very close to g in order to carry on the Cameron-Martin transformation that absorbs
V apl@O1f ) f B(t). We shall take the limit of 7 tending to g after step e. The result can be read off of similar results
carried out in full detail in Ref. 1 [e.g., (3.28) in 1]:

H(bA ty;a,t,) =exp —;{S(gA,tb,t‘,) T (3.39)
with
= Qmif) =" | det TBty,1,) |~ [ dw()
= s brta Y
_f_f 174 a AB -1 E’i a B y 2
xexp | =5 [ [V.as(@@)f (DAt —1)T =+ 5=V apy (g O 0 Hf D+ 0 () +0(B) |d (3.40)

where the barred quantities are computed in terms of 7 and where S(g A ty,2,) is the action functional computed along
gM)=q(t)+ At —1,)T 1.

Note that S computed for g2 is not an action function because g® is not a classical path.
(e) The path integral (3.40) can be computed by making a change of variable of integration from uf €Y to i ER”
which diagonalizes the variance of the integrator . Let Y% (1) be the eigenfunctions of the Jacobi operator .7 (§) with

Dirichlet boundary conditions (3.5). Let

pfin= S Y@, P1)=0, Plt,)=0, (3.41)
k=1
and let P be the projection
P: Y>R"by fou={a',ad%...}; (3.42)
then the image Piv of i under P is the Gaussian (see Ref. 1, p. 316)
d(Po)@)=exp |— = > & (@*? | [] (—ax/2mip®)" *da* . (3.43)
k=1 k=1

By virtue of (3.14) the limit I of T when g tends to q is
—172

= 2mi#) " —2mih) "/ d%tfa g (tp,2) /W1t )12 t)

X fR" ﬁ (_ak/ZWiﬁ)l/zdulduZ. exp |—
k=2

LR ky2
— 2 au)
k=2

3 [P iphPut £ 7 i u' O (M) O W] |, (3.44)
=1
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where
7 kghP= [V oplgOWEDAK: —1,)Tdt ,
P = [ Vgl OWHWEY (n)ar .

In Ref. 1 we used erroneously a;~

all cases. Integrating over u2,u>. ..

I =Qui#)=""X —2mi#i) =172 d%tf“”(
(1

where I (v,c) is the integral over u !,

= iew — Yy
Itv,e)= [ duexp i lew —Su’ | |, (3.46)
where
1
V=“2;7/111
and
c=—Ly a8
=—27p
with 77y;; and 77 g defined as in Eq. (3.44). I(v,c) is the
Airy function of argument v—!/3¢ normalized to v—1/3:
I(v,c)=v—173 fRdvexp[i(v‘1/3cv—%v3)]
=v=1BAi(v 1) . (3.47a)

We now compute the normalizing factor v of the Airy
function and its argument v—!/3c. To compute ¢ we note
that the Jacobi field 9, satisfies

— 41— VVgP(g ()Y, =0,
hence

1
—— =9 AP
[4 # 1B

1 -
== [ Vaslg T0A%e —1)T ~de

B oo
Af fT1/le(t—-ta)dt

f 1/}13dl

b2—b | (1)) . (3.47b)

1
ﬁ(

The computation of v is an exercise in solving the small
disturbances of the small disturbance equation (i.e., the
small disturbances of the Jacobi equation) with the ap-
propriate Green’s function of the small disturbance equa-
tion. Let {g(a)}, be a one-parameter family of classical
paths such that
q () is the path defined by (a,t,),(b,1);
aq(a)/aa | %—¢1 is the Jacobi ﬁeld vanishing at #, and
tps

tota) /W1t P (ts)
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ldetJ (2,,2,) =detJ( ty,t,), which is valid only in special cases, whereas (3.14) is valid in
and keeping only the terms of lowest order in A and in x4 one obtains

—-1/72

I(v,c), (3.45)

q(t,,a)=a for all @ and

§(tz,0) =arh(t,)=a dq(t,,a0) /day

ie.,

8%q(t,,0) /3a*=0 and 3%§(t,,a)/da®=0

We write g (¢,a) instead of g (a)(¢) whenever it makes the
equation easier to read. For?! L(q,q) =3m?||¢||>*—V(q),
the Jacobi field g (a) /9« satisfies

3g(t,a) | |”

!f,(q(a)) 30

m
E.?,-—q—a (t,a)
Ja

m
= —V,z—ag—(t,a)
oa
dg"”
—VEV, V(g (t,a))——(t,a)=0. (3.48)
doa
Taking the derivative of this equation with respect to a,

we obtain the small disturbances of the small disturbance
equation:

2 v
F 2L (1) =y, V(q(1,0) 2L 39" | (349
da? P da da

which can be solved with the Green’s function G of %,
having the same boundary conditions as d%q /a2, namely
the ¢ conditions above:

G (1,5)=—0(t —s)J (1,5) . (3.50)
Thus
2
%g(t,a)—_—— N ' dsIH(1,5)V,9,V, V(g (s,))
% __q_( )_q_
o

Setting t =t;, and a=aqa, taking the scalar product of both
sides with 94g(2,,a0)/9a, and using Eq. (3.11),

—[3g,(ty,a0) /3ao}H(ty,5)=3g(s,00) /00y ,

one obtains

(tb,ao)
o’

__ Lt _q__g__q_
== fr,, VoV oW lg(tao) g ~50 ot .

8 )

(3.51)
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Of course, a similar calculation with an a family of paths
with zero boundary conditions at ¢, would have given the
scaling factor v in terms of the derivatives at ¢z,. The
point here is that v given as an integral over the third
derivative of the potential is now given in terms of the
Jacobi field ¥; at one end point and the variation of the
Jacobi fields at ;.

When 7 tends to zero, the leading contribution of the
Airy function is for the value u, of u which makes the
phase v—1/3 1v3 stationary, i.e., vo’=v~'"3c. Note

cv —FU
that v, is of order #~!/3. For # vanishingly small,

2V~ Y4cos

Ai(v13¢)~
Va(—ve)~exp {~ w0

2 ko
71)03—7] » V>0,

3] , Vo<O0.

For uy >0, b2 is in the illuminated region and the proba-
bility amplitude oscillates rapidly. For u, <0, b is in the
]

W, (b%p;)= fy+dw’+V(y)eXp

where w is the normalized Gaussian on the space of con-
tinuous paths y €Y such that y(#,)=0. Its covariance is

G (t,5)=0(s —t)(t, —s)1
+6(t —s)(tp, —1)1 .

The calculation of w . (b2,p;) proceeds via the following
steps.

(a) Change the variable of integration in (3.53) from
YEY, to fEY_ defined by

bA4pi(t —ty)/m +puy () =q(O)+b2—b +uf(1),
(3.54)

where g is the unique classical path defined by the boun-
dary conditions (p;, — o) and (b,?;) and where the added
term A=b2—b is such that

F(t,)=0and f(— 00 )=0. (3.55)

This change of variable introduces the following terms in
the exponential of (3.53):

W (b2 p;)=exp P

~af .
I=(—2nis)~1? d%tK (Ly,2) /1) — o0 )1y (2p)
a,

and where I (v,c) is the Airy function (3.46) with 77,5 and
7711 given in terms of the Jacobi eigenfunctions v%(¢)
with mixed boundary conditions ¥( — oo )=0, 1(#,)=0 by

7 15= [ V.aglaWi()ar

: t
- [ ;:;V<bA+p.~<z—t,,)/m +uy (£))dt
u — o0

: t
L f_”w[g |G(t)—p;/m | 2—V(q(t)+A)]dt
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shadow region and the probability amplitude decays ex-
ponentially.  Since uy’=wvec3? is proportional to
(m /#)| b2 —b |*/?, quantum mechanics can be said to
“soften up” the caustics. The probability amplitude
K (bA,tb;a,ta) does not blow up when b2 tends to b. It is
valid on and near the caustic, in the dark, and in the
bright region for |b%—b | ~#/mec.

(ii) Momentum-to-position transitions (see Fig. 3).

Since we want to apply this study to scattering prob-
lems, we shall compute the momentum-to-position proba-
bility amplitude J(b,t5;p,,t,) for t, equal to — o and p,
equal to an initial momentum p;. We assume b to be on
the caustic formed by the family of classical paths with
initial momentum p; and b2 close to b. We compute

K (b8 ty;piy,— o0 ) =W (b4, p;)exp é(p;,b” ,

(3.52)
where W (x,p;) is the Mgller wave operator given by the
path integral (see Ref. 1, pp. 292—293, 366—367)

, wr=f/m, (3.53)
-
[2 e | Sz liato—p/m P
—i(ij(r) | £(0) l . (3.56)

(b) Expand V(g +A+pf) in powers of p up to order 3.

(c) Use the Cameron-Martin transformation to express
the integral in terms of an integrator @, which absorbs
the bilinear term in f. Here again we have to replace q by
a classical path g very close to g, carry on the Cameron-
Martin transformation that absorbs ¥V ,g[g(t)1f%(2)fA(2),
then take the limit when g tends to g.

(d) Compute the path integral by making a change of
variable of integration from f €Y to # €R” which diago-
nalizes the variance of the integrator i, . Let 1, (¢) be the
eigenfunctions of the Jacobi operator #(g) with mixed
boundary conditions of type b. Let f be expanded in
terms of these eigenfunctions as in (3.41) and P be defined
as in (3.42). By virtue of (3.22), we obtain a result similar
to (3.44). Integrating over u%u3,... and keeping only the
terms of higher order in A and in y, one obtains

I, (3.57)

—1/72

I(v,c), (3.58)

7= [ VaplaOWE e ylnde

Equations (3.57) and (3.58) give the Mgller wave operator
W+(bA,p;) for b4=b +A on or near the caustic, on the
dark or on the bright side.
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We shall now discuss the Airy regime of W (b%,p;).

The normalizing factor v of the Airy function is given
by the same expression as the normalizing factor for the
position-to-position amplitude, but in terms of a different
Jacobi field. To compute it we introduce the a family
{g(a)} of classical paths such that

g (ayp) is the path defined by the boundary conditions and
(P, — 0);(byty) ;
dq(a)/da | a,=Y1 is the Jacobi field with
mixed boundary conditions ;
mq(— w,a)=p; for all a; and
¢(— w,a)=adq(— «w,ay)/day, i.e. ,
3%q(— w0,a)/3a*=0 and 3%§(— w0,a)/3a*=0.  (3.59)

A calculation similar to the one in Sec. III C (i), but using
(3.18) instead of (3.11), gives

1

g
—%7 13 q (t,,, o)

v= (3.60)

(t,,,ao)
0

i.e., the same expression as before but for a different a
family; and

W'_(a,p}’)= fYAdwY(y)exp —

and w?”

G¥(t,5)=0(s —t)(s —1,)1+6(t —s)(t —t,)1

2 f: V(a +pft —tz)/m +py (1))t

is the normalized Gaussian on the space of continuous paths yEY _
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B
=27 1A=~ L [V ptaionpsinar
AB . AP .
=% J et =" betnr)

bA—b 11;!‘1(1‘},)) ’

(3.61)

|-

the same expression as (3.47) but for a different a family.

(iii) Position-to-momentum transitions (see Fig. 4).

We shall compute J# (ps, «0;a,t,) when ps is conjugate
to a in the sense that there is one nonzero Jacobi field A
along the classical path g defined by (a,?,),(ps, ), such
that

h(t,)=0, h(w)=

We compute first

.%”(pf, 03a,t,)=W* (a,pj‘?)exp

’

—%(pﬁ,a)

for p,‘? close to py, (3.62)

where W_(a,pfA) is the Mgller wave operator (see Ref. 1,
pp- 292—293 and 366—367):

’ (3.63)

such that
(3.64)

The calculation of (3.67) proceeds via the same steps as the calculation of the other Mgller operator (3.46):

(a) Change of variable of integration from y to f defined by

a +pft —t,)/m +py (=g () +Alt —t,)+pf (1),

where A=(p,4—pf)/m,

Y () =p(+ 00)=F(t)=F(+ 00 )=0.

(3.65)

This change of variables introduces the following terms in the exponential of the integrand (3.63):

t
[ ar —2117| G()—pp/m| P+ |g()—pp/m

— [

(b) Expand ¥ around V(g

1.
—||q(t
2 g

), where g2 =q () +uA(t —1,),

Vg2t +uf (£)=V(g®)+uV, V(g ) +J“—v v,V (

3
+E-v, V.V, Vg Mo ofem +out

6

=V(g")+uV, V(@ f 1) +p*V,V,V (g f (1)

f‘—v VYV, V(@) MO MfP(D)

f'(t)+5'+
u

1 1,.
)—pf/m| P+ =5 A2+ —5(4(1)
2u u

ND+0ut+0W3A) .

1o

Al
— |f() |+
u ‘f

—p/m |A)——I—1-(¢'j(t)lf(t)) (3.66)
gM) ()
)

) AV (t —t, )+

V V.V (q)f*(e)f(¢)

(3.67)
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Combining this expansion with the terms introduced by the change of variable gives

wle

Similarly, as the cases (a) and (b), we obtain

W* (a, ,é)=exp

I =(—2mif)~ [ det K, (ty,1,) /Y1)t W1 00)] " (w,0)
uv

where I(v,c) is the Airy function (3.46) with 7”5 and
7”111 given in terms of the Jacobi eigenfunction %(¢)
with mixed boundary conditions ¥(¢,)=0 and ¢(o0)=0
by

5= [," V.apla ()t —t, W01,
g (3.70)
7= [, Vsl fovind: .

Equations (3.68) and (3.69) give the Mgller wave operator
W'_(a,pﬁ) for pﬁ:pf+A on or near the caustic, on the
dark or on the bright side. To compute the factor v of the
Airy function, we introduce the a family {g(a)} of classi-
cal paths such that

q(ap) is the path defined
by (a,t5), (ps,0),
9g(a)/da | 4 =1 is the Jacobi field with

mixed boundary conditions ,

q(t;,a)=a for all @ and

. . aé(ta,ao)
q(t,,a)=ay,(t,)=a g
i.e. ,
d%q (1,, 3% (t,,a)
_q(“—(:‘):() and —Lﬁ,,izo . (3.71)
da? da’?

A calculation similar to (a) and (b) gives

__ 1 |29d% 9q_
—_ 2 aaoz ( oo,ao) aao ( Oo,ao) (372)
and
__ 1 8
Cc= P V}BA
=88 [TV opla ()t —1, 500t
= —%(pf“—pf/m | ¥1( ) . 3.73)

IV. PATH INTEGRAL REPRESENTATION
OF THE S MATRIX

A. Introduction

The reason one cannot construct a Feynman-Kac for-
mula for momentum-to-momentum transitions similar to
the ones for position-to-position and momentum-to-
position ones is the fact that there is no Green’s function

D () —pr/m | 2= Vg (D +At —1,))
2 f

dt|I. (3.68)

(3.69)

I
of —d?/dt? whose derivatives vanish at both end points,
and hence there is no Gaussian integrator for the free par-
ticle. However a Feynman-Kac formula for scattering
theory has recently been constructed from two different
approaches. In the first approach,!?> one constructs it
from a phase-space Feynman-Kac path integral whose co-
variance is the Green’s function of the Jacobi operator
with vanishing derivatives at both end points. The second
approach!? to scattering theory begins with the scattering
wave function ¥(x,?) for an initial state of a plane wave.
This wave function is equivalent to the transition ampli-
tude we have called K (b,ty;p,,t,). The advantage of this
approach is that the path integral for K(b,p,) is well
developed.! The ostensible disadvantage is that the caus-
tics in scattering theory are momentum-to-momentum
caustics, not momentum-to-positions ones. However,
these two types of caustics can be related in the scattering
limit of #,— o and #,— — 0. In particular, in this limit,
the integrators for the semiclassical expansions of
K (py;p,) and K (b;p,) and their normalizations are equal.
Both approaches lead to the same Feynman-Kac formula
for scattering theory. This formula has two advantages:
In the present context it gives directly quantitative
answers to the caustic problem which have an easy intui-
tive interpretation, and it provides a unified treatment of
all four cases. In general, it allows us to use directly all of
the elegance and power of the well-developed theory of
prodistributions for path integrals.!

Another difficulty presented by momentum-to-
momentum transitions which has also been solved recent-
ly? is the existence of constraints between the initial and
final momenta due to conservation laws, and we summa-
rize in the following section the results obtained in Ref. 2.

B. The WKB approximations

(i) Transitions during a finite time interval.

In the previous paper,” we considered momentum-to-
momentum amplitudes % (¢,,t;,,2,) when ¢, and t, are
very large but not infinite, for a system with Lagrangian
L =+1|4||>*~V(q). We have computed?

F wkB(@pstp;Pasta)

= lim fM dx X wip(@ps53%, 1) win(X,t;4a,ta)

4.1)

where ¥ wkp(X,t;d4,t,) is the WKB approximation of
Y,(x,t) given by (A.45) for the initial value
&o()=T,(-)expi /#S,(-) and F wkp(dp,tp;X,t) is the
WKB approximation of ¢,(x,t) given by (A46) for ¢, de-
fined similarly to ¢,. These WKB approximations are
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easily expressed in terms of the classical flows ® and ¥ on
M corresponding to the initial and final wave functions ¢,
and ¢,. Namely, let ®;: M — M be the classical flow de-
fined by
O (a)=—VV(®(a)) with b, =d*®, /ds?, aEM
(4.2a)
®y(a)=a, Pyla)=VS,(a). (4.2b)

Then the classical path defined by the boundary values
(¢a,ta) and (x,t) is

D, 0@, _, ~'(x). 4.3)
Let ¥;: M —M be the classical flow defined by

Vy(a)=—VV(¥,(a)), (4.42)

Yola)=a, Wola)=VS,(a); (4.4b)

T wKB(Bp o3 Basts) = (207F) ™ —~D72exp[(q —p)im/4]exp

where S (#y,8,;0,,,) is the action function®> computed for
the classical path g Dbelonging to both flows,
{Aq;4 =I1+1,...n} are the nonzero eigenvalues of

Laﬁ(tb,ta )=38pa(ty,a,pa )/aaﬁ

taken at @ =q(t,);q +p =n —I, and p is the Morse index.
When there are no conservation laws imposing constraints
on the initial and final momenta, the matrix L (2,,%,) is the
inverse of the Van Vleck matrix P:

POB(t,,t,)=0%S (py,ty;Parta) /pIIPE .

[See Ref. 2, Appendix A, Sec. III, (A15c) and (A37).]

(ii) Transitions during an infinite time interval.

When t, = — o and/or t, = w0, (4.7) is meaningless. To
compute ¥ wkp(Ps, 0 ;pi, — o), we shall use the beautiful
limiting procedure provided by the Mgller wave operators
(3.53) and (3.63) for systems which approach integrable
systems asymptotically’*; namely,

IEWWKB(Pf, ;P — o)
K B t)detK %4(t, — —1/2
fRndx[c}z%tKa (e0,1)detk (1, — oo)]

i t
1.

i

#i

= lim
%0

X exp

i + o
+ o+ [,

This integral is of the type computed in Ref. 2,

. i
I_'lix_r’r:) fRndxexp ﬁF(x) A(x)

with 4 (x) the same determinants as in Ref. 2 and

CAUSTIC PROBLEMS IN QUANTUM MECHANICS WITH . . .

'rzl"éﬁn(s)_Pf/m | |2—V(ggn(s) JdS—‘;“Pfx] .
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then the classical path defined by (s,2),(ds,2,) is

W _p,0 ¥, " l(x) . 4.5)

If there is no path belonging to both flows, and if T, and
T, are of compact support, the % wxp(@p,tp;Pq,2,) de-
fined by (4.1) is of order #", with n an arbitrary integer. If
there is one, and only one classical path defined by
(¢a’ta ),(¢b,tb), then

K wks(Pp,tp;Pasrta)
=2mH)8(c1)8(cy) - * - 8(ct) F wrn(Bstsibarta) »
4.6)

where {c;=0: i=1,...,1l} are the I conservation laws
that VS, and VS, must satisfy if there is to be a classical
path belonging to both flows. The quantity
x wkB(®p,t5;04,1;), Whose square determines the cross
section, is equal to

—172
T,(q(t;))Ty(q(ty))

n
I A

#5@0tridata) ]
A=1+1

r
H(pgyo0;pir— o)

= fR"dx H(pg, 003%,0).H (x,t;p;, — o)

for ¥ (pys, 0;x,1) and FH (x,t;p;, — ) given by (3.52) and
(3.62), respectively. We assume in this paragraph that
(pi, — 0 ),(x,t) defines a unique path g¢;, and that
(x,2),(ps, ) defines a unique path gg,. Moreover, we as-
sume (x,?) is not conjugate to (p;, — <o) or to (py, ).

The calculation of H wkB(Dfs 0,X,1) and
K wks(X,t;p;,— o) is a simplified version of the calcula-
tion carried out in Secs. III C (ii) and III C (iii), respective-
ly, namely by

(a) making the change of variable of integration

x +pils —t)/m +uy (s)=q(s)+uf(s);

(b) expanding the potential V(g +uf) in powers of u up
to order 2;

(c) making a Cameron-Martin transformation to absorb
the terms quadratic in f, one obtains

%z’Héin(S)—Pi/m ||2— V(gin(s)) ]ds

4.8)
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- I flmye N2 Vs Lo
F(X)—'akrilw f,a [2 [1Gin(s)]] V(gin(s))+ m ;]

+ lim [ :"

o

DeWITT-MORETTE, NELSON, AND ZHANG 28

m . . 1
5 ()| > V(gan() += —|Ips|[*

ds +piqin(ta )

ds —prqsin(ty)

| 4o 1
=S (ps,0;%,0)+S (x,t;p;, — 00 )+ f_mEIIPiIIZdS+ f, 5, |lprllds .

The dependence of F(x) on x is the same as in Ref. 2. We shall assume in this paragraph that (ps, + o ),(p;, — o) defines
a unique classical path. The integral (4.8) is then given by an equation similar to (4.6) with

F wip(pss 03P, — 00 )= (2m#) "~ 2exp[ (g —p)im /4]exp

n —1/2
II 2

A=I+1

i +oo
% [S(Pf,oo;Pa,—oo)—m‘- f_w Edt]

where the notation is the same as in (4.7) and where the term 8( | p; | — | py |) in (4.6) changes

R S TE = 100
S5 elPds+ [, 5 1oyl ds

into f+wEdt.

We shall check that the sum (and not, as is often claimed, the difference) of the action and the “free” action is a finite

phase shift. For g the classical path defined by (p;,%,),(ps, ),
t r . %
S(pfrty;pirta)+ fthdt= fzbL(q,q)dt+(p.~,q(ta))—(pf,q(tb))+ f‘a Ed:
= f:ab (p,dq)—fta Edt+(pi,q(1,)) —ps,q(t,)) + f,aEdt

tb 'b
- fz., —{q,dp)= f,a q(VV(g(2)dt .

The undefined oscillatory terms

-t
—-é ftabEdt

do not appear in the S-matrix elements
.%WKB(pf,oo;pi,——oo). For a potential ¥V (r) decreasing
faster than |r | ~!, the right-hand side of (4.12) remains
finite when ¢, tends to — « and ¢, tends to «. Coulomb
potentials will be discussed in another paper.

lim exp

ta—>—co,tb—>oo

C. The Airy regime

In the previous subsection [Eq. (4.9)], we have assumed
that in the (n—/)-dimensional subspace where
K(ps,o0;p;, — ) is computed there is one and only one
path g defined by (p;, — 0 ),(ps, ). We shall now remove
this restriction. That is, we shall assume that there is a
nonzero Jacobi field 4 along ¢ such that

h(—o0)=0, h(w)=0. 4.13)
Again, as in Sec. III C, we shall assume that there is only
one such Jacobi field; in other words, the Jacobi operator
Z(q) with Neumann boundary conditions has only one
zero eigenvalue, say a! =0:

F(@uAH=0, ie, Yay=h. 4.14)
We cannot repeat steps (a), (b), (c), (d), and (e) of the three
calculations carried on in Sec. IIIC because we do not

4.10)
(4.11)

(4.12)

have at the present time a Feynman-Kac formula for
momentum-to-momentum transitions. However, the form
of the three results obtained in Sec. IIIC, and the results
established earlier (the Appendix of Ref. 2, and Sec. III B
on the zero eigenvalues of Jacobi operators), dictate a pos-
tulate for the fourth one. Moreover, we shall show in Sec.
IV D that the rainbow angle obtained with this postulate is
equal to the rainbow angle obtained by Ford and Wheeler
via the Schrédinger formalism, a fact which considerably
strengthens our postulate.

For pfA close to p; and assuming / conservation laws be-
tween the n components of the initial and final momenta.,

‘W(PjA, ©;3Pis — o)

=exp

% [§(qA,oo,—oo)—<P},qf(oo)>
+ (Pig™(—0)) + fj:Edt”I,

(4.15)

where the action functional S is computed along the path
g2 (not a classical path) given by

g2 ) =q () +(p2—p)t ,

where ¢ is the classical path defined by (p;,— ),
(pg, + ). Iis given by
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I =Qmif) "= 2exp[(q —p)™*Q2mi#)=1] | d?%tL,,,,( w0y — o0 ) /P — 00 Wiye0) |~V (w,0) (4.16)
a;

where

n

detLog= JI Aw s
A=1+2
where A4, are the nonzero eigenvalues of L ,g; here there are / + 1 zero eigenvalues, [ occurring because we have assumed
I conservation laws, and 1 occurring because we have assumed that there is one, and only one, Jacobi field with vanishing
boundary conditions. The term I (v,c) in I is

— ; v 3
I(v,c)= fRduexp i cu—-3u ,
where
1 A a
C=—Z(Pf —pf) 1[1(1),,(00) s 4.17)
and
+
vz_ﬁym:_% STV apla ) 0wf (ouli (0t . 4.18)

The computation of v is similar to the one performed in Sec. III C for the three other cases. Here the one-parameter fam-
ily {g(a)} of classical paths is such that
g (ap) is the path defined by (p;, — w0 )(ps, ) ,

3g(a)/da | 4y =11 is the Jacobi field such that ¢i;)(— co)=1(1)(0)=0, @19)

q(— wo,a)=p; for all @ and g(— «,a)=adq(— x,ay)/3day, i.e. ,
3%q(— o0,a)/da*=0 and 3%4(— w0,a)/da?=0 .
9%q (t,a)/3a? satisfies the small disturbances of the small disturbance equation and can be solved with the Green’s func-
tion of the Jacobi operator having the same boundary conditions:
3gt(ta)
3a?

Taking the time derivative of both sides and setting ¢t = + o0, one obtains

= [ TRV, Vg (a0t (s

3°¢M(+ 0,a) 1 p+e suo
Ll
Taking the scalar product of both sides with ¥{})( 0 ) and using

K" (0,10t (00) =K (s, 0 W (00 ) =11 (5) =g (5,020 /Dty ,

)V,app"/ﬂ(‘x )(S)ilffl )(s)ds .

one obtains

1 ag d q( 0 ,ao)
=—— 4.20
Y= 7% a0 2 | pag? 420
In conclusion, the amplitudes for all four types of transitions in the Airy regime are
H (B ty;a,t,)=C D~ exp éq; I(v,e), 4.21)

where €, &, @, and I are given in Table I. These quantities are obtained from one-parameter families of classical paths
{g (a)} such that

q(ap) is the classical path defined by (B,t, )(a,t,) ,

3g(a)/da | g—q, is the Jacobi field ~ with vanishing boundary values, hence the eigenvector ¥;)of the Jacobi operator
with zero eigenvalue ,

3%q (t,,a)/8a*=0 and 3% (t,,a)/da?=0 .

In the case of momentum-to-momentum transitions,
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H (P, 003pss — 00 )=(2mh)8(cy) - -+ () F (PP, w031y — ) s

it is obviously % and not ¥ which is of the form (4.21). The determinants & are all finite. In the first three cases they
are finite because of the properties of the Jacobi operators having zero eigenvalues [Sec. IIIB Egs. (3.14), (3.22), and
(3.28)].

In the fourth case, it is finite because of two entirely different reasons:

(a) one similar to the previous case (3.33),

(b) one analyzed in the first paper of this series,?

In case (a), we had to deal with an isolated degenerate critical point of the action functional defined on the space of
paths. In case (b), we had to deal with a submanifold of degenerate critical points of the sum of the action functions de-
fined on the configuration space. In case (a), the critical point is degenerate because a projection of the phase-space flow
of classical paths is caustic forming. In case (b), the critical points are degenerate because the action functional is invari-
ant under a continuous group of transformations.

D. Comparison with the Schrodinger formalism

(i) We shall compare the WKB approximations of % (ps, «o;p; — o) and of the S-matrix element {ps | S | p; ), obtained
in the Schrédinger formalism, using the results of Landau and Lifshitz,?> Mott and Massey,?® Newton,?’ and Schiff.?

It can be shown?® that

N p. | -2 i - _s06.—0 —d )1y .
(prl|S |pid=|pi| ~%(|ps|—|pi |) Singiﬁ(ef 6:)8(dy — i)+ - |pi | f(pgspi)

1 . -
=2—exp(z7r/2) | pi | lf(pf,p,- (| ps| — | pi | ) for 05%6; and ¢r~¢; ,

u

where the polar coordinates of p are { |p |,0,¢} and where
S (pg,p;) is the usual scattering amplitude. If the potential
V is spherically symmetric, the scattering amplitude f(6)
is given in terms of the phase shifts by the Raleigh-
Faxen-Holtsmark formula

1 ,
f(0)= Y exp(—im/2)

x 3 (21 + Dexp(2i8) — 1P (cosd) ,  (4.23)
1=0
where

#k?=|p;|*=|ps|*=2mE ,

Py(cosO) are the Legendre polynomials, and the phase
shifts §; are defined by the asymptotic form of the wave
function :

v~ 3 AP(cosO)(kr)~sin(kr —Im/2+8;) .  (4.24)
I

The formula (4.22) is obtained by subtracting the contribu-
tion of the initial wave function from the asymptotic value
of the solution of the Schrédinger equation equal to a
plane wave of momentum p; as t— — oo . But, in fact, one
subtracts it only partially because one argues that (4.23)

can be replaced by
]

Pi(cos@) ~ — (27l sin@)~Zexp(im/2){expli (| + +)0+im/4]—exp[ —i (I +1/2)0—im/4]}.

Finally, one replaces f(6) by its stationary-phase ap-
proximation. The critical value /; of / for the first term

satisfies the equation
2881/31' |1=[0+9=0 (4.30)

and the critical value /; of / for the second terms satisfies

(4.22)

r

f(0)=ﬁexp(—i1r/2) S (21 + 1)exp(2i8,)Py(cosd)
=0

(4.25)

on the grounds that it invalidates the result only for
cosd=1. The terms in (4.23) missing in (4.25) can be
traced back to the initial wave function, hence the initial
wave function is only partially subtracted.

The WKB approximation of f(0) is obtained by com-
puting the asymptotic value of (4.23) for large /. Thus one
uses

&~ f,: (Fl/z—k)dr—kr0+1r/4_lq-r/2 , (4.26)

where r( is the radial distance to the point of closest ap-
proach, and
F=k2_2m#i~ W (r)—( +3)r? 4.27)

For large [ the eigenvalues #[I(I +1)]'/2=M of the angu-
lar momentum operator are approximated®’ by

M ~#l or M~#(l+1) . (4.28)
The asymptotic values of P;(cos) for large [ is
(4.29)
M
208;/91| 1=1,—6=0. 4.31)

Using for §; its asymptotic value (4.26), Eqs. (4.30) and
(4.31) are satisfied if

—2 [T dr Mr=2(2m[E —V(r)]—M?*r~2} =172
o

—7+0=0. (4.32)
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This equation is identical with the equation of classical
mechanics which gives the classical scattering angle 0 as a
function of the classical angular momentum. It can be
solved for M with the positive sign if the potential is at-
tractive and with the negative sign if the potential is repul-
sive. We shall assume the potential to be repulsive, hence
(4.30) has no solution and the first term does not contri-
bute®® to fwkp(0). If we identify the eigenvalue of the an-
gular momentum operator with its classical value, then 7,
is the classical angular momentum M corresponding to the
classical scattering angle 0, and we can write

Swks(0)=| fwkg(0) | exp(2iBwkp) (4.33)
with
| fwks(6) | zz—Mz—:—l(vasine)—m
X (2m)%(36/aM)~1/?
~(M /2mE)"*(sin636/3M)~ /2 (4.34)
and
2Bwis =284 —2(M + 5)38, /dM — 37 . (4.35)
Inserting (4.26) into (4.35), one obtains
2Bwin=—2kro+2#72 [ 2m (E —V)F~'/dr
0
—2k |7
R
= lim 247! [ 2m (E —V)F~'"2dr —2kR
R—>w To
R
= lim 2#! [ f 2(E —V)dt —(2mE)'’R
R—> o to
t
= lim 2#~! { [ FLdt +E(tg—1,)
R— o fo
— (2mE)'?R ]
= lim [S(pf,t,,;p,-,t,,)
’a_’_“”‘b"*‘”
(4.36)

+ ftthdt] .

We have already shown [(4.10) and (4.12)] that this limit is
finite for potentials ¥ (r) decreasing faster than ! at in-
finity.

In conclusion, according to (4.34) and (4.36) on the one
hand, and Eq. (44), paper I and (4.9) on the other hand,

F wxsDf,+ 00,pi, — 0)={ps|S | pi)wks - (4.37)
Remark. There are two sources of confusion which
sometimes lead to erroneous statements concerning the

WXKB approximation of the S matrix.
]
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(i) 8wxp is sometime confused with Bwgp. (ii) For
momentum-to-momentum transitions, the action function
(i.e., the generator of canonical transformations) is not
equal to the action functional (i.e., the integral of the La-
grangian along the classical path defined by the momenta),
but to the action functional plus appropriate end-point
contributions (Ref. 2, Appendix).

(ii) We shall compare the Airy regime of
K (pf, 0;p;, — o) with the results derived by Ford and
Wheeler for spherically symmetric potentials.’! They ex-
amine the cases where 96/0M =293%8,,/d0M?*=0 (rain-
bow), sin6(M)=0 (glory), (M) is singular (orbiting), and
O0(M) is multivalued (interferences). In the first three
cases, they expand 6(M) around the appropriate value of
M, integrate the equation 238,,/0M =6(M), and analyze
the corresponding scattering amplitudes.

We shall compute the Airy function I(v,c) of
F(pg, 0;p;, — o) explicitly when V is a spherically sym-
metric potential. According to the method outlined in
subsection C, we construct a one-parameter family of clas-
sical paths {g(a):a=p} parametrized by the impact pa-
rameter B which satisfies the conditions (4.19) [we use
q(B)(t)=q(t,B)]:

q(By) is the path defined by
(Ph— o0 )(Pf’ °°) ’
dq(B)/dB B=BO=¢ is the Jacobi field such

that ¥(— o0 )=9(00)=0,

g(— o ,B)=p; for all B and
g(—w,B)= lim q(¢,B),
t,——o

where g (z, B) is given in cylindrical
coordinates by (z,,B,¢) .

It follows that dq(t,,B)/3B =(0,1,0) and
d%q(t,,B)/dB>=(0,0,0). By virtue of (4.20), the scaling
factor v of the Airy function is

L im y,(,)8%(t,,B)/0B? .

— 4.38
Zﬁ th—> o ( )

V=

Let 6, be the caustic angle, i.e., the classical scattering an-
gle corresponding to the impact parameter B, such that

96/0B |p_p,=0 .
A nearby scattering angle 6 can be written

0=6,+3(B —B,)*3%/3B*+ - - - . (4.39)

For large values of 7, we choose the following axes: the z
axis makes an angle 6, with the direction of the initial
momentum p;, the x axis is perpendicular to the z axis in
the piane of motion, the y axis completes the coordinate
system to make an orthonormal frame. Then

mg?(o,B)= | ps|cos(6—06p)= | ps | {1—5[5(B —B,)*d*0/3B* ]+ -+ -},

mg*(c0,B)= | py | sin(60—60)= | ps | [3(B —Bo)*d°6/3Bs>+ - - - 1,

¢9(0,B)=0.

(4.40)
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Hence

3’4" ,B)/3B> }B=Bo=o

m 8% (00, B) /3B | _p, = | py |8°0./3B7 -
-0

Moreover, ¥*/( 0 )=03¢""( «,B)/dB=1; thus

1 2 2
[ S B

B=B,
Thus, if
89/83 B=BO=0 >

i.e., if 328y /DM ?*=0, the transition amplitude ¥ (p}, co;p;, —

__1 A__ L yx)
c—ﬁm(pf pr)

1 2 2 to the rainbow path .
V=T |py|0°6/3B” | p_p,

This is the result obtained by Ford and Wheeler for rain-
bow scattering by spherically symmetric potentials. In ad-
dition, (4.41) gives an explicit value for 3*6/3B2.

E. Comparisons with other path-integral results

Because it bypasses the circuitous route ‘partial-wave
decomposition followed by stationary phase approxima-
tion for the summation over [, the path-integral formal-
ism is a natural vehicle for the computation of semiclassi-
cal expansions of scattering amplitude.> Previous path-
integral calculations have been hampered by one or the
other of the following issues which have since been
resolved.

(1) The role of classical conservation laws in semiclassi-
cal approximations of path integrals.

(2) The caustic problem for scattering theory using
momentum-to-momentum  amplitudes. Without a
Feynman-Kac formula for such amplitudes, one had to
approach the caustic problem in terms of position-to-
position, or momentum-to-position amplitudes.

V. CONCLUSION

The intuitive character of the path-integration formal-
ism has been widely exploited for the analysis of WKB ap-
proximations. If the path integrals are expressed in terms
of Gaussian integrators whose covariance is the appropri-
ate Green’s function of the Jacobi operator of the system,
the path-integral formalism has the same intuitive charac-
ter for the analysis of the Airy regime. We can now relate
the successive terms in a power expansion in #;,, to a
more and more refined analysis of the classical flow corre-
sponding to the initial wave function:

Terms of order #~! are obtained from a classical path g.

Terms of order #~'/2 give no contribution by virtue of
the Euler-Lagrange equation.

Terms of order #° are obtained from a Jacobi field A
along gq.

Terms of order #'/? are obtained from the solutions of
the small disturbances of the Jacobi operator.
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(4.41)

(4.42)

o) is proportional to an Airy function I (v,c) with

for the x axis perpendicular to the z axis asymptotic

These latter terms occur in different contexts:

Momentum-to-position transitions expressed in terms of
the K matrix, momentum-to-momentum transitions ex-
pressed in terms of the L-matrix, and Airy regime of all
types of transitions.
Since a caustic is signaled by the existence of a nonzero
Jacobi field with vanishing boundary conditions, the expli-
cit appearance of the Jacobi fields in the covariance of the
integrator makes the calculation of caustics intuitively
clear.
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