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Abstract

The Schrodinger equation in integral form is applied to the one-dimensional
scattering problem in the case of a narrow potential barrier. Since the kernel
can be considered, in a first approximation, separable, an explicit expression
for the propagator is found by means of the complementary error function. The
problem of a particle confined in a half-space and interacting with a narrow
potential barrier is also considered and solved in an approximate way.

PACS numbers: 02.30.Rz, 03.65.Nk

1. Introduction

The spacetime propagator can be considered the most important object in quantum physics;
it governs the time evolution of a dynamical state and naturally enters any kind of time-
dependent problem [1]. We would like to point out that it is more fundamental than the
wavefunction itself, since it is characteristic of the physical system and does not depend on
initial conditions. Its calculation is more difficult, however; suffice it to consider the square
potential: the wavefunctions are well known, but the propagator cannot be expressed in a
simple form. On the other hand, knowledge of the propagator helps to give insight into
the physics of a quantum system. For example, let us think of the tunnelling time for a
potential barrier: in a basic paper on this argument, it is shown that a satisfactory definition
of the tunnelling time can be given just by means of the propagator [2]; considering coupling
effects in quantum tunnelling, it makes it possible to go beyond the perturbative expansion
[3]; studying the interaction of a system with a thermal bath, it accounts in a simple way for
the oscillatory degrees of freedom, thus leading to the concept of effective action [4].

The non-relativistic quantum mechanical propagator can be expressed in several ways.
The most widely known is the ‘spectral decomposition’ method, but also the path-integral
approach is often used. We refer to the literature for a complete discussion on this subject [5],
and limit ourselves to a brief ‘excursus’.

0305-4470/05/214697+08$30.00 ~ © 2005 IOP Publishing Ltd  Printed in the UK 4697


http://dx.doi.org/10.1088/0305-4470/38/21/013
http://stacks.iop.org/ja/38/4697

4698 P Moretti

First, every kind of quadratic Hamiltonian admits an explicit solution, due to the fact that,
in this case, the semiclassical approach is exact [6, 7]. A closed-form solution is also known
for a variety of potentials [7, 8], but for the simplest one, the piecewise-constant potential, the
result is very involute or even missing in the literature. The case of the potential step has been
completely solved by de Carvalho [9], which used the path-decomposition (PDX) technique
[10], in order to express the result as an integral of simpler propagators. The extension to the
square barrier is not, however, a simple task.

The Green function (or energy propagator) for an arbitrary barrier was treated by de Aguiar
[11], in a paper where the calculations are scarcely detailed and the possibility of finding the
propagator by a Fourier transform is only outlined. Finally, we cite a paper of Barut and Duru
[12], where the phase space path integral is used; by a canonical transformation the original
Hamiltonian is removed, so reducing the propagator to a very simple form and obtaining a
surprising result, in view of its compactness and generality. A careful inspection, however,
shows that it is incorrect, due to the fact that the phase space path integral is not invariant under
canonical transformations. It is not the intention here to expand on this subtle matter: the
reader will find simple and well-written considerations in Shulman’s book [13]. In subsequent
years, to our knowledge, no important contribution has been added to the subject. We show in
this paper that the integral Schrodinger equation allows us to find an interesting approximate
expression of the propagator for narrow barriers; in fact, in this case a Fredholm equation of
the second kind with separable kernel is obtained, and the solution easily follows.

2. The integral equation for narrow barriers

Let Hy be an Hamiltonian for which the propagator G is known, and V a general potential.
The Schrodinger equation for the system with Hamiltonian H = Hy + V is

.. d
i V@) = Hy @) (D

where | (¢)) is the vector representing the dynamical state of our system. Upon differentiating
with respect to t the expression

i
[exp—gHo(l—f)] ¥ (7)), 2
with T < ¢, and using equation (1), we obtain
d i i i
— e HIOD (o)) | = 2 e HIODV [y (0), ©
dr h

By integration, it follows at once that

W (1) = e 1 |y (0)) — %/0 dz et =DV |y (7)) )

that is the Schroédinger equation in integral form. Let us suppose that H corresponds to the
free particle; using the representation where the position variables are diagonal [14] (namely,
passing from the state vectors | (¢)) to the wavefunctions ¥ (x, t)), this equation becomes

w(x,r>=/ dfl/fo(S)Go(x,f;f)—%/(; dr/ & VE DYE DGt — 13 8) (5)
where
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is the propagator for the free particle and v is the wavefunction for ¢+ = 0. The Wick rotation
to imaginary time [3, 10] leads to

_m =82 m (=52

[ m o0 e w1 1 [ © e W s
Yx,t) = ﬁ /:m dé WO(S)T _flA dfﬁwdg V(E,T)‘/f@»f)ﬁ

)
By considering a potential barrier of the form (6 is the step function)
Vx,n) =Vx)[0x) —0(x —a)] ®)

and using the Laplace transformation: L{y(x, )} = fooo dr ¥ (x, t) exp(—st) = ¥ (x,s), we
obtain [16]

p % oV El-8Vs | pa VAN
vf(x,s)=\/; /_wdétﬂo(é)T—ﬁfo EVEVED | ©)

With the abbreviations

L L [m eo 2 s _\/W . eV FhEIVs 0
o S SOV IS = EYo(6) (10

this equation can be written in short as

Y(x) + A /0 dg e EVEY(E) = ¢ (x) (11)

where the variable s, considered as a parameter, is omitted, since we are now mainly interested
in the space variable x.

If x ¢ [0, a], the kernel is separable: it is, namely, a Pincherle—Goursat (or ‘degenerate’)
kernel [15]. An approximate solution can be found using the fact that, if in the potential (8) the
range a is very small, the kernel in equation (11) can be considered to be nearly everywhere
separable. To see this in detail, let us consider for every ¢ [0, a] the equation

w0+ [ d A £EVE = 600) (12)
with

/0“ dx fi(x) fo(x) = A. (13)
The setting

y =f0ads HEVE) (14)
leads to

Y = 60 — yfi () (1)

that is nothing but a shorthand of equation (12); now, let us perform the approximation that
this equation holds for every x. In other words, we simplify the problem by supposing that
the kernel is separable also for x € [0, a]. Therefore, it is possible to substitute equation (15)
into (14):

y=/0 dg fz(é)[¢(§)—kyf1($)]=/0 d§ f2(5)¢(§) — AAy. (16)
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Therefore
A
1+AA

/0 & HESE) and  YE) =0 — A /0 0 B (&) ().

A7)

YT 1A

Let us apply this result to equation (11), where the kernel V (§) exp(—k|x — &) is separable
only when x ¢ [0, a]. Choosing

fix) = e, fr(&) = V(E) ek for x > a,
(18)
fi(x) = ek, fr(E) = V(E)e for x <O,
the final result is

vx) =¢kx) -

/adSe‘“*—g'V@)qs(s), with y:/ade(x). (19)
1+)\.7/ 0 0

‘We point out that the approximation, in this procedure, lies in the substitution of equation (15)
into (14); and the error is as lower, as shorter is the range a.

3. An expression for the short-range potential

Starting from the expansion in a series of derivatives of the Dirac delta function §(x):

1 2 =1 n
o (o) = o (§) e

that can be proved in the simplest way by taking the Fourier transform [18] of the Taylor series
2 o n
X (=D" fayn ,
T a)= 22 (Z n 21
eXp( 4“) ; nl (4)x @D
with reference to the potential (8), this form for V (x) can be considered:

1
Jro

with U (x) smooth, a inside the interval [0, a], and for small values of «. It easily allows for
an approximate analytical solution; in this case

Vix)=U(x)

Y
exp [_%] ~ U(x) I:S(x —a)+ %5(2)()6 - El)] ) (22)

y = f dx V(x) = [U(x) +4yo (x)] (23)
0 4 a

X=a

where a well-known formula is used [18]:

f " s (xX) f(x) = (=1)" f™(0). 24)

4. The explicit form of the propagator

Let us suppose that v is different from zero on the left-hand side of the barrier only; by
introducing into equation (19) the explicit expressions of ¢ (x), A and k (see equation (10))
and restoring the variable s, we have

¢ efc\xfrﬂ\/? c a e*C(|X*5\+§*77)\/E
Yix,s) = E/dn T_ﬁfo Ve o [ 25)
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where

2m

w P

and V (x) is given by equation (22).
Performing the inversion £~! to obtain v (x, t) from equation (25), recalling the definition

of the propagator G

CcC =

cy
=r 26
7% (26)

Y(x, 1) =/dnG(x,t;n)wo(n), 27)

and comparing these two expressions, G follows at once: we go directly from the
‘wavefunction’ picture to the ‘propagator’ picture for our system. The propagator, for n < 0
and x outside the barrier, turns out to be (recall the definition (6) for Gy):

2 [ ) e cUx—§l+E—m/s
Gx,t;n) = Golx,t;n) — —/ &EVEL {—————— (28)
0

4h Vs(J/s+B)
holding for the transmission as well as for the reflection. Since [16]
—p(E)5
)’ _ Brep©)B [P(g) } _
——t =¢ erfc —+,3\/; , pE) =c(x—§&[+§ —n),
: NGNEY) } 2V

(29)

where (erfc) is the complementary error function [17], using equations (22) and (24) the final
result is easily found in closed form. Let us now separate the two cases, according to whether
X > a (transmission) or x < 0 (reflection). The first is simpler, due to the fact that £ disappears
in the exponent (p (&) = x — n). For the sake of clarity, we repeat the steps (25)—(28):

c [ e—cx—ms e—c—ms e—c—ms
S )=-[d - dn—
yres 2/ L R AV T ) "5+ B

} Vo) = % Yo)  (30)

giving [16]

c e—Cx—my/s c 2 c(x —n)
Gr(x,t;n) ==L -1 =Go(x,t; ) — =Bl M erfc | =2+ 81|
r(x,t;n) 2 NG } olx,t; 1) 2/36 erfc W Bt
(€29)
For the reflection, p(§) = 2§ — x — n, and one easily obtains
A g a 24 —x —n
G J 1 = Go(x, t; — P U (q) ec@a—x—mB opf + f
RO, 151) = Go(x, 111) — e { (@)e erfc NG Bt
o d? e c(26 —x —1)
———— |UE) e E B erfe (7 + Bt . 32
4 d&? [ © 24/t P - 62

These equations generalize the results of [19] for a §-like potential.

5. A more complicated system

An interesting application is now shown, observing that Hy is not necessarily the free-particle
Hamiltonian, but a general one, to which the potential V is added. Therefore, the following
Hamiltonian can be considered:

V=00 for x <O

V=0 for x>0 (33)

Hy = Hjpee + {
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V=

%. : G,

Figure 1. Transmission of a particle with initial wavefunction ¥ across the potential described in
the text.

plus the potential
Vix,t) = VX0 —a) —0(x —b)], b>a>0 (34)

that appears in nuclear physics problems, as the virtual level theory of alpha decay [20]. This
physical arrangement is shown in figure 1.
It is well known that in this case [13]

Go(x, t; 77) = Giree(x, 1; 7’) — Giree(x, 1; —77) (35)
where Gy 1S defined by equation (6); the integral equation (11) now takes the form

b
Y (x) + A / dg[e 8l — e Y )y (8) = ¢ (x) (36)
¢ (x) being defined as
c [® e CR—EIVS _ gmclx+lVs
$(r) =3 /_ N d& Yo (&) 7 : (37

If V(x) is the same as (22), where now a € [a, b], and the range (b — a) is short, the kernel
can be considered again of the Pincherle—Goursat type. From the general theory [15] it is
known that, following a procedure analogous to that used in the steps (12)—(17), the problem
can be reduced to the solution of a (2 x 2) algebraic system; the calculation is quite simple
and the final result reads

A b
V) =400~ s f dgfe™ S — eV (©)p ) (38)
with

b
y = / dx V(x) given, as before, by [U(x) + %U(Z) (x)] K 39
and

a d? —2kx —2ka 2
——Ux) e ia=e " (y —kp+k™v)  (40)

b
Y dx —kav — U — —2ka +
7 / cEVW=U@e M4 S

where
uw=al'(a), v =aU(@a). 41)
The propagator is therefore (n < 0; see equation (35) for G¢)

2 b o Cx—E[HE—N)VE _ gmeclr—1+26) 5
G(x,t;n) = Go(x, t; 1) — E/ dsvE ! NG (42)
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with A given by (recall equation (26) for the definition of 8)
p=sl-Tt=p-3= *3)

and the two cases of transmission and reflection are easily derived. The inversion is now
difficult, since 7 depends on s (as k = c+/s). One can, however, proceed in an approximate
way: for example, if the barrier is far from the origin, the problem becomes more tractable.
We consider in some detail this case, giving somewhat simple formulae for the transmission
propagator Gr. First, we rewrite G in the form

. {e—c‘(x—mﬁ e—Cr+m/s }

Gr(x,t;n) = 55_ (44)

Vs+p Vs
that can be easily obtained from equation (42) writing G by its Laplace transform, observing
that, in the transmission (|]x — &| + & — n) = (x — n), and recalling definitions (39) and (40).
The path integration in the complex s-plane to perform the Laplace inversion is the line from
(09 — 100) to (09 +100), o9 > 0 [21]; it is easy to see that, on this line, Re /s > 0, so that, if
the barrier is far from the origin, one has |exp(—2ac+/s)| < 1. Therefore, a series expansion
allows us to write, by means of equations (43) and (40),

(~/E+B)‘1%(«/E+ﬂ)"+ﬂ(ﬁ—cux/§+ ¢ ) 45)
(Vs + B)? 2h 2n )

Substituting into equation (44), a short calculation leads to

—c(x—n)/s —c(x+n)4/s
Grix, s~ =L ]S e +— R —r! s e e TIRAVS
2 Js+ B NG an ap” s+

— C4_v iL*l 5 e CO—n+2a)/5 ,3 9 M 46)
4nh 0B Js+B ) 3/3 NEY.

and, since the inverse Laplace transforms are known [16] the result is

c(x
[ v h ‘[]
cud c(x —n+2a) e~ (x—n+2a) /4t
T 8,3{[ W ﬁ\ﬂT
vt [0 g ]
¢ty HM | - ] e

GT(X, 1, T]) ~ G()(X, t; 77) ‘Beﬂ t+cf(x—n) erfc

Z — 2, 2 2
41 op 41 Pl —m+2a)+ e NCTEE

2

_ — 2a
_ B S g [% . ,3«/?]}

c 0 e_Cz("_’“z‘_’)z/“' 2 5 c(x —n+2a)
Bt+cB(x—n+2a)
——,3— 7—,36 erfc 7+ﬁ t .
2 3,3 { A/ Tt [ 2\/; J_}

(47)

Recall that our formulae are written for imaginary time; to obtain the propagator in real
time, the change r+ — ir must be performed. Therefore, although this expression can seem
a quite standard one, one has really to deal with the (erfc) of a complex argument, and the
computation is not elementary [17].
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We eventually observe that also three-dimensional problems can be afforded, using an
expansion in spherical harmonics [22]; this method applies to short-range potentials, in a
particularly simple way for S-states.

6. Conclusions

The Schrodinger equation in integral form has been used in a one-dimensional model to find
the propagator for narrow potential barriers. Applying some methods of integral equation
theory, and assuming that the kernel can be considered everywhere separable (approximation
holding in the case of a narrow barrier), a closed form for the propagator is obtained. The more
difficult situation of a particle lying in a half-space and interacting with a potential barrier
is also considered and solved in an approximate way when the barrier is far from the origin.
The simple expressions so obtained, especially in the transmission case, show that the theory
based on the integral equation is far more useful and important than the mere mathematical
equivalence with the ordinary method would have suggested. It is therefore possible that this
approach, not widely used up to now, can lead to other interesting results.
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