IOP SClence jopscience.iop.org

Home Search Collections Journals About Contactus My IOPscience

The Kronig-Penney lattice with R matrix interactions

This article has been downloaded from IOPscience. Please scroll down to see the full text article.
1999 J. Phys. A: Math. Gen. 32 3637
(http://iopscience.iop.org/0305-4470/32/19/313)

View the table of contents for this issue, or go to the journal homepage for more

Download details:
IP Address: 171.66.16.105
The article was downloaded on 02/06/2010 at 07:31

Please note that terms and conditions apply.



http://iopscience.iop.org/page/terms
http://iopscience.iop.org/0305-4470/32/19
http://iopscience.iop.org/0305-4470
http://iopscience.iop.org/
http://iopscience.iop.org/search
http://iopscience.iop.org/collections
http://iopscience.iop.org/journals
http://iopscience.iop.org/page/aboutioppublishing
http://iopscience.iop.org/contact
http://iopscience.iop.org/myiopscience

J. Phys. A: Math. GerB2(1999) 3637-3648. Printed in the UK PIl: S0305-4470(99)98161-1

The Kronig—Penney lattice with R matrix interactions

G Monsivais and M Moshinskyt
Instituto de Fsica-UNAM, Apartado Postal 20-364, 0100kco, DF Mexico

Received 7 October 1998

Abstract. The Kronig—Penney lattice is a one-dimensional chain of equal segments at the end
of which there is & function interaction. It predicts for the energy a band structure whose width
increases with the energy. These results continue to hold whehftirctions are replaced by
arbitrary potentials, as well as when the problem is generalized to three dimensions giving the
well known conduction bands for electrons. In this paper we are interested in what happens to
neutrons in crystals. The simplest model would again be a Kronig—Penney lattice, but with the
function replaced by boundary conditions at the end of the segments. This approach leaBs to an
matrix interaction of the type Wigner introduced in his analysis of nuclear reactions. Using Bloch’s
theorem we solve the problem of the band structure for arbitRatyut discuss its behaviour only
when it has a single pole, a pole and a zero or a picket-fence form. An example with data taken
from experiment is presented in the appendix.

1. Introduction

The Kronig—Penney [1] one-dimensional lattice has been very useful as a guide in the study
of the energy band structure in the solid state. It consists of blocks of equally spaced identical
potentials along a line and, with the help of Bloch’s theorem [2], the solution of the stationary
Schibdinger equation can be found for the lattice if it is known in one of the blocks.

The purpose of this paper is to replace the potential by an interaction &f thatrix form
at the end of each block. This has already been done in a one-dimensional problem with an
R matrix at the origin and with a single pole, for the purpose of discussing the delay time for
a single resonance [3]. Instead of discussing the time-dependent problem as was done in [3],
we shall deal with the stationary problem but wlhmatrices with several poles and situated
at the end of each block.

Before going into the problem itself we review some elementary aspects of Widrer's
matrix theory, originally developed for nuclear reactions, so as to show how easily it can be
incorporated in our lattice problem.

2. The Wigner R matrix theory

The concept indicated in the title of this section was developed originally with the purpose of
describing nuclear reactions involving neutrons [4], which move as essentially free particles
until they come close to a nucleus within the range of nuclear forces. We shall consider the
simplest case of an s-wave two-channel reaction illustrated in figure 1. The nucleus is supposed
to be surrounded by a sphere of radigisvhere ingoing and outgoing waves will be spherical
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Figure 1. The two channels are indicated by the left and right lines and the internal region is
surrounded by the circle. If the incoming particle starts from left the incoming and outgoing waves
are indicated by arrows above the line, while in the second channel we have only out going waves.
The situation is reversed if we start from the right as indicated by the arrows below the line.

-3a ~-2a -a 0 a 2a 3a

Figure 2. A schematic picture of the Kronig—Penney lattice wRhmatrix interactions indicated
by equally spaced dots.

in shape. We indicate their radial motion by a straight line, where the one on the left describes
the first of the channels and the one on the right, the second. In figure 1 on the upper left the
arrows= indicate the ingoing and outgoing waves in the first channel. $hen the upper
right indicates the outgoing wave for the second channel coming from the left. On the lower
part we have the same situation, but reversed.

If the wavefunctions in the first and second channels are indicated respectively by
Y1 (r), ¥2(r), in which the factorr is already included to simplify the radial form of the
Laplacian, Wigner states that the interaction is given by the relation [4]:

<8 l,Z/l)
or r=rg
(alﬁz)

ar r=rp

where R(E) is an energy-dependent22 matrix whose terms are in turnx 1 i.e. scalar
R(E) matrices whose general analytic properties we shall discuss later.

Once we have established relations (2.1) we can return to our lattice problem illustrated
in figure 2 where thé?(E) matrix interactions take place at the dots at the end of each block.

Ya(ro)

3. The one-dimensional lattice withR matrix interactions

To begin with we shall use units in which
h=m=a=1 (3.1)

wherem is the mass of the particles moving in the lattice ansithe dimension of each block.
We then concentrate on one given point of the lattice xsay0. We then have a two-channel
problem because at the left and rightvof= 0 we have wavefunctions which we could denote
respectively agr_ (x), ¥+ (x), that atx = 0 take the valueg_(0), ¥..(0). We, of course, also
have the derivatives of these wavefunctiodg [ (x)/dx], [0+ (x)/0x] but before evaluating
them at 0 and establishing a relation of the type (2.1 (&) matrix theory, we require some
caution. In (2.1) the derivative/ar is equivalent: - V wheren is the normal to the spherical
surface goingutward If it went inward obviously we had to use d/dr.

In the lattice problemn is the normal of the plane perpendiculant@nd thusn - V is
a/dx for y¥.(x) and—a/ax for ¢_(x).
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Thus anR matrix relation of (2.1) can be written as

oY_
/s (0)} ax ),
= R(E . 3.2
[ v | T EE oy, (32)
ax Jq
It is now necessary to examine more closely the structure of th@ 2Znatrix R(E) that can
be written as

(3.3)

R(E) = [R(E) R+(E):|.

R._(E) R.(E)

It seems physically reasonable to assume that, for exangpl@) interacts in the same
way with the two derivatives that are components of the vector of the right-hand side of (3.2)
and this would then imply that

R__(E) = R_(E). (3.4)

On the other hand if, from (3.2), we would like to derive the relation that the wavefunction
is continuous at the origin, i.ex_(0) = ¥.(0), which is physically required, then we must
have

R__(E) = Ri_(E) R_+(E) = Ru(E). (3.5)

Thus we conclude that a physically reasonaBlgr) matrix interaction in the one-
dimensional case is

()

V07 _ 11 ox

[wm]_R(E)[l 1] (%)O : (3.6)
ox /g

Now we turn to the mathematical works [5] that tell us that the most general form of an
R(E) function is

y2
— _—+R 3.7
n En_E 0 ( )

R(E) =
where the sum could be finite or infinite aBg are real constants, associated with resonances,
while they? are real and positive and associated with the reduced widths of these resonances
[4,5]. TheRyis also a constant.

Now by subtracting the first from the second row in equation (3.6) we get

v-(0) = ¥+(0) (3.8)
and then we can also rewrite the first row in equation (3.6) as
oV _ RV
¥_(0) + R(E) (%) - R(E)( v ) : (3.9)
x Jo ax Jy

In the next section we use Bloch's theorem [2] to express the left-hand side of
equations (3.8), (3.9) in terms of wavefunctions with + index but at the poiat1, which
allows us to find the characteristics of our spectra as functio®s 5.
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4. The Bloch theorem and the formula of a Kronig—Penney lattice withR matrix
interaction

As we see from figure 2 our problem, in the units of (3.1), is invariant under translations by
1 and thus Bloch’s theorem [2] is applicable. This implies that the wavefunction, and also
its derivatives, when translated bhyremains the same but only multiplied by a phase factor
exp(ikn), wherek is the irrep of the translation group.

Considering the left-hand side of equations (3.8), (3.9), we see that in a translation by 1
we have

Y_(0) = €y (D) (4.1)
v . 9.
w_(0) + R(E) (%) — ¢ [w+(1) + R(E) ( 14 ) } . (4.2)
X Jo 1

0x

Now in the interval between 0 and 1 the wavefunction, in our units, satisfies the free
particle wave equation

T P2 where E = %pz O<x<l1 (4.3)
together with the boundary conditions following from (3.8), (3,9), (4.1) and (4.2) i.e.
Y (0) = €9, (D) (4.4)
R(E) (8‘/”) = e [x//+(1) + R(E) (8‘“) } : (4.5)
ax /g ox /4
Thus from (4.3) we have
Y. (x) = AP + Be™'P* (4.6)

whereA, B are functions ok, p but not ofx, that must be determined from equations (4.4),
(4.5) which give us the relations

A+ B =¢€“[A€? + Be™'7] (4.7)

ipR(E)(A — B) = €“[(A€” + Be™'’) +ipR(E)(A€? — Be™'P)]. (4.8)
We can write equations (4.7) and (4.8) in the form

c11A+c2B=0 c21A+coB =0 (4.9)
where

c1p=1—d®» cro=1—¢® P

co1 = ipR(E)[1 — ®*P] — P (4.10)

e =IipR(E)[-1+ é(K*p)] — d&=p)
and thus a solution fa, B exists only if the determinant vanishes i.e.
€11€22 — €12¢21 = 0 (4.12)

which, after multiplication by ex@-i«), gives the equation

COSk = COoSp + inp. (4.12)

—s
2pR(E)

The expression (4.12) would be the usual [1] Kronig—Penney oRé4Af) is a constant
i.e. R(E) = Ro, which is allowed by (3.7), but for any other values of the latter it gives very
different results, as will be discussed in the following sections.
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5. Band structure for different values of the R(E) function

Now we will find the values for the momentumand the energg = ”72 for which equation

(4.12) has solution, i.e. the bands of allowed valueg ehd E. This band structure depends,

of course, on the choice of ti E) function. We will consider some special schematic cases,
leaving for the appendix an example with realistic values of the parameters corresponding to
the case of a neutron interacting with the atomic nuclei of a one-dimensional crystal.

5.1. R(E) function equal to a constant

According to equation (3.7) the simplest non-trivial form of fg) function is when all terms

on the right-hand side of that equation are equal to zero except the last oneR s Rg

and, as we have mentioned, it gives rise to the Kronig—Penney model, where one of the well
known characteristics of their band structure is that the more the energy increases the more
the width of the gaps of forbidden energies decreases. In theHimit oo the gaps reduce to
isolated points.

5.2. R(E) function with a single pole

The next simple case of equation (3.7) is when all terms on the right-hand side are equal to zero
except one of the terms indicated in the sum symbol. Thus the system has a single resonance
at the poleE = Ey, i.e.,

Vs
Eo—E
where p? = 2E, and p? = 2E. Therefore the relationship between the indeand the
momentump (equation (4.12)) becomes

R(E) = (5.1)

ps — p?sinp
4¢ p
The band structure will be obtained by determining the valugs fofr which the above
equation has solutions. In order to find these values we will proceed in a similar way as in the
usual Kronig—Penney model. Let us consider figures 3 and 4 which are plots of the function
f(p) defined as the right-hand side of equation (5.2):

COSk = COSp +

(5.2)

2 2 of
f(p) =cosp + Msm—p
4 P
for particular values ofy andpg. Figure 4 is an amplification of figure 3. We have considered
only positive values op since f (p) is an even function. We see from equation (5.3) that for
large values op the amplitude of the oscillations increases linearly withs can also be seen
in figure 3. However, near the po}®, the second term is very small and the amplitude of
the oscillations decreases. Sifa®sk| < 1, equation (5.2) has solutions only fprvalues
for which the curve off (p) lies between the two horizontal lines at the heightsand 1,
respectively (see figure 4). We will call the region between these two horizontal lines region
S. The continuous (dotted) curves in figure 4 represent the valugsof which are inside
(outside)S. The values op for which the values of (p) are insideS are also indicated by the
heavy lines on the horizontal axis. These aregifimands corresponding to this form Bf E).
It is clear that when the amplitude g¢f(p) increases the slope of the curygp) between
two adjacent extreme values increases. Therefore the length pfititervals (bandwidth)
where the curve lies inside decreases. So, far from the resonapg¢he bandwidth is short,

(5.3)
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Figure 3. Plot of the functionf (p) given by (5.3), which corresponds toR(E) matrix with
a single pole. Hergpo = 7z, and y02 = % The amplitude of the oscillations increasespas
grows, except negrg where the amplitude is small. The allowed valuegaire those for which
—1< f(p) < lasindicated in the text.
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L 1 Ll 1 ! T | 1 1
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Figure 4. An amplification of figure 3. The almost vertical full lines betweef and 1 are the
sections of the curve of figure 3 for whichl < f(p) < 1. The dotted curves are the sections
of that curve for whichf (p) is outside of |1, 1]. The allowed values op are those for which
-1 < f(p) < 1. These values are indicated as heavy lines on the horizontal axis.

but nearpy the bandwidth is larger as shown by the heavy lines on the horizontal axis in
figure 4. In the limitp — oo the bandwidth tends to zero. This behaviour is very different
from that corresponding to the Kronig—Penney model. Thus, transmission occurs mainly near
the resonance, and not for all large energies. Indeed, for large energies, transmission occurs
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Figure 5. The ordinates are the width of the bands of figure 4. The widest band is the one
corresponding to the resonance.

only in very short bands whose length tends to zero. Figure 5 shows a plot of the bandwidth as
a function of the band number As shown from comparing figures 4 and 5, the widest width
of the band occurs whepy is inside it.

5.3. R(E) function with one pole and one zero

The next case is wheR(E) is given by two terms of (3.7):

= + Ro. 5.4
g TR (5.4)
As we can seeR(E) has a single pole & = Ey and a single zero & = VO + Eg. Figure 6
shows a plot of

1 serp

42
z_opz + 2RO P

f(p)=cosp + (5.5)

The pointspg = +/2Eg andzg = ,/2(%2) + Ep) are indicated in the figure where we can see
their effects on the form of the curve. From the previous discussions (case 5.2) the behaviour
of the pole atpg is clear, so we will only discuss here the effect of the zer® 52/2) at zo.

First, we note from (5.5) that for large, f(p) tends to cop as in the Kronig—Penney model.
Thus, for large values gf the band structure will be very similar to that case. However, when

p is nearzg, or equivalently, wherf = y° + Eo + € with € a small number, the factqg—
suffers a very abrupt change. As a matter of fact,

2 2
R R2

R(y—0+E0:|:e) —Rot—— N xRy (1 <1E 0)) +0 (5.6)
Ro Eo — V_o — Ej 1€ )/o Vo
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Figure 6. Plot of the functionf (p) given by (5.5), which corresponds ta( E) matrix with one
pole and one zero. Hems = 9.4, y02 = 0.02 andRg = 10~°. The amplitude of the oscillations
is small near the polgo and the amplitude exploits near the zego For largep the amplitude
tends to 1.

which means tha&}— tends to o at the left ofzg and to—oo at the right. Thus, equation

(4.12) has no solution foE = ”0 + Eq = z5/2 as seen in figure 6. Neag the amplitude of
the curve is large and therefore the bands aragratde very thin.

Since at; the functionR (E) is equal to zero, equation (3.6) implies thapif (x) was the
corresponding wavefunction, then it would be equal to zero at the scattering centres. However,
we have found that, is not a permitted value. Therefogg,(x) is not a solution. This
situation is the opposite of what is occurring in the Kronig—Penney model. In that case, if the
wavefunction is zero at the delta potentials, the particles do not ‘feel’ the delta functions and
the associated energy is a permitted value.

5.4. R(E) function of the picket-fence type

Our last example is & (E) function with an infinite sequence of poles with the same residue,
i.e.

1
R(E) = yZZ — (5.7)
n=1 n

where we choosé&,, = {[(n — —)71]2 — p&}/2 with po being an arbitrary parameter. Now we
useE = p?/2 and the identlty [6]

an: _ i - = 5.9

)n]z _z2

to write (5.7) as

) 2 tan,/ p2 + p?
R(E) = )/ZZ e 2 9 (5.9)
n=1

1 2 =Y
_Q)H]Z_po_pz /P2+P(2)
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Figure 7. Plot of the functionf (p) given by (5.12), which corresponds ta( E) matrix of the
picket-fence type. Hergo = 1, andy? = % The bands are indicated as heavy lines on the
horizontal axis.

Thus,

2 2
JPotD se
° P (5.10)
2y2tan,/p?+p3 P

Figure 7 shows a plot of this function which has an infinite number of poles and zeros, almost
equally spaced in the momentum varialple As in figure 4, the nearly vertical full lines
between-1 and 1 are the sections of the curvefdf) for which—1 < f(p) < 1, giving the
allowed bands which are also marked by heavy full lines on the abscissa. The dotted curves are
the sections of that curve for whicfi(p) is outside of F-1, 1]. In this case the bands appear
as couples. In each couple one band is wide and the other very thin.

Note that forpy = 0 the values op for which R(E) = 0 are equally spaced and from
(5.10) f(p) = [1 + 1/(2y?)] cosp giving rise to a perfect picket fence. In this case all bands
are identical and the permitted valuespoinside each band are such that

1 < cosp < 1
l+gs P

~X 1 °
1+57

f(p) =cosp +

(5.11)

6. Conclusion

There is a fundamental difference between the passage of a beam of electrons or neutrons
through a crystal. The electron interacts with the whole atom in the crystal whose dimensions
are of the same order of magnitude as that of the interatomic distance.

The neutrons only interact with the nuclei through nuclear forces whose range is of the
order 10'*?2cm, whichis very small compared with the interatomic distance in the lattice, which
is of the order of 168 cm. Thus, one could make the approximation that the interactions of
the neutrons take place at theintswhere the nuclei are present.
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It would seem then that theriginal Kronig—Penney lattice with equally spaced delta
function interactions would be a good one-dimensional model for the behaviour of the passage
of neutrons though the lattice. This, however, does not take into account the structure of nuclei,
and in particular, the resonant states. We have thus introduced in the one-dimensional model
the R matrix description of resonance nuclear theory given by Wigner [4, 5], with the internal
region reduced to a point at the end of each segment of the lattice. The determination of the
allowed bands can be obtained directly in a formula very similar to the one of Kronig—Penney
but with anR function in the denominator of one of the terms.

We then discussed the behaviour of the allowed bands for particular casesrfAEhe
function. WhenR(E) is just a constant we recover Kronig—Penney’s original result. When
R(E) has a single pole, the wide allowed bands cluster around the resonance energy, or
equivalently its corresponding momentum. Far away from the resonance the bands become
isolated points and the change in the width of the bands in figure 5 clearly shows this behaviour;
when R(E) has a pole and a zero, we see that for the former, the behaviour is similar to the
one mentioned in the previous phrases, while for the latter the bands are very narrow in the
vicinity of the energy for whichR(E) = 0; finally we discuss a kind of picket-fence form for
R(E) and find that the allowed bands, alternatively wide and narrow, occur almost periodically
through the whole range of momenta as shown in figure 7.

In the following appendix we discuss the single pole case with parameters taken from
experiment.
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Appendix. Band structure for a neutron interacting with a one-dimensional crystal

In this appendix we will again discuss the case analysed in section (5.2) but now with realistic
values for the parameters. We will take the values corresponding to a neutvith mass

m = 1.67 x 10724 g interacting with the nuclei of a one-dimensional chain of carbon atoms
12C with a lattice constant = 3.56 x 10~8 cm [2]. We will consider an energy of the incident
neutron near to an isolated resonanc&{®(n, n)*?C, in such a way that the interaction can

be described by means of &(E) matrix with a single resonance. In this ca®€r) is given

by (5.1), i.e.

v
Eo—E

whereEy andy, will be determined as follows. Singg@ = (1+ipR(E)(1—ipR(E))~*[3],
with R(E) having the form

R(E) = (A.1)

RE)=RE)| ] 1] (A2)
we obtain
T 1 i2pR(E) 1
5= [inR(E) 1 ] 1_12pR(E)’ (A-3)

Taking now forR(E) the form (5.1) ang2 = 2Ey, p? = 2E the S matrix becomes

2_ 52 jApy2 1
5= [p'gl 1; 2liy02 T2 2 2 (A4)
4pys  po—P° | p§— p?—ibpys
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Figure Al. Same as in figure 3R(E) matrix with a single pole), but with the values p§ and

y¢ taken from the experiments. Hepg = +/2Eq = 2.00 x 10°, andy? = 28231. In this case

the p-interval analysed is large as compared with the period of the trigonometric functions. Thus,
the oscillations appear very close. Nggrthere are many oscillations whose amplitude is of the
order of 1. Therefore, there are many wide bands pgas seen in figure A2.

and therefore the pole in the right-hand side of pheomplex plane is given by

VPE— v —i2vg (A.5)

whose square divided by 2 is

(Eo — 4yg) — i2y2\/2Eq — 4y (A.6)

Now we identify the real and imaginary parts of this expression with the ergérgynd width
I" respectively of some particular resonancé@(n, n)*2C. Thus, we have

Eq=,/E2+T2 (A.7)
dyy =\ /E2+T2 - E,. (A.8)

The chosen resonancelis = 6.558 MeV withI" = 37 Kev whichis areasonably isolated
resonance corresponding to a channel with 0 [7]. In our units(z = m = a = 1) these
values becomé&, = 2.003x 109 andI’ = 1.13 x 1(8. Therefore, sincé, > I', we have

Eo = E, =2.003x 10°%andy? = \/SLT = 28231.

Figure Al shows a plot of (p) with R(E) given by (A.1) with the values of, andyZ
as calculated above. In this casg>>> 27 and consequently there are very many oscillations
of f(p) betweenp = 0 andp = po. Furthermore, far away formg the amplitude of the

and
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Figure A2. We amplify the part of figure Al that is close 1o.

oscillations is large and therefore the width of the bands are very small. Howevepfear
there are also many oscillations but now with small amplitude as shown in figure A2. Thus,
nearpo there are many bands with wide width. So, transmission occurspdart in many
bands and not only in a single band as in the case of figure 4. Indeeghghélaere are a large
number of bands separated by small gaps.
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