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Abstract. Particle motion in one-dimensional crystal chains is
studied with the help of the transfer matrix method. The
transition from a finite to an infinite chain is analyzed. In
the cases where an analytic solution is impossible, the method
allows calculating the energy spectra with reasonable accu-
racy, based on the known cell potential. It turns out that the
structure of allowed and forbidden energy bands arising in an
ideal lattice contains some features that are absent in the real
world. This means that the model of an ideal lattice should be
extended in order to describe reality. We show that account-
ing for small random perturbations of periodicity may serve
as such an extension. Light propagation in a layered medium
(including a photonic crystal) is studied using the same
method.

Keywords: periodic lattice, finite lattice, transfer matrix, ran-
dom perturbations, tight binding and weak binding approx-
imations

1. Introduction

Analyzing particle motion in a linear chain of repeating
potential centers (in a one-dimensional crystal) is an indis-
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pensable element of many courses in quantum mechanics (see,
e.g., [1-7]). These problems provide a basis for understanding
numerous phenomena in solid state physics or related
phenomena.

A traditional presentation of these questions consists of
the formulation of certain general statements for an
arbitrary periodic lattice, followed by studying a phenom-
enon using some special example that allows analytic
treatment, with the results then extended to the general
case. Cell potentials in a simplified form are used in such
examples. The respective descriptions only attempt to prove
the existence of a band structure and address its main
properties. The question remains as to whether the particu-
lar features of solutions obtained reflect the general proper-
ties of periodic structures or whether they are related
to specifics of the models used (rectangular boundaries or
J-functions, sinusoidal lattices, and so on). Finding appro-
priate dependences for realistic potentials is implicitly
assumed to be too complicated a problem; therefore, the
research uses their simplified forms or simply the approx-
imation of measurement results.

The well-known transfer matrix method [8] (see Section 2)
is used in this study. In work known to the author (see also
[5, 11]), this method is applied to some models of infinite
lattices, and general conclusions, to a large degree, rely on
the analysis of these examples.! In contrast, we build
descriptions that are applicable for cell potentials of an
arbitrary shape. Appendix B collects examples known to the
author that permit an analytic solution (and only remotely
resemble realistic potentials). For a given cell potential,
formulas in Section 2, in particular, give a simple algorithm

! In the method of recurrent relations [12], which is close to the method
used here, the properties of forbidden bands (gaps) remain outside the
focus of the researcher.
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for computing the dispersion law with reasonable accuracy
based on the shape of the cell potential and a numerical
solution of the Schrodinger equation in the cell.

General properties of states in periodic lattices are
discussed in Section 3. Briefly described are the allowed and
forbidden energy bands, and the tight-binding approximation
is developed, irrespective of the shape of the cell potential. It
turns out that forbidden energy bands are preserved for
arbitrary cell potentials for high-energy electrons, which
contradicts physical expectations. (The author is not aware
of discussions of this problem in the literature.) This implies
that the model of a purely periodic potential needs to be
augmented in order to be applicable to the description of real-
world lattices. Such an additional factor can be small random
deviations from periodicity, discussed in Section 5. Account-
ing for such deviations allows us to answer the question why
in real materials the band structure with electrons delocalized
over the entire crystal is realized only for electrons of the
highest energy levels (for example, valence electrons), and
remaining electrons can be considered localized close to
respective ions.

The analysis of properties of finite lattices is commonly
viewed as an introduction to studies of infinite periodic
lattices. A standard numerical analysis of a finite lattice for
a moderately high number of cells suffers from error
accumulation in subsequent transitions through cell bound-
aries, whereby the resulting final error is not controlled
sufficiently well. However, studying the set of levels and (or)
transparency bands for finite lattices with more or less
appropriate cell potentials is of value on its own. The transfer
matrix method allows solving these questions and is free of
error accumulation in studies of finite lattices (see Section 4).
In particular, it turns out that the change in boundary
conditions simply leads to a shift of level positions within its
allowed band in the problem of bound states and to a slight
shift in boundaries of the forbidden band in the scattering
problem. Formulas in Section 4, in particular, give an
algorithm to compute the positions of levels and boundaries
of forbidden bands given the shape of the cell potential after
numerical solution of the Schrodinger equation within the
cell.

In Appendix C, the transfer matrix method is applied to
the description of light propagation in a layered structure —a
stack composed of a large number of planar plates, where the
notion of a photonic crystal emerges in a natural way (see,

e.g., [9]).

2. Transfer matrix

We consider electron states in a system of N equivalent
cells of length a (lattice constant) with a potential of an
arbitrary form within each of them. Lattices with large but
finite N are considered. It is common to think that as
N — 0o, we pass to a periodic lattice, as is discussed in
many textbooks.

The sets of states in a periodic lattice and a finite lattice are
different. Stationary states of particles in a finite-size lattice
are standing waves with phase relations that depend on details
of the boundary conditions. States resembling traveling
waves in unbounded space occur in a periodic lattice.
Similarly to infinite space, standing waves can be considered
a superposition of traveling waves and vice versa. Never-
theless, the results obtained for periodic lattices can be
applied (and successfully so) to the description of real-world

lattices. This means that for large N, the details of boundary
conditions influence the results only slightly. In Section 4, we
discuss how this happens.

The system Hamiltonian is written as

=

-1
+ U(x — na) , (1)

n

2

3>

1:1:

2m

Il
=}

where U(y) = 0 for y < 0 and y > a. No assumption is made
about the shape of U(x) within the cell.

We let E denote the electron energy; for £ > 0 or £ < 0,
respectively,

V2mE v/ 2m|E |
k:T’ n=—— (2)

Transfer matrix. For a given electron energy E, the
Schrodinger equation in the cell (0 < x < a) has two linearly
independent solutions denoted as ¢, (x, E) and ¢,(x, E) in
what follows. The general solution for the cell n + 1 takes the
form

n+1
l//(x’ E){na<x<(n+l)a = CS >¢1 (X - na, E)

+c§”+l)([)2(x—na,E). (3)

The wave function and its derivatives are continuous at
the cell boundaries; the matching conditions at the boundary
between the first and second cells are

Yla—0)=y(a+0), Y'(a—0)=y'(a+0). 4)

Inserting expressions (3), we rewrite these conditions as a
matrix relation:

(1) 2)
sl - (i@ dy(a)
A(cé”) _B<c§>>’ 4= (¢{<a) ¢2'<a>>’
o ($1(0) $,(0)

B‘(¢{<0> ¢>2’<0>>‘

This relation can be rearranged as

(2) (1)
a’ ) _ s & _ a1 (T T
<c<2)> T(c(l)), where T=B A= (TZI T22>'
2 2
(5)

The matrix 7 is called the transfer matrix. (This matrix
corresponds to the finite translation operator 7, in the basis
of functions ¢, and ¢,.)>

The determinants of B and A are the Wronskians
W(x) = ¢ (x)ps(x)— Py (x)p((x) taken at x=a and x=0.
The Wronskian of a linear second-order differential equa-
tion that does not contain the first derivative is independent
of the coordinates, i.e., W(a) = W(0). Hence, det7 = 1.
Because solutions ¢, and ¢, can be taken as real-valued
without loss of generality, the trace of the transfer matrix

2 From a technical standpoint, it is sometimes convenient to split the cell
into separate pieces, find the transfer matrices 7}, for each of them, and
then construct the cell transfer matrix discussed here as the product
T= 11 T,. For example, this procedure is used to construct the transfer
matrix for an electromagnetic wave passing through a stack of planar
plates (see Appendix C).
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Tr (T') = 2A(E) is also a real quantity: >

$1(0)h2(a)+¢1()$2(0) — $2(0) 1 (@) — ()1 (0)

AE)= 4w (0)

(6)

The transfer matrix eigenvalues 4, » depend on the shape
of the cell potential and the energy E, and are to be found
from the quadratic equation

P-Tr(T)+detT=)2-24(E)2+1=0= J1Jh=1,

Diagonalizing the matrix 7', we obtain
T RVR, where V:@ 9). (8)
42

For a chain of N cells, the transfer matrix for the entire
chain T'°! is then

C(N+l) R c(l) . ) ) o
weny | =T L | where T =TV =R™1VVR.
)

)

o If |[A(E)| < 1, the eigenvalues A; are complex and equal
to unity in absolute value (because 4,7, = 1); we can write
/1 = exp (iga); then 1, = exp (—iga). The quantity g (and
not infrequently, also ¢) is called a quasimomentum.* We have

A1 = exp (iga), 7y = exp (—iga),

A+ A =2cos(qa) =2A(E). (10)

The change of ¢ by an integer multiple of 2n/a does not
change the eigenvalue A. For this reason, a physically relevant
range of quasimomentum values has the length 2n#i/a. It is
customary to define the quasimomentum to lie in the interval
(the first Brillouin zone)

(11)

The admissible values of quasimomentum are defined by
boundary conditions. In particular, for a finite periodic
lattice, ¢ = nr/(Na) with integer r such that |r| < N/2, i.e.,
the number of states in the respective band equals the number
of cells.

o If |[A(E)| > 1, the eigenvalues are real,

=A+ VA —1:

AE) exp (fa), ir=

M= TAE))

A(E)

T Xp (—fa),
() P
|21+ 42| =2cosh (fa)=2|A(E)|, f>0. (12)
The quantity f is called the decay exponent; it can also be

understood as an imaginary quasimomentum. Boundary
conditions do not limit possible values of f3.

3 The determinant and trace of a matrix are invariant under a change of
basis. For this reason, specific computations can be carried out for
complex-valued ¢;, which can be more convenient in some problems.

4 Attention should be paid to the fact that the notion of quasimomentum is
introduced for a finite lattice.

3. States in bands of infinite lattices

The dependence of A on the energy E is a continuous
function. A small change in E entails a small change in
A(E). For an infinite lattice, the values of E such that
|A(E)| <1 fill continuous regions—the allowed energy
bands T ,. The allowed bands alternate with the bands where
|A(E)| > 1 —the forbidden bands S, (p is the band number in
the order of increasing energy beginning with p = 1).

3.1 Allowed bands

For |A(E)| < 1, relation (10) can be treated as an equation for
the dependence of energy on the quasimomentum ¢— the
dispersion law E(q). It is apparent that for each value of
energy, there are two solutions with quasimomenta ¢ and —¢,
i.e., the eigenstates of the Hamiltonian are doubly degenerate
(just as for free motion), which is the statement of the Kramers
theorem:

(13)

Inserting the wave function (3) into the known expression
for the probability density flux [13], we can readily see that
solutions with definite quasimomentum describe particles
propagating along the lattice without damping. In other
words, the eigenvectors of 7"are common eigenvectors of the
Hamiltonian and the finite translation operator with the same
energy and different signs of the quasimomentum (electron
motion in a positive or negative direction of the lattice).

e By virtue of (13), the value ¢ = 0 corresponds to an
extremum, and for ga < 1 we can write
g2

E(q) = Eo + po

(14)
The coefficient m* is called an effective mass. If m* < 0, we are
talking about negative masses. In most cases, the quantity
|m*| is close to the electron mass m,; in various crystals,
0.05m, < |m*| < 100m,. The effective mass is positive in bands
T, for odd p and negative in bands 7, with even p.

e It can be readily seen that a relation like (13) is also
obtained close to the upper boundary of the quasimomentum
range (at the boundary of the Brillouin zone),

H(am0)=#(Gre)

Hence, it follows that dE/dgq|(,_/,) = 0and, by analogy with
(14), the notion of effective mass can also be introduced for
small deviations of quasimomentum from nt/a.

e Eigenfunctions of the transfer matrix — common eigen-
functions of the operator of finite translation and energy —
are often written in the form y = exp (igx)u,(x), where the
Bloch amplitude u,(x) is a periodic function:

(15)

Y = exp (igx)uy(x) . uy(x+a) = uy(x). (16)

The set of Bloch functions exp (igx)u,(x) is complete.

3.2 Forbidden bands. A semi-infinite chain. Surface levels

For |A(E)| > 1, the probability of an electron staying in a cell
increases for an increasing or decreasing cell number as
exp (2fn) or exp (—2pn) (12), becoming infinitely large as
n — oo or n — —oo, which is not allowed. Such solutions are
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not realizable in an infinite chain, and this is why such a band
is called forbidden. In a forbidden band, the dependence of |A|
on E has the form of a hump growing from the boundaries,
where this quantity equals unity, to some maximum value,
and the decay exponent f§ varies from zero to some maximum
value.

For a semi-infinite lattice (x = 0), a solution that corre-
sponds to the eigenvalue A, = +exp (—fa) in (12) can be
realized.

In the vicinity of the flat surface of a three-dimensional
crystal, it is appropriate to consider displacements parallel
and perpendicular to the boundary ¢. The states correspond
to waves propagating along the surface (with a quasimomen-
tum q,) and decaying away from the boundary (with the
decrement f3). The respective surface levels were discovered by
I E Tamm in 1932.

3.3 General picture

Appendix B collects solutions for some infinite lattices that
are known to the author. They can be considered illustrations
of the general picture, discussed for an arbitrary cell potential.

In particular, alternating allowed and forbidden energy
bands occur in the system, and signs of their effective masses
also alternate. For the lowest band, the effective mass is
positive. If the problem of motion in the field of an isolated
cell with free ends has discrete energy levels, then these levels
turn out to be inside the allowed bands, and the lowest energy
values in these bands are lower than the ‘mother’ levels. With
increasing F, the width of forbidden zones decreases.

For low energies, details of the dependence A(E') cannot
be described in a general way because they are determined by
the shape of the cell potential. With increasing E, the effect of
the details in the shape of the cell potential on particle motion
weakens.

3.4 High electron energy.
The case of weak binding (nearly free electron)
The case where the electron energy noticeably exceeds the
characteristic values of the cell potential offers a description
that is only weakly sensitive to the form of this potential. It is
convenient to fix the energy reference level by the requirement
that the cell mean value of the potential is zero,
a
J Ux)dx=0. (17)
0

For any ideal lattice and for electrons with a high energy
E, we enter into the domain of weak binding described by the
smallness of the parameter pu,

“ U%(x)dx
=k| —— <1. 18

[ L Rpr < (18)
If this condition is valid, weak perturbations caused by the
potential relief only slightly disturb free motion and the
semiclassical approximation can be used for basis functions
(3) (‘nearly free motion’), ¢, , = exp [+i/2m(E — U(x))/h].
Inserting this into (6), we obtain

Aweak(E) = COS (J: M dx)

~ cos [(ka) — u| = cos (ka) + psin (ka), (19)
and hence dispersion law (10) takes the form

cos (ka) + psin (ka) = cos (qa) . (20)

If k is not very close to nm, the term proportional to u can
be omitted, and we are dealing with allowed bands where
the dispersion law differs only slightly from that for free
particles (with a natural replacement ¢ — k — 2nm/a or ¢ =
n(2n+1)/a — k).

When ka is close to mn, the account for the term
proportional to p in the left-hand side of the dispersion law
can take A(E) outside the allowed region (—1, 1), and then
forbidden bands would form.> To characterize these bands, we
write ka=mnn+¢. The trace of the transfer matrix goes outside
the allowed band (41, —1) for —&2/2 4 eu = 0. Thus, close to
each k = mn/a, there is a narrow forbidden band with the
following properties (cf. (12)):

2
band boundaries: L T ;
a a a
(21
decay exponent: p < g .

As the energy increases, the forbidden bands become
narrower and possible values of the damping coefficient
become smaller, but the bands do not disappear, in contrast
to the physical understanding of this phenomenon. This
points to the inapplicability of the model with a purely
periodic potential to describe reality at large E. Necessary
modifications are discussed in Section 5.

Some authors also extend the weak binding case to
situations with slow particles when the characteristic field
energy U is small compared with the energy of electron
localization in the cell Ejoc ~ /%/2ma? (see, e.g., [11]). For
such a problem, the algorithm of computing the transfer
matrix in an analytic form and analysis of behavior in a lattice
with a cell potential of an arbitrary form are unknown to the
author. A solution for a sinusoidal potential, obtained
perturbatively, can be found, for example, in [4, 11].

3.5 The case of tight binding
The tight-binding approximation corresponds to a situation
where the field in an individual cell is such that the state of a
particle in this cell (if it is not surrounded by other cells) is
localized in a domain with a size substantially smaller than the
cell parameter a, and the wave function rapidly decays on
approaching the cell boundaries. In other words, before the
neighbors are introduced, the electron is localized in a narrow
vicinity of an ion (a separated cell) —in a ‘subcell’ with a size
ap < a—and its wave function rapidly decays for x > ay,
such that the tunneling coefficient (the integral of overlapping
with neighbors) D is small. An allowed band is in this case
narrow, and all quantities appearing there, except T, can be
considered constant.

We let E; denote the level energy of a ‘parent’ well giving
rise to the band studied. We write the transfer matrix for the
transition between the ends of the subcell for an energy E as

 (00(E) 0n(E)
TV*(ezl(E) 022(5)>'

The condition for a level to exist in this well is 0;,(E;) =0
(cf. (29) in Section 4.2). Outside the subcell, the motion is
nearly free, and the wave function evolution is described by

5For ka ~ nn (for energies E ~ n?n2h*/(2ma?)), the cell contains an
integer number of half-waves. A signal reflected in the next cell can return
in antiphase, such that multiple reflection would result in opacity.
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the tunneling coefficient D, such that the auxiliary translation
matrix for passing to the cell boundaries takes the form ©

1oy
T,=| VD
0 VD
The full transfer matrix is
01
— 0nVD
o /D 12
T=TyT,= |} (22)
21
—— 05D
D 2

The trace of this matrix A = 0,/ VD + 0,,v/D reduces to
the first term for sufficiently small values of D, and dispersion
relation (10) then takes the form

011 (E)

/b 2cos (ga) .
Because 1/D > 1, the left-hand side is smaller than 2 in
absolute value only for small values of the coefficient 01, (F),
i.e., for energies E close to that of the ‘parent’ level E,. For a
rough estimate, we let E, denote the energy of the level of the
‘parent’ well closest to E, (or set E, =0 if such a level is
absent). Then, for E close to E;, we can write 0;(E) =
Ci(E — E;) with a coefficient C, such that C,(E, — E;) ~ 1.7
As a result, the dispersion law takes the form that is the same
for all shapes of the cell potential,

Eox — Eo D
E—E;=A¢;cos(ga), Ag(:nmzmm_‘zg
¢

(23)

. (24)

The band width 2Ae¢, is small and effective mass (14) is large:
h 2

Aey ~VD|E, — E|, m'~———
! 1Ee — £ (E, — E)a>v/D

(25)

(The deviation of the band center from the energy of the
parent level is due to the omitted small correction 6, v/D; this
deviation is of the order of D|E;, — E,|.)

If the tunneling coefficient is increased (on leaving the
tight-binding domain), the form of the dispersion law ceases to
be universal. Indeed, the second term in the trace of A(E)
must then be taken into account. Furthermore, the depen-
dence of the coefficient C, on energy, individual for each level
and cell potential, also has to be accounted for.

4. From infinite to finite lattices

We consider a lattice with a finite number of identical cells N.
The transition from free motion (outside the lattice) to the
motion in the first cell of our chain and escape from the lattice
to free motion can be described with the help of ‘boundary’
transfer matrices 7}, similar to the matrices 7'in (5), such that
the full transfer matrix on the entire lattice of N cells becomes

T =T.TVT, . (26)

¢ In a simplified picture, U = 0 between the wells, and the basis wave
functions outside the subcell take the form exp (£xx), with x =
(2m|E|/h?) 172 whence the tunneling coefficient D = exp (—2xa).

7 For example, for a lattice of 8-wells, an analysis of Eqn (44a) gives
Cy = 1/(2E;); in the semiclassical case, C; ~ 4n/|Ey — E¢y1|, where Ey is
the energy of the neighboring level in an individual cell.

Below, we discuss a lattice with free ends, 7 =1, in some
detail. For other boundary conditions, 7+#1, and the
expressions for 7,9 (E) become linear combinations of the
four elements T}}"(E) given by (28). For E < 0, thisleads to a
shift in positions of levels within the allowed band found for
the infinite lattice. This shift is quite noticeable if N is not
large, but as NV increases, the distances between the levels cease
to depend on the boundary conditions. For E > 0, the
positions of full transparency points (see below) and
boundaries of opacity bands are displaced similarly.

4.1 Transfer matrix for a finite number of cells
Based on the transfer matrix 7" in (5), we construct an
auxiliary matrix S(z) using the equation with the initial

condition $(0) = 1,
dS(z) sy — (S Si2
S¢) = (SZI Sn )’

= T8(z),

or in components,
d/Su S\ _ (Tu To)(Su So
dz\ S21 S» Ty T )\ Su S»n)/)’

Taking definition (8) into account, we write the solution
of this equation as

>

(z) =exp(Tz) =R’ (exp(()lﬂ) eXp(()izZ) )R

= Fexp (L1z) + Gexp (Jaz),

where we introduced matrices F and G with coefficients
that are independent of 2z for example, S, =
Fipexp (4iz) + Gpexp (Aaz). A direct solution of equations
for individual components decomposed with respect to the
exponentials and initial conditions gives

Sll _ (;ul — Tzz)exp (/112) — (/12 — Tzz)exp ()uzZ)

Al — ﬂg
Jz) — A
Sy =T cxp (Mf) exp (422) ) (27)
Al =2
exp (A1z) —exp (4
Si> = T p( 1%) P (422) :
Al — 12
S22 _ (;L.l — Tll)exp (/112) — (;Lz — Tll)exp ()QZ)

=2

Hence, in particular, it follows that

PN = dVs (= T)i — (o — T)dy'
(), = dzN - A — A ’
(z=0)J 11 1 2
=[G m e -
S I EL Y A — 2

4.2 The case E < 0

For E < 0, the problem lies in finding energies of stationary
states. The condition for a level to exist for an energy E
reduces to the requirement that the solution decaying on the
right of the set of wells (exp (—xx) for x > Na) not contain a
contribution that grows without a bound on the left after
passing through the entire chain (a function of the same form
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exp (—xx) for x < 0),

Tﬁ‘}‘(E)E[(T(E))N} =0 (level for E<0). (29)

11

This quantity was evaluated in (28). Inserting expressions
Ai = exp (Liga) into (29) and using (7) and (10), we transform
(29) to the form

. in 1) ga| — n a
(v, = Sl )Sqin](qa)Tzzs (Nga) _ o

where 2cos(qa) =Ty + Ta.

(30)

This is an equation of degree N for cos(ga). Without a
concrete form of entries in the transfer matrix, it only gives a
solution of the problem in principle. Nevertheless, we can
state that in each allowed band 7,, Eqn (30) has, generally
speaking, N solutions that correspond to the splitting of the
original level of the individual well into ‘daughter’ levels of the
set of wells. We arrive at an important conclusion: the number
of states in a band coincides with the number of periodicity
elements N.

If one of the boundaries of a band 7, corresponds to a
positive energy, the number of ‘daughter’ levels in the band
with E < 0 can be smaller than N; it can be said that some N
‘daughter’ levels are expelled into the region of positive
energies.

In particular, in the case of tight binding, Ty, is negligibly
small, 7=60v/D, and equation for energy levels (30) is
simplified, taking the form sin [(N+1)ga|/sin (ga)=0. The
respective values of quasimomentum form the discrete set

mm N
- < = 31
qa=s, <3 (1)
Level energies can be expressed through the band width 2Ae
by directly inserting the found values of ga into the dispersion
law,

mmn
E,. = E; + Ag — .
y k+ PkCOS<N+1>

For N =2 and 3, these values match those that can be
obtained in standard exercises of secking states for two or
three d-wells or for a symmetric double well in the semiclassi-
cal approximation.

When N is odd, Eqn (32) with d=(N+1)/2 gives
E; = Ej. Accounting for the omitted term Ty, = 6D gives
the deviation E; — E; o< D (of the next order of smallness).
For three o6-wells, this conclusion results from simple
calculations.

(32)

4.3 The case E > 0

For E > 0, we are dealing with a scattering problem. In this
case, it is convenient to assume that each cell begins from at
least a vanishingly small region of free motion with U =0,
and we can therefore formally select solutions starting with
0 < x < ¢ in the form ¢, , = exp (ikx) (the limit ¢ — 0 is
implied).

The aim is to understand the main features of the
dependence of the transmission (and reflection) coefficient
on energy. As is customary, for x > Na, we consider a wave
incident from left to right (¢,) and a reflected wave (¢,), and
for x < 0, a transmitted wave ¢,; for the scattering problem,
relation (9) thus takes the form (the respective indices £ and r

label the states for x < 0 and x > Na)

mtot [ C1e Y _ [ Cir
()= (%)

Normalizing the flux to the wave ¢, on the right, we find
that 1/7"(E) has the meaning of the transmission coeffi-
cient for the chain for a given energy E, and T|9'(E) /TS (E)
has the meaning of the reflection coefficient. Thus, different
physical situations are realized for some E > 0:

T'3(E)=0: full lattice transparency, the band 7, ,

|T''(E)| > 1: nearly complete opaqueness, (33)
the band S, .
According to (28),
R NN
(TY) =TS —2. (34)
Al — ).2

Thus, full transparency is achieved for )" =2}, i.e., for
|A(E)| < 1, in the allowed band 7,. Because 4,4, = 1, this
implies that iév = )»{V = =1, i.e., full transparency is achieved
for the quasimomentum ¢ = r/N, which corresponds to an
integer number of half-waves within the entire chain. In other
words, in each band 7, N full-transparency points appear,
the transmission coefficient is close to 1 between them, and
these points coalesce as N — oo into a band of full transpar-
ency within the band 7.

In the same manner, in agreement with (28), the transmis-
sion coefficient 1/|T'SY(E)| for |A(E)| > 1, i.e., in the band
S,, decreases with an increase in N as exp (—faN ), prohibit-
ing electron transmission for sufficiently large N (a forbidden
band). We note, however, that for large energies, f differs
from 0 only slightly, Eqn (21), and the transmission is
suppressed substantially only for a very large number of
exactly identical cells N > 1/p.

A numerical example. In a model with a cell given by
rectangular well (45) with the distance to the next cell
a — b = b and with the depth V=1 eV, for E= 10 eV and
ka ~ 10m, we obtain pu ~ 0.02, and therefore a two-fold
transparency suppression at the center of the forbidden
band requires not less than N = 50 well-cells; in the middle
between the center and the boundary of the band, the same
suppression requires more than N = 70 identical well-cells.

In teaching, it would be helpful to illustrate these
conclusions with simple computations and demonstra-
tions. An analysis of scattering for a rectangular well,
accessible in class, shows that the transmission coefficient
increases with energy, reaching unity for some value of E,
and then decays (usually not very strongly), reaches unity
once again for another value of E, and further oscillates
with ever smaller amplitude, regularly passing through
unity. For scattering on N = 2—15 cells, the behavior can
be more conveniently simulated with the help of the
QUANTX software package [10]. It can be found that each
initial maximum gives rise to a set of N close energies of full
transparency (the transmission coefficient 1), alternating with
bands of progressively decreasing transparency, acquiring, as
N is increased, a form progressively closer to a rectangular
one, with the bottom close to zero. The energy width of bands
with low transparency decreases as E increases. For high
energies, the transmission coefficient is indistinguishable
from 1 for all E except for narrow forbidden bands.
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5. Some consequences of periodicity violation

Small chaotic violations. For E < 0, bands are formed through
collectivization of states of the set of identical wells constitut-
ing the lattice, as discussed in Section 3.5.

We first consider an isolated well of arbitrary shape that
corresponds to a single cell of the lattice. Let the well contain
energy levels (from top down) —E|,—E,...,—Ej; (in real
crystals, these are electron energy levels in ions; in a typical
case, the energy E; is about 1 eV, while the energies E», Ej3,
and the following ones can be several dozen or hundred
electron-volts). Each of these levels gives rise to an allowed
energy band. The states in each of these bands are not
localized in the vicinity of one of the wells, but are distributed
among all wells.

For the top band with E <0, the ‘parent’ states of
individual electrons correspond to the largest value of the
quantum number 7, while the field of the nucleus is screened
by other electrons, such that the effective nucleus charge is
Z = 1. The size of the localization domain of a single ‘parent’
ion is comparable to the distance to the ‘neighbors’. The
tunneling coefficient is therefore not very small and the top
allowed bands for E < 0 are relatively wide.

For deeper bands, the ‘parent’ states of individual electrons
correspond to smaller values of n than for the top level, and
the effective nucleus charge is greater than 1 (fewer electrons
participate in screening). Effective ion sizes are therefore
smaller and the tunneling distance approaches the maximally
possible value, the distance between ions (lattice constant) a.
For these levels, the second factor in the integrand of the
expression for the tunneling coefficient also increases in
magnitude. For a major part of the classically forbidden
domain governing the tunneling coefficient, |Ex| > |V,
therefore, (48) gives Dy = exp (—a+/2m|Ey|/h). This implies
that the tunneling coefficient for the kth band Dy is very small,
such that the set of allowed energies of deeply located bands is
practically indistinguishable from the N-times-copied set of
energies of an isolated ion.

A numerical example. For Al and Cu, the volume of one
gram-atom is ~ 10 cm’. The mean interatomic distance in
such a crystal is therefore 2.5 x 108 cm. For the energy
Ep~ —10 eV, ii/\/2m|E| = 0.6 x 1078 cm. For this level
energy, Dy ~ ¢ % 2~ 0.0003, which gives a very small band
width, Aeg; =~ 0.003 eV. If we take a deeper level with the
energy —100 eV, the band width is negligibly small:
Agi ~ 107 eV.

In a real crystal, the lattice periodicity is slightly perturbed
by thermal oscillations (dislocations and impurities can also
play a significant role). For this reason, the energies of
electrons in neighboring quasi-isolated ions are slightly
different. In agreement with the discussion in Appendix A
for a pair of wells, insofar as such a difference SEI.O is small, the
transformation of levels into a band only slightly differs from
what happens in an ideal lattice. When the expected band
width (25) becomes smaller than 3E), levels are not grouped,
and electrons at deep levels stay localized around their ions.

Thus, in a crystal, states lying deep are localized close to
‘their’ ions, whereas the upper states are grouped into energy
bands with the electrons freely propagating over the lattice.

For E > 0, we are dealing with resonances in a periodic
structure (in the same way as in diffraction on a grating orin a
Fabry—Pérot interferometer). As we have seen, in an ideal
crystal, for some frequencies, destructive interference accom-
panying multiple reflections and refraction makes such a

resonator nontransparent. As a result, narrow forbidden
bands also occur for large positive energies. At first glance,
this violates the correspondence principle: for large energies,
the behavior should coincide with the classical one, and
roughness of the potential should not be visible. Here, again,
deviations from periodicity save the situation. As we men-
tioned in Section 4.2, a substantial suppression of transpar-
ency can only happen for a large number of cells if the quasi-
resonance conditions are satisfied, k = nr/a.

Small chaotic deviations from periodicity due to thermal
motion, dislocations (even in neighboring linear chains), and
(or) inaccuracy in crystal fabrication ‘smooth out’ destructive
interference, and significant accumulation of nontranspar-
ency does not happen.

For large values of E in real substances, periodicity can be
violated via one more mechanism. The approximation of
fixed cell potential (1) becomes inapplicable for high-energy
electrons. Interaction between an electron and a lattice ion
can excite or even destroy the ion. For moderate energies, this
is a low-probability process; however, its role increases as the
energy increases.

6. Conclusions. Possible applications

From a unified standpoint, we studied the structure of levels
(allowed and forbidden energy bands) and bands of transpar-
ency and opaqueness in one-dimensional repeating structures
(cells), with transition from a finite cell set to an infinite one,
to a periodic structure like a one-dimensional crystal. The
appearance of a band structure is a general feature of such
systems for cell potentials of an arbitrary shape. In a chain
with a finite number of cells, the levels lie inside the bands
found for the infinite crystal.

Two phenomena take place in solutions obtained for ideal
lattices:

(1) forbidden bands (bands of opaqueness) do not
disappear even if the electron energy is arbitrarily large;

(2) electrons on inner levels of an ion in a crystal must
belong to energy bands, i.e., be delocalized, instead of being
localized close to ions, as happens in reality.

These phenomena are not observed in nature. This implies
that in order to describe the real world, the model of an ideal
periodic lattice should be extended. Such an extension can
account for small random deviations from periodicity
(thermal motion, dislocations, impurities, excitation of
lattice ions; see Section 5).

In addition to general results, the formulas given in
Sections 2 and 4 offer a possibility of carrying out studies
that are not done commonly.

e When the cell potential is known, the Schrodinger
equation can be solved in a cell numerically. Based on these
solutions, the dispersion law and positions of levels can be
computed for finite lattices. Comparison with observational
results would then allow estimating the quality of the
available cell potential description.

e Construction of a lattice with a dispersion law desirable
in some problem could be of interest; for example, a law such
that the dependence E(q) contains a point where 0E/0g = 0
for 0 < ¢ < m/awould lead to singularities in the distribution
of the number of states over energies. In agreement with
material in Section 2, it suffices to explore solutions of the
Schrodinger equation in a single cell.

The author is indebted to A Efanov, G Kotkin, A Nena-
shev, V Tkachenko, and numerous students for their helpful
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7. Appendices

A. Slightly asymmetric double well
A basis for many physical discussions is provided by the case
where the potential is given by a pair of wells separated by a
region where U; = 0. In the classical problem, the states of
particles in each well are independent: they ‘do not know’
about each other. In the quantum case, ‘wings’ of wave
functions of each of the wells reach the other well, and there
is tunneling between the wells. Because wave functions decay
rather rapidly outside the wells, tunneling is commonly a
weak effect, modifying energy levels and wave functions only
slightly. However, when the energies of levels in both isolated
wells coincide, tunneling can lead to a ‘redistribution’ of states
between the two wells, which is the reason why a band
structure forms when the number of wells increases.

The main features of this problem can be conveniently
studied with the example of a system with

U(x) = —G13(x + a) — G20(x — a). (35)

We recall that for the potential U(x) = —Gd(x — b), the rules
of matching for the wave function can be written as

Y'(b+0) —y'(b—0) =20 (b),

mG
a

(36)
Y(b+0)=y(b-0), g=

This system has one bound state with the energy and the wave
function

ng}
Ey= "5 () = VErep (~gol). (37
For a pair of wells and an arbitrary energy E = —/*%>/(2m),

subsequent application of matching rules at the points
x = +a gives an equation for the levels:

% — (g0.1 +802)% + g0.1802(1 — D) =0

go,1 + oo * \/(gOJ —202)" + 4201202 Ds
2 )
where go ; = mG;/W* , D, = exp (—4xa).
We consider the case D, < 1.
e A symmetric system, G| = G, = G.
It follows from (38) that the initial level (37) is split into two
levels with the energies

= u=

(38)

Ei=Ey+d4s, As=2y/D,E)<E. (39)
Inserting the solutions obtained in wave functions, we find
that for the lower energy E = Ejy — Ag, the wave function is
symmetric, Yo (x) =g (—x), whereas for the energy
E=Fy+ 45, the wave function is antisymmetric,
Wor(x) = = (—x). For small values of D, the wave func-
tions of each of the well ‘halves’ differ only slightly from the
wave function of an isolated well ¥, (x).

If a particle was initially located in the vicinity of the right
well (Y(x,t=0) =, (x)), then, after the time n/i/A4s, it
occurs in the left well, i.e., the wave function oscillates,

iEgt t .t

Y(x, ) =exp (— TO) [%(x) cos L+ ifhp(—x)sin £ |,

T T

T=—".

ds

o Small deviations from symmetry, |Gy — G| <G.
It is convenient to introduce the notation

0,1+ 802 g
g =018 g 280 5, =801 — 8025
2 2m
such that the energies of isolated wells are
W g0d
Ey=FEy—96, En=FEy+9, 5IM < Ey. (40)
m

Direct substitution in solution (38) gives level energies in the
form

EL=Ey+A, A==+/6"+4%.

It then follows that for Ag < §, tunneling leaves the levels
almost intact. In contrast, for Ag > ¢, the term splitting is
close to that in the symmetric case (the system forgets about
small asymmetry). Direct computation of the wave function
in these limit cases shows the following.

e For A5 > ¢, the splitting of initial terms 0 is insignificant
compared to the tunneling effect that mixes the states. For
A < 0, the wave function is symmetric (the wave function of
the ground state does not have zeros), and for 4 > 0, the wave
function is antisymmetric, as in the case where the splitting of
initial terms J is absent. For stationary states, the probabil-
ities of staying in the left and right wells are identical, just as
for a symmetric well. If the initial state is confined near one of
the wells, it passes to the other one with time, and beating with
the frequency t = 2ii/Ag develops. It can be said that the
system ‘hardly sees’ the initial level split.

e For 0 > Ag, the states stay localized on the right or on
the left with high accuracy, tunneling barely changes the
states, and beating does not occur. We can readily find that
for 4 >0, the system is localized in the right well; the
probability of finding it in the left well is very small.
Similarly, for the state with 4 < 0, it can be readily found
that w,/wj~(28/4s)* > 1, i.e., the system is localized in the
right well, and the probability of finding it in the left well is
very small. We can say that the system does not notice
tunneling, and there are no delocalized states.

Itis not difficult to draw similar conclusions also for a pair
of smooth wells with the help of the semiclassical approxima-
tion (see, e.g., [4]).

(41)

B. Collection of exactly solvable models
B.1 A set of d-wells (Dirac—Kronig—Penney model)

U(x)z—GZé(x—i—na—s), k0:m72G>04

(42)

n=—0o0

Here, ¢ is a small auxiliary quantity indicating that the
boundary between the cells is located where the potential is
smooth, and hence matching rules in form (4) can be used. We
set ¢ to 0 in the end.



April 2020

Particles in finite and infinite one-dimensional periodic chains 403

For E < 0, we select ¢, (x, E) = exp (xx) and ¢, (x, E) =
exp (—xx). Simple application of matching conditions to a -
well gives the coefficients ¢, ) and c(zz) on the other side of the
well, and toward the end of the cell, at the point x=a — 0,
these coefficients acquire additional factors exp (xa) = 1/v/D
in the left column and exp (—xa) = v/D in the right one.
(The quantity D = exp (—2xa) is the coefficient of tunnel-
ing between neighboring wells.) The resultant transfer

matrix is
ko 1 ko
] —— | — - D
(%)@ . VP

ko <1+%>\/5

T =

xvV D

D =D, =exp(—2xa). (43)
The case of positive energy, E > 0, follows by a simple
replacement x — ik = i(2mE/i’12)1/2 and X = xa — Y = ka.
The expression for the trace of the transfer matrix takes
the form
ko .
cosh (xa) — - sinh (xa) ,

E<0, (44a)

A(E)= ko
cos (ka) — pysin (ka), py=—

E>0.
P

(44b)
For |A(E)| < 1, these relations turn into dispersion law (10),
cos (qa) = A(E).

A detailed study of solutions of these equations is
contained, for example, in [1-4]. We note that Eqn (44)
has the same form as (20) (the difference lies in the definition
of the parameter u,). For this reason, the results, at first
glance, coincide with the respective results for the weak
binding approximation. However, unlike the widths of
forbidden bands in the general case considered in Section 3.4,
which were decreasing for increasing E, the widths do not
change as E increases in this model. It is an artifact of the
model, rooted in the singularity of its cell potential.

B.2 Cell is a rectangular well with depth — V'

and width b, the distance to the next well

is (a — b) (Kronig—Penney model)
na<x<na+b,

v,
U(x):{o, na+b<x<(mn+1)a.

We set kg = 1/2mV/h* and
2m(E+ V)
k==
h
P /2;12E,
2m|E|
%= P

Simple but cumbersome calculations show that for E > 0,

(45)

z =kb;

Y=k(a—b) for E>0;

X=wx(a—b) for E<O.

k2 +k? k2
. (coszfi 2/:;]&1 sinz) exp (—iY) iz/i(/)n sinzexp (iY)
- 2 k2 2
_i% sinzexp (—iY) <c05:+i\2;;cf(l sinz) exp (iY)

The case E < 0 is obtained by a natural change of variables.

The expression for the trace of the transfer matrix
becomes

2 g2
coszcosh X — ki sinzsinhX, E<O0, (46a)
A(E)— 2kky
(E)= o
coszcos Y — LsinzsinY, E>0. (46b)

2kk,

For |[A(E)| < 1, these relations turn into dispersion law (10),
cos (ga) = A(E).

An analysis of weak and tight binding approximations in
this case presents a simple concretization of the results in
Section 3.

B.3 Sinusoidal field

U(x) =2Vcos— . (47)

2nx
a
In this periodic field, the Schrodinger equation reduces to
Mathieu’s equation, solutions of which are considered, for
example, in [11, 14] (and are studied in courses of mechanics
in describing parametric resonance). In some discussions, the
fact is used that in the momentum representation, the
Schodinger equation for this problem transforms into to a
difference equation [6].
The basic solutions ¢, and ¢, in a cell cannot be expressed
through elementary functions in this case, and a tractable
expression for the transfer matrix is unknown to the author.

B.4 Lattice with a smoothly varying potential enabling a
semiclassical description [7, problem 2-11]. For each given
value of E, it is convenient to identify the left cell boundary
with the left turning point; in this case, ag is the right turning
point. (The shift of the origin does not cause serious
complications if E is changed.)

The application of semiclassical matching rules in this
case gives

2coso
——— —+/Dsinc
_| vp G_J%ﬂﬁdx
sin o ’ o o
— /Dcosa 0
VD

ap

The expression for the trace of the transfer matrix takes
the form

A(E) = (%ﬁ+\/75) Coso.

For |A(E)| < 1, relation (49) turns into dispersion law (10),
cos (qa) = A(E).

(49)

C. Light in a layered medium. Photonic crystals

We consider a structure consisting of N identical stacks of
planar plates B placed one upon the other, using standard
notation in the Gauss unit system with u=1=-n=1/¢[15].

C.1 General case. Matrix representation. Let a space be filled
with layers 1,2,...,N with dielectric permittivities
€ ,8,...,6y, such that the surfaces of all layers are
perpendicular to the z axis, and layer thicknesses are
dr,ds, ... (layers 1 and N are semi-infinite). We assume for
definiteness that ¢ is a real value.
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Figure. Fields in a layered medium (TE case).

We assume that light with a frequency o is incident from
medium 1 at an angle & = ¢/2 (see the figure) and its wave
vector is located in the plane (x, z). It is convenient to consider
two possible light polarizations: when the electric field is
perpendicular to the plane (x,z), the TE polarization, and
when the magnetic field is perpendicular to the plane (x,z),
the TM polarization. For definiteness, the figure shows the
TE case.

In all layers, light has the same frequency and the same
component of the wave vector parallel to the boundary,
ke = (w/c)/er sina. The components of wave vectors per-
pendicular to the boundaries in all layers are different,

w 2
(—> Sl—kg.
¢ )

They can be real (a transparent medium), imaginary (total
internal reflection), or complex (a conducting medium).

The coordinates of layer boundaries are as follows:
z=a; =0 is the boundary between layers 1 and 2, z =

= d, is the boundary between layers 2 and 3, z=a3 =
dr + ds 1s the boundary between layers 3 and 4,... ,z =
ay_1 =d, +dy + ...+ dy_; is the boundary between layers
N —1 and N. Furthermore, for example, the notation
z=ap — 0 is used to denote a point in layer 2 ‘above’ the
boundary (2, 3), and z = a, + 0 for a point of layer 3 ‘under’
this boundary.

The field in each layer is the sum of waves propagating
‘down’ (sign +) and ‘up’ (sign —),

E; = Ei, (an) exp {—i[ot — kyx — ki-(z — an)] }
)1}
ki=(z — aw)] }
+Hi_(am) exp {—i[of — kex + kiz(z — am)] } .

+ Ei_(am) exp {—i[wt — kyx + ki-(z — an
H; = Hy (a,,) exp {—i[wr — kex —
(51)

The idea of the problem solution is as follows. We assume
that we know the field in medium I, i.e., down to the ‘altitude’
a; — 0. With the help of boundary conditions, the field in
medium II at the ‘altitude’ a; + 0 can then be determined.
Then the field in medium II at the ‘altitude’ a, — 0 is readily

computed. The same procedure is repeated for the transition
into medium III, and we obtain the field at the ‘altitude’
az — 0. Eventually, we arrive at the description of fields in
medium N, at the ‘altitude’ ay + 0, which we seek. Techni-
cally, the transformations from one layer to another outlined
above can be conveniently expressed with the help of matrices
as the transformation of the column

(E1+(al)) <E1+(GN)>
—
E],(al) El,(aN)
and a similar column for the magnetic field.
Transmission through the interface between two media.
e In a TE wave, the electric field is directed along the
y axis, E = (0, E,0). The continuity condition at the bound-

ary of two layers, for example, the second and third ones, can
be written as a condition for field amplitudes:

E2+(a2 — 0) + E (az — 0) =
ko-(Ezi (a2 — 0) — Ex-(a2 — 0))

= k3:(Ess (a2 +0) = Es-(a2 +0)).

E3+(L12 + 0) + E3_(a2 + 0) s

This implies that the field amplitudes in the next layer are
expressed in terms of the amplitudes in the current layer via
relations conveniently written with the help of the transfer
matrix® (this is a matrix form of the known Fresnel
formulas)

Esi(a +0)\ _ gore ((Ex(a2 —0)
E3,(a2 + 0) 32 Er_ (a2 — 0) ’
jore _ 1 (1 +133

1 1—}"2E3 E kz;
2 1—r2E3 1—|—1’2E3 ’

(52)

e In a TM wave, the magnetic field is directed along the y
axis, H = (0, H, 0). The continuity condition at the boundary
of the same second and third layers can be written as the
condition for field amplitudes

Hy(ay — 0)+Hy (a2 — 0)=H3 (a2 + 0)+H3_(ay +0),

&3ka.(Hyy(ay — 0) — Hy_(ay — 0))

= 82k33(H3+(a2 + 0) — H;_ (az + 0)) .

From this condition, the field amplitudes in the next layer are
expressed in terms of amplitudes in the current layer with the
help of relations conveniently written in matrix form as

(H3+(az +0)) _ T3132TM<H2+(a2 - 0))7

H;_ (az + 0) H,_ (az — 0)
(53)
~ptv L l—i—r%l 1—1”%l M &ka:
T == M vk Fyy = .
2\1 - 1+ eks.

Transmission through a layer. In passing through layer 3,
waves change their complex amplitudes. In matrix form, this
operation (transmission to the other layer boundary) for the

8 The sense of indices on the matrices: in (52), the superscript b means
boundary transmission, TE labels the wave type; the subscript 32 labels
transmission to medium 3 from medium 2; in (54), the superscript d implies
translation over d and the subscript labels the layer.
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TE wave is written as
Esi(a3—0)\ _ _ g E3+ (a2 +0)
Es_(a3 —0) B Es_ (e +0) )’

G _ [exp (iks.ds) 0
G 0 exp (—iks.d3) )

(54)

The expression for the TM wave is the same up to the
replacement £ — H; the matrix T3 preserves its form.

Transmission through a stack of plates. 1t is now clear that
for both polarizations we can write

(o) =t(ae 0.

ji}%l — TbTE lT{N l} j‘vbTE’
55
Hy(ax+0)Y _ juo (Hi(a —0) )
HN,(CZN—FO) ™ Hl,(al —0) ’
T"}‘?\')[ _ TbTM 1T{N 1y - f"bTM .

We recall that the determinant of a matrix product is the
product of determinants. We can readily find that

7d bTE
det Ty =1, detTP[F=rf . det IR = .

(56a)

Accordingly, the determinant of the full transfer matrix takes
the simple form

k-
det T}%‘ = r2E1r3E2 rE,val = k—jlv,
erkey (56b)

det f"—lr‘]’\l,f = rzl\flr% ...r}t,/lel = .
' SNkzl

Notably, if the stack of plates B begins and ends in the
same medium, then det T = 1.

The simplest stack B consists of a pair of plates: one with a
width d> and dielectric permittivity & and the other with a
width d, and dielectric perm1tt1v1ty 1. For this stack, the
transfer matrix is 7 = 5 T{2}T12T( % Inserting expressions
(52)—(54) and performing simple manipulations, we find the
determinant and trace of the transfer matrix in the form*

detTle,
R 1Y\ . .
24 =Tr(Tg) =2cosajcosoy — | r+— | sinoy sinog ,
v

k. P erka:
=, IrM= .
ki ek

kud; = o, (57)

I'TE =

For transparent media, the quantity A is real. To see this,
we recall that when the angle of incidence does not exceed the
angle of total internal reflection for the transition from
medium I to medium II, all quantities entering (57) are real.
If the incidence angle exceeds the angle of total internal
reflection for the transition from medium I to medium II,

 We draw attention to the similarity to the transfer matrix for model B.2,
Eqn (46).

k>, becomes imaginary, k,, = ix. As a consequence, r is also
imaginary. In the same way, the phase oy = ixd> = 1y becomes
imaginary. This implies an obvious change cos oy — coshy,
sino; — isinhy. Under this change, the realness of A is
preserved.!”

Thus, stack B is an analog of the crystal lattice cell studied
in previous sections, and the transfer matrix Ty has the same
properties as the total transfer matrix for linear quantum chain
(5) with the same equation for the eigenvalues.

C.2 Large stacks of identical plates. We now consider a
structure composed of N identical plate stacks B placed one
upon another. The results that follow for this structure are in
many aspects similar to those discussed in Section 4; an
essential difference is related to the difference in the number
of periodicity elements: it is N = 10*—10% for a crystal,
whereas one can hardly have N 10? for the optical structure
being considered.

We demonstrate with several examples that for different
parameters of our stacks, incidence angles, and light
frequency, both possibilities |4] > 1 and |A| <1 can be
realized.

First, if the plates are sufficiently thin, i.e, a; < 1 and
oy < 1, then the first term in expression (57) is slightly smaller
than 2, and the second is also not large, whence 1 > |A4]| > 0,
our structure is transparent, and the condition for an allowed
band to exist is satisfied: a stack of a large number of such
plates can be perfectly transparent.

More interesting are cases where plates are not very thin.
We here discuss only the case of real k;.; (and hence real r).

If an integer number of half-waves fits one of the plates,
ie., o) =mn or ap, = mm, then |A| <1, and the existence
condition for an allowed band is satisfied: a stack of a large
number of such plates can be perfectly transparent.

If, in contrast, an odd number of quarter-waves fits the
width of one of the plates, e.g., oy = (m+ 1/2)=n, then,
because (r+ 1/r) > 2, for a wide range of values of o, it
turns out that |A4| > 2, i.e., the condition for the existence of a
forbidden band is realized: a stack of a large number of such
plates is opaque.

The function A is a smooth function of its arguments. For
this reason, conditions for the existence of allowed and
forbidden bands are realized in some reasonably wide
domain of frequencies and (or) incidence angles. We stress
that the allowed and forbidden bands differ for TE and TM
waves.

Thus, in the system considered, the sets of allowed and
forbidden bands form in the same way as for the electron in a
crystal. Such an object is interpreted as a photonic crystal
(see, e.g., [9]). A convenient advantage of a photonic crystal
over a semiconducting crystal is that in the optical case, by
various means one can control, in addition to elements of
periodicity (the material and plate thickness), not one
parameter but two: the frequency and the incidence angle.

Exotic possibilities occur when

(a) one of the layers in stack B is a thin metal plate;

(b) total internal reflection takes place at the interface of
two media, e.g., k,. is a purely imaginary quantity.

10 The formulas above offer an opportunity to consider a set of traditional
optical problems for a planar plate from a single standpoint: a single plate,
including the case where an integer number of half waves fits its width (blue
optics), the case of a dielectric mirror, a plate in the case of total internal
reflection, and a thin metal plate [15].



406

I F Ginzburg

Physics— Uspekhi 63 (4)

References

1.

Elyutin P V, Krivchenkov V D Kvantovaya Mekhanika s Zadachami
(Quantum Mechanics with Problems) (Moscow: Fizmatlit, 2001)
Serbo V G, Khriplovich 1 B Kvantovaya Mekhanika (Quantum
Mechanics) (Novosibirsk: Novosibirskii Gos. Univ., 2008)
Zelevinsky V G Quantum Physics (Weinheim: Wiley-VCH, 2011);
Translated into Russian: Kvantovaya Fizika Vols 1-3 (Novosibirsk:
RITs NGU, 2014, 2015)

Ginzburg I F Osnovy Kvantovoi Mekhaniki (Nerelyativistskaya
Teoriya) (Foundations of Quantum Mechanics. Non-relativistic
Theory) (Moscow—Izhevsk: Inst. Komp’yut. Issled., 2018)

Fligge S Practical Quantum Mechanics (New York: Springer-
Verlag, 1974); Translated into Russian: Zadachi po Kvantovoi
Mekhanike Vol. 1 (Moscow: Mir, 1974)

Gol’dman I I, Krivchenkov V D Problems in Quantum Mechanics
(Mineola, NY: Dover Publ., 2006); Translated from Russian:
Sbornik Zadach po Kvantovoi Mekhanike (Moscow: UNTs DO,
2001)

Galitski V M, Karnakov B, Kogan V Exploring Quantum Me-
chanics: a Collection of 700+ Solved Problems for Students,
Lecturers, and Researchers (Oxford: Oxford Univ. Press, 2013);
Translated from Russian: Zadachi po Kvantovoi Mekhanike (Mos-
cow: Editorial URSS, 2001)

Jones H The Theory of Brillouin Zones and Electronic States in
Crystals (Amsterdam: North-Holland Publ. Co., 1960); Translated
into Russian: Teoriya Zon Brillyuena i Elektronnye Sostoyaniya v
Kristallakh (Moscow: Mir, 1968)

Belotelov V 1, Zvezdin A K Fotonnye Kristally i Drugie Metamater-
ialy (Photonic Crystals and Other Metamaterials) (Supplement to
the Journal “Kvant”, No 2) (Moscow: Byuro Kvantum, 2006)
Kotkin G L, Tkachenko O A, Tkachenko V A Komp’yuternyi
Praktikum po Kvantovoi Mekhanike (Computer Practicum in
Quantum Mechanics) (Novosibirsk: Novosibirskii Gos. Univ.,
1996); Elektronnyi Praktikum po Kvantovoi Mekhanike (Electronic
Practicum in Quantum Mechanics) (Novosibirsk: Novosibirskii
Gos. Univ., 2012); https://sourceforge.net/projects/quantx/
Braginsky L S et al. Shornik Zadach po Teorii Tverdogo Tela
(A Collection of Problems on the Solid State Physics) (Novosi-
birsk: Novosibirskii Gos. Univ., 2013)

Ignatovich V K Sov. Phys. Usp. 29 880 (1986); Usp. Fiz. Nauk 150
145 (1986)

Landau L D, Lifshitz E M Quantum Mechanics: Non-Relativistic
Theory (Oxford: Pergamon Press, 1977); Translated from Russian:
Kvantovaya Mekhanika: Nerelyativistskaya Teoriya (Moscow: Fiz-
matlit, 2004)

Davison S G, Levine J D “Surface states”, in Solid State Physics
Vol. 25 (Eds H Ehrenreich, F Seitz, D Turnbull) (New York:
Academic Press, 1970); Translated into Russian: Poverkhnostnye
(Tammovskie) Sostoyaniya (Moscow: Mir, 1973)

Ginzburg 1 F, Pogosov A G Elektrodinamika. Relyativistskoe
Opisanie. Volnovye Yavleniya (Electrodynamics. Relativistic Theo-
ry. Wave Phenomena) (Novosibirsk: Novosibirskii Gos. Univ.,
2010)



	1. Introduction
	2. Transfer matrix
	3. States in bands of infinite lattices
	3.1 Allowed bands
	3.2 Forbidden bands. A semi-infinite chain. Surface levels
	3.3 General picture
	3.4 High electron energy. The case of weak binding (nearly free electron)
	3.5 The case of tight binding

	4. From infinite to finite lattices
	4.1 Transfer matrix for a finite number of cells
	4.2 The case E \lt 0
	4.3 The case E \gt 0

	5. Some consequences of periodicity violation
	6. Conclusions. Possible applications
	7. Appendices
	 A. Slightly asymmetric double well
	 B. Collection of exactly solvable models
	 C. Light in a layered medium. Photonic crystals

	 References

