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Preface

These notes were prepared for the first semester of a year-long mathematical
methods course for begining graduate students in physics. The emphasis is
on linear operators and stresses the analogy between such operators acting
on function spaces and matrices acting on finite dimensional spaces. The op-
erator language then provides a unified framework for investigating ordinary
and partial differential equations, and integral equations.

The mathematical prerequisites for the course are a sound grasp of un-
dergraduate calculus (including the vector calculus needed for electricity and
magnetism courses), linear algebra (the more the better), and competence
at complex arithmetic. Fourier sums and integrals, as well as basic ordinary
differential equation theory receive a quick review, but it would help if the
reader had some prior experience to build on. Contour integration is not
required.
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Chapter 1

Calculus of Variations

We begin our tour of mathematics for physics with what is called the calculus
of variations. Many physics problems can be formulated in the language of
this calculus, and once they are there are useful tools to hand. In the text
and associated exercises we will meet some of the equations whose solution
will occupy us for much of our journey.

1.1 What is it good for?

The classical problems that motivated the creators of the calculus of varia-
tions include:

i) Dido’s problem: In Virgil’s Aeneid we read how Queen Dido of Carthage
must find largest area that can be enclosed by a curve (a strip of bull’s
hide) of fixed length.

ii) Plateau’s problem: Find the surface of minimum area for a given set of
bounding curves. A soap film on a wire frame will adopt this minimal-
area configuration.

iii) Johann Bernoulli’s Brachistochrone: A bead slides down a curve with
fixed ends. Assuming that the total energy 2mwv? + V() is constant,
find the curve that gives the most rapid descent.

iv) Catenary: Find the form of a hanging heavy chain of fixed length by
minimizing its potential energy.

These problems all involve finding maxima or minima, and hence equating
some sort of derivative to zero. In the next section we define this derivative,
and show how to compute it.
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1.2 Functionals

In variational problems we are provided with an expression J[y| that “eats”
whole functions y(z) and returns a single number. Such objects are called
functionals to distinguish them from ordinary functions. An ordinary func-
tion is a map f:R — R. A functional J is a map J: C*°(R) — R where
C>(R) is the space of smooth (having derivatives of all orders) functions.
To find the function y(x) that maximizes or minimizes a given functional
J[y] we need to define, and evaluate, its functional derivative.

1.2.1 The functional derivative

We restrict ourselves to expressions of the form
2
/ " n
1

where f depends on the value of y(z) and only finitely many of its derivatives.
Such functionals are said to be local in z.

Consider first a functional J = [ fdx in which f depends only z, y and
y'. Make a change y(x) — y(z) + en(x), where ¢ is a (small) z-independent
constant. The resultant change in J is

z2

Jly+en —Jyl = {f(x,y+eny +en) = fo,y,9)} do
r2 0 dn 0

- R [ (-2 3o

x1

If n(z1) = n(xe) = 0, the variation dy(z) = en(z) in y(x) is said to have
“fixed endpoints.” For such variations the integrated-out part [...]3? van-
ishes. Defining 0.J to be the O(g) part of J[y + en] — J]y], we have

- [onld-4)e
_ / 5y(x) (55(‘;)) dz. (1.2)
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The function

i _of 4 (0
sy(z) ~ Oy (8?;) (13)

is called the functional (or Fréchet) derivative of J with respect to y(z). We
can think of it as a generalization of the partial derivative 0.J/0y;, where the

discrete subscript “¢” on y is replaced by a continuous label “z,” and sums
over i are replaced by integrals over x:

5] = Z 8y25yl /de (%) 5y(). (1.4)

1.2.2 The Euler-Lagrange equation

Suppose that we have a differentiable function J(y1,y2, . .., y,) of n variables
and seek its stationary points — these being the locations at which J has its
maxima, minima and saddlepoints. At a stationary point (y1,ya, - .., y,) the

variation
" 9J
0J = —0vy; 1.

must be zero for all possible dy;. The necessary and sufficient condition for
this is that all partial derivatives 0J/0y;, i = 1,...,n be zero. By analogy,
we expect that a functional J[y| will be stationary under fixed-endpoint vari-
ations y(z) — y(z)+dy(z), when the functional derivative §.J/dy(x) vanishes
for all z. In other words, when

of d(&f

Gy d 8y’(x)) =0, z;<z<uzs. (1.6)

The condition (1.6) for y(z) to be a stationary point is usually called the
Fuler-Lagrange equation.

That 6.J/dy(x) = 0 is a sufficient condition for §.J to be zero is clear from
its definition in (1.2). To see that it is a necessary condition we must appeal
to the assumed smoothness of y(x). Consider a function y(x) at which J[y]
is stationary but where §.J/0y(x) is non-zero at some x( € [z, z2]. Because
f(y,y',x) is smooth, the functional derivative §.J/0y(z) is also a smooth
function of . Therefore, by continuity, it will have the same sign throughout
some open interval containing . By taking dy(z) to be zero outside this



4 CHAPTER 1. CALCULUS OF VARIATIONS

interval, and of one sign within it, we obtain a non-zero 6/ — in contradiction
to stationarity.

When the functional depends on more than one function y, then station-
arity under all possible variations requires one equation

6J _9f _d (0fY_
oy () N dy; dx (8%) =0 (1.7)

for each function y;(z).
If the function f depends on higher derivatives, y”, y®, etc., then we
have to integrate by parts more times, and we end up with

CGsaf d(of\ @ [of\ & [ 0f

1.2.3 Some applications

Now we use our new functional derivative to address some of the classic
problems mentioned in the introduction.

Example: Soap film supported by a pair of coaxial rings.

This a simple case of Plateau’s problem. The free energy of the soap film
is equal to twice (once for each liquid-air interface) the surface tension o of
the soap solution times the area of the film. The film can therefore minimize
its free energy by minimizing its area, and the axial symmetry suggests that
the minimal surface will be a surface of revolution about the x axis. We
therefore seek the profile y(z) that makes the area

J[y] :27T/ y\/1+y%dx (1.9)

of the surface of revolution the least among all such surfaces bounded by
the circles of radii y(z1) = y; and y(z3) = y2. Because a minimum is a
stationary point, we seek candidates for the minimizing profile y(z) by setting
the functional derivative 6.J/dy(x) to zero.

We begin by forming the partial derivatives

of of  dmoyy

_- :47‘(0‘1/1—‘—y,2’ Rl — ]_10
ay ay/ /1+y/2 ( )
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and use them to write down the Euler-Lagrange equation

/
Jisgro () (1.11)
dx /1+y/2

Performing the indicated derivative with respect to x gives

1442 - Wyt )y (1.12)
Vity?  Vi+y? (L+y?)2
After collecting terms, this simplifies to
1 "
W —o. (1.13)

ity W+yPR

The differential equation (1.13) still looks a trifle intimidating. To simplify
further, we multiply by 3 to get

/

y yy'y"

Vity? (+y?)¥?
d y

= | —=—. 1.14
dx ( /1+y/2> ( )

The solution to the minimization problem therefore reduces to solving
Yy _
- - @ == KJ,
/1 + y/2

where x is an as yet undetermined integration constant. Fortunately this
non-linear, first order, differential equation is elementary. We recast it as

0 =

(1.15)

A (1.16)

and separate variables
(1.17)

/dx:/i.
VE -1

We now make the natural substitution y = k cosh ¢, whence

‘/M:H/ﬁ. (1.18)
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Thus we find that x 4+ a = kt, leading to

y:/icoshx+a. (1.19)
K

We select the constants k and a to fit the endpoints y(z1) = y; and y(xy) =
Ya-

Example: Heavy Chain over Pulleys. We cannot yet consider the form of
the catenary, a hanging chain of fixed length, but we can solve a simpler
problem of a heavy cable draped over a pair of pulleys located at x = +L,
y = h, and with the excess cable resting on a horizontal surface.

The potential energy of the system is

L
PE. = ngy = pg/ yv/1+ (y')?dx + const. (1.20)
L

Here the constant refers to the unchanging potential energy of the vertically

hanging cable and the cable on the horizontal surface. Notice that the tension

in the cable is being tacitly determined by the weight of the vertical segments.
The Euler-Lagrange equations coincide with those of the soap film, so

y = K cosh (z+a) (1.21)
K
where we have to find xk and a. We have
h = kcosh(—L+ a)/k,
= kcosh(L + a)/k, (1.22)

so a =0 and h = kcosh L/k. Setting t = L/k this reduces to

(%) t = cosht. (1.23)

By considering the intersection of the line y = ht/L with y = cosht we see
that if h/L is too small there is no solution (the weight of the suspended
cable is too big for the tension supplied by the dangling ends) and once h/L
is large enough there will be two possible solutions.

Further investigation will show that the solution with the larger value of
k is a point of stable equilibrium, while the solution with the smaller « is
unstable.
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Example: The Brachistochrone. This problem was posed as a challenge by
Johann Bernoulli in 1696. He asked what shape should a wire with endpoints
(0,0) and (a, b) take in order that a frictionless bead will slide from rest down
the wire in the shortest possible time (GpaxtoTos: shortest, ypovos: time).

When presented with an ostensibly anonymous solution, Johann made his
famous remark: “Tanquam ex unguem leonem” (I recognize the lion by his
clawmark) meaning that he recognized that the author was Isaac Newton.

Johann gave a solution himself, but that of his brother Jacob Bernoulli
was superior and Johann tried to pass it off as his. This was not atypical.
Johann later misrepresented the publication date of his book on hydraulics
to make it seem that he had priority in this field over his own son, Daniel
Bernoulli.

We begin our solution of the problem by observing that the total energy

1 1
E = om(i +§7) — mgy = 5ma*(1+y") — mgy, (1.24)
of the bead is constant. From the initial condition we see that this constant
is zero. We therefore wish to minimize

r— [T / Lo [ 1/ W e

so as find y(x), given that y(0) = 0 and y(a) = b. The Euler-Lagrange
equation is

1
y%+§ﬂ+d5=0 (1.26)

Again this looks intimidating, but we can use the same trick of multiplying
through by ¥’ to get

y(wﬂ+%a+ya):%£ﬁyu+ya}:o (1.27)
Thus
2¢ = y(1 +y?). (1.28)
This differential equation has a parametric solution
x =c(f —sind),
y = ¢(1 — cosb), (1.29)

(as you should verify) and the solution is a cycloid.
The parameter ¢ is determined by requiring that the curve does in fact
pass through the point (a,b).
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1.2.4 First integral

How did we know that we could simplify both the soap-film problem and
the brachistochrone by multiplying the Euler equation by y'? The answer
is that there is a general principle, closely related to energy conservation in
mechanics, that tells us when and how we can make such a simplification.
The y' trick works when the f in [fdx is of the form f(y,y’), i.e. has no
explicit dependence on x. In this case the last term in

df of . ,of | Of

Ol%:ya +y 8y+% (1.30)

is absent. We then have

i f_ YJ _ /g_'_ //a_f //af /i a_f
dx J oy’ 4 oy 4 oy’ 0y dx \ Oy’

_ o (9f _d (Of
=Y (@‘@(a—y,)), (1.31)

and this is zero if the Euler-Lagrange equation is satisfied.
The quantity

of
I=f—y— 1.32
f =Y, (1.32)
is called a first integral of the Euler-Lagrange equation. In the soap-film case
2
Y
L = yy/1 = . 1.33
Vo U o VTP 1

When there are a number of dependent variables y;, so that we have

Jly1, Yo, - - - Yn :/f(yl,yz,---yn;yi,yé,---y;)dﬂ? (1.34)

then the first integral becomes

I=f- Zyza 2 (1.35)

Again

)

dl
ar (f Zygy)
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-y Of  p0f _ n0F 4 (0f

)

_ (OF  d [(Of
S

7

and this zero if the Euler-Lagrange equation is satisfied for each y;.
Note that there is only one first integral, no matter how many y;’s there
are.

1.3 Lagrangian Mechanics

In his Mécanique Analytique (1788) Joseph-Louis de La Grange, following
Jean d’Alembert (1742) and Pierre de Maupertuis (1744), showed that most
of classical mechanics can be recast as a variational condition: the principle
of least action. The idea is to introduce the Lagrangian function L =T —V
where 7' is the kinetic energy of the system and V' the potential energy, both
expressed in terms of generalized co-ordinates ¢° and their time derivatives
¢'. Then, Lagrange showed, the multitude of Newton’s F = ma equations,
one for each particle in the system, can be reduced to

d (OL\ 0L
= (aqi) i (1.37)

one equation for each generalized coordinate ¢q. Quite remarkably — given
that Lagrange’s derivation contains no mention of maxima or minima — we
recognise that this is the precisely the condition that the action functional

tfinal . i
Sla] = / L(t,q"; ¢") dt (1.38)

tinitial

be stationary with respect to variations of the trajectory ¢‘(t) that leave the
initial and final points fixed. This fact so impressed its discoverers that they
believed they had uncovered the unifying principle of the universe. Mauper-
tuis, for one, tried to base a proof of the existence of God on it. Today the
action integral, through its starring role in the Feynman path-integral for-
mulation of quantum mechanics, remains at the heart of theoretical physics.
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1.3.1 One degree of freedom

We shall not attempt to derive Lagrange’s equations from d’Alembert’s ex-
tension of the principle of virtual work — leaving this task to a mechanics
course — but instead satisfy ourselves with some examples which illustrate
the computational advantages of Lagrange’s approach, as well as a subtle
pitfall.

Consider, for example, Atwood’s Machine. This device, invented in 1784
but still a familiar sight in teaching laboratories, is used to demonstrate New-
ton’s laws of motion and to measure g. It consists of two weights connected
by a light string which passes over a light and frictionless pulley.

The elementary approach is to write an equation of motion for each of
the two weights

mity = mug—1T,
We then take into account the constraint ©; = —Z» and eliminate 5 in favour
of i’li
mity = myg—1T,
—mgli'l = Maog — T. (140)

Finally we eliminate the constraint force, the tension 7', and obtain the
acceleration

(m1 + mg).flfl = (m1 — m2)g (141)
Lagrange’s solution takes the constraint into account from the very be-
ginning by introducing a single generalized coordinate ¢ = r; = —x5, and
writing
1 .
L=T-V= §(m1 +ms)q* — (my — my)gq. (1.42)

From this we obtain a single equation of motion

d (0L oL )
dt (342') e 0 = (mitma)g=(m—ma)g. (1.43)

The advantage of the the Lagrangian method is that constraint forces, which
do no net work, never appear. The disadvantage is exactly the same: if we
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need to find the constraint forces — in this case the tension in the string —
we cannot use Lagrange alone.

Lagrange provides a convenient way to derive the equations of motion in
non-cartesian co-ordinate systems, such as plane polar co-ordinates.
Consider the central force problem with F, = —0,V (r). Newton’s method
begins by computing the acceleration in polar coordinates. This is most
easily done by setting z = re? and differentiating twice:

i o= (F+irf)e?,
o= (F—r0%)e" +i(270 + r0)e”. (1.44)

Reading off the components parallel and perpendicular to e gives the radial
and angular acceleration

a, = T — r92,
ag = 16+ 274. (1.45)
Newton’s equations therefore become
. ov
. 92 _ 9V
m(i — r6%) B
; . d .
m(rfd +2r0) = 0, = E(mrze) = 0. (1.46)

Setting [ = mr26, the conserved angular momentum, and eliminating 0 gives

. 12 ov

(If this were Kepler’s problem, where V' = GmM /r, we would now proceed

to simplify this equation by substituting = 1/u, but that is another story.)
Following Lagrange we first compute the kinetic energy in polar coordi-

nates (this requires less thought than computing the acceleration) and set

L=T-V = %m(ﬁ +720%) — V(). (1.48)

The Euler-Lagrange equations are now

%<5)—5_0, = mi—rfd +E_0’

d (0L oL d, o,
pr <%) 99 = 0, = E(mr 0) =0, (1.49)
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and coincide with Newton’s.
The first integral is

L .0L
E = 7'"8—, + 98—. - L
ool
1 .
= §m(7"2 +720%) + V(r). (1.50)
which is the total energy. Thus the constancy of the first integral states that
dFE
— =0 1.51
oo (151)

or that energy is conserved.

Warning: We might realize, without having gone to the trouble of deriving
it from the Lagrange equations, that rotational invariance guarantees that
the angular momentum [ = mr20 is constant. Having done so, it is almost
irresistible to try to short-circuit some of the labour by plugging this prior
knowledge into

L= %m(i’2 +720%) — V(1) (1.52)

s0 as to eliminate the variable 0 in favour of the constant . If we try this we
get

1 12
We can now directly write down the Lagrange equation r, which is
> . oV
Pt — = ——. 1.54
e mr3 or (154)

Unfortunately this has the wrong sign before the [2/mr3 term! The lesson is
that we must be very careful in using consequences of a variational principle
to modify the principle. It can be done, and in mechanics it leads to the
Routhian or, in more modern language to Hamiltonian reduction, but it
requires using a Legendre transform. The reader should consult a book on
mechanics for details.

1.3.2 Noether’s theorem

The time-independence of the first integral

d (.0L
a {qa_q_ _ L} ~0, (1.55)
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and of angular momentum
d {mr?0} =0 (1.56)
gm0} =0, :
are examples of conservation laws. We obtained them both by manipulating
the Euler-Lagrange equations of motion, but also indicated that they were

in some way connected with symmetries. One of the chief advantages of a
variational formulation of a physical problem is that this connection

Symmetry < Conservation Law

can be made explicit by exploiting a strategy due to Emmy Noether. She
showed how to proceed directly from the action integral to the conserved
quantity without having to fiddle about with the individual equations of
motion. We begin by illustrating her technique in the case of angular mo-
mentum, whose conservation is a consequence the rotational symmetry of
the central force problem. The action integral for the central force problem
is

S = /0 ' {%m(i’2 +r20%) — V(r)} dt. (1.57)

Noether observes that the integrand is left unchanged if we make the variation
0(t) — 0(t) + ca (1.58)

where « is a fixed angle and ¢ is a small, time-independent, parameter. This
invariance is the symmetry we shall exploit. It is a mathematical identity:
it does not require that r and 6 obey the equations of motion. She next
observes that since the equations of motion are equivalent to the statement
that S is left stationary under any infinitesimal variations in r and 6, they
necessarily imply that S is stationary under the specific variation

0(t) — 0(t) + (t)a (1.59)

where now ¢ is allowed to be time-dependent. This stationarity of the action
is no longer a mathematical identity, but, because it requires r, 6, to obey
the equations of motion, has physical content. Inserting d6 = £(t)« into our
expression for S gives

08 = a/OT {mr29} dt. (1.60)



14 CHAPTER 1. CALCULUS OF VARIATIONS

Note that this variation depends only on the time derivative of £, and not ¢
itself. This is because of the invariance of S under time-independent rota-
tions. We now assume that £(t) = 0 at ¢ = 0 and ¢ = 7', and integrate by
parts to take the time derivative off € and put it on the rest of the integrand:

68 = —a/ {%(mﬁé)} e(t) dt. (1.61)

Since the equations of motion say that 6S = 0 under all infinitesimal varia-
tions, and in particular those due to any time dependent rotation &(t)«, we
deduce that the equations of motion imply that the coefficient of £(t) must
be zero, and so, provided r(t), 6(t), obey the equations of motion, we have

d

= E(Wzé)' (1.62)

0

As a second illustration we derive energy (first integral) conservation for

the case that the system is invariant under time translations — meaning

that L does not depend explicitly on time. In this case the action integral

is invariant under constant time shifts ¢ — ¢ + ¢ in the argument of the
dynamical variable:

q(t) — q(t+¢) = q(t) + &q. (1.63)

The equations of motion tell us that that the action will be stationary under
the variation

dq(t) = e(t)q, (1.64)

where again we now permit the parameter € to depend on t. We insert this
variation into

T
S = / Ldt (1.65)
0
and find .
oL. oL, .
4SS = /0 {a—qqs + a—q,(qe + qs)} dt. (1.66)

This expression contains undotted e’s. Because of this the change in S is not
obviously zero when ¢ is time independent — but the absence of any explicit
t dependence in L tells us that

dL dL. OL,
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As a consequence, for time independent e, we have

55:/0T {a%} dt = e[L)}, (1.68)

showing that the change in S comes entirely from the endpoints of the time
interval. These fixed endpoints explicitly break time-translation invariance,
but in a trivial manner. For general £(t) we have

T dL 0L ..

This equation is an identity. It does not rely on ¢ obeying the equation of
motion. After an integration by parts, taking €(¢) to be zero at t = 0,7, it

is equivalent to
rod oL .

Now we assume that ¢(t) does obey the equations of motion. The variation
principle then says that 65 = 0 for any (t), and we deduce that for q(t)
satisfying the equations of motion we have

d oL
— s\ =0. 1.71
dt {L &jq} 0 (1.71)

The general strategy that constitutes “Noether’s theorem” must now be
obvious: we look for an invariance of the action under a symmetry trans-
formation with a time-independent parameter. We then observe that if the
dynamical variables obey the equations of motion, then the action principle
tells us that the action will remain stationary under such a variation of the
dynamical variables even after the parameter is promoted to being time de-
pendent. The resultant variation of S can only depend on time derivatives of
the parameter. We integrate by parts so as to take all the time derivatives off
it, and on to the rest of the integrand. Because the parameter is arbitrary,
we deduce that the equations of motion tell us that that its coefficient in the
integral must be zero. This coefficient is the time derivative of something, so
this something is conserved.

1.3.3 Many degrees of freedom

The extension of the action principle to many degrees of freedom is straight-
forward. As an example consider the small oscillations about equilibrium of
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a system with N degrees of freedom. We parametrize the system in terms of
deviations from the equilibrium position and expand out to quadratic order.
We obtain a Lagrangian

1 o
L= Z{ Mijd'q — 5 iquq”}, (1.72)

i,7=1

where M;; and Vj; are N x N symmetric matrices encoding the inertial and
potential energy properties of the system. Now we have one equation

d (0L o, X , _
= - — = P~ )
"= a (aqi) o > (M + Vi) (1.73)

j=1

for each 1.

1.3.4 Continuous systems

The action principle can be extended to field theories and to continuum me-
chanics. Here one has a continuous infinity of dynamical degrees of freedom,
either one for each point in space and time or one for each point in the mate-
rial, but the extension of the variational derivative to functions of more than
one variable should possess no conceptual difficulties.

Suppose we are given an action functional S[¢] depending on a field p(z#)
and its first derivatives

_ ¢
W= (1.74)
Here z#, u = 0,1, ..., d, are the coordinates of d+ 1 dimensional space-time.

It is traditional to take 2° =t and the other coordinates spacelike. Suppose

further that
/Ldt / " o, ) d e, (1.75)

where L is the Lagrangian density, in terms of which

= /Eddx, (1.76)

and the integral is over the space coordinates. Now

= [0 550~ aw (o) p e 0
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In going from the first line to the second, we have observed that

S(ou(2) = 500(2) (1.78)

and used the divergence theorem,

i
/Q (%) d" e = /ag Afn,dS, (1.79)

where €2 is some space-time region and 02 its boundary, to integrate by
parts. Here dS is the element of area on the boundary, and n, the outward
normal. As before, we take dp to vanish on the boundary, and hence there
is no boundary contribution to variation of S. The result is that

5S oL D < oL )
Sp(z)  Op(z)  Ozr \Opu(x) )’

and the equation of motion comes from setting this to zero. Note that a sum
over the repeated coordinate index p is implied. In practice it is easier not to
use this formula. Instead, make the variation by hand—as in the following
examples.
Example: The Vibrating string. The simplest continuous dynamical system
is the transversely vibrating string. We describe the string displacement by
y(z,1).

Let us suppose that the string has fixed ends, a mass per unit length
of p, and is under tension 7. If we assume only small displacements from
equilibrium, the Lagrangian is

L 1 1.
L:/<m{wf——ﬂ/}. (1.81)
0 2 2

The dot denotes a partial derivative with respect to ¢, and the prime a partial
derivative with respect to x. The variation of the action is

(1.80)

L
0S = // dtdx {py oy — Ty'oy'}
0

— //0 dtdx {oy(x,t) (—pi + Ty")} . (1.82)

To reach the second line we have integrated by parts, and, because the ends
are fixed, and therefore dy = 0 at x = 0 and L, there is no boundary term.
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Requiring that 05 = 0 for all allowed variations dy then gives the equation
of motion
pi—Ty" =0 (1.83)

This is the wave equation describing transverse waves propagating with speed
¢ = +/T/p. Observe that from (1.82) we can read off the functional derivative
of S with respect to the variable y(x,t) as being

58
oy(x,t)

In writing down the first integral for this continuous system, we must
replace the sum over discrete indices by an integral:

E:;qig—é —L— /d:c {y(x)ésé:)} — L. (1.85)

When computing 6 L/0y(x) from

L /Ld e 1T 2
pr— x J— [
i 5P = 5Ty

we must remember that it is the continuous analogue of dL/d¢;, and so, in
contrast to what we do when computing 05/dy(z), we must treat y(z) as a
variable independent of y(x). We then have

= —pij(z,t) + Ty" (x,t). (1.84)

)
— = py(x), 1.86
53() py(x) (1.86)
leading to
L 1oy 1.
E = dx § zpy” + zTy" ¢ . (1.87)
0 2 2

This, as expected, is the total energy, kinetic plus potential, of the string.

The energy-momentum tensor

If we consider an action of the form

S = /E(gp,gpu) dlx, (1.88)
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which does not depend explicitly on any of the co-ordinates x#, we may
refine Noether’s derivation of the law of conservation total energy and obtain
accounting information about the position-dependent energy density. To do
this we make a variation of the form

p(z) = pla +e(2)) = p(a") + e(2)dup + O(2]?), (1.89)
where e depends on o = (2°,...,2%). The resulting variation in S is
oL oL
— PN’ n d+1
68 /{8@5 s + 8%&,(5 8“<p)}d T
0 , oL
= /8“(%‘)@ {[,(L - a—%awp} dd+1.§L’. (190)

When ¢ satisfies the the equations of motion this 6.5 will be zero for arbitrary
et (x). We conclude that

0 oL
v —_— — = . 1. 1
57 {Eéu a@’/aﬂgp} 0 (1.91)
The (d + 1)-by-(d + 1) array of functions
, 0oL 5

is known as the canonical energy-momentum tensor because the statement
0,T", =0 (1.93)

often provides book-keeping for the flow of energy and momentum.
In the case of the vibrating string, the pr = 0,1 components of 9,7%, = 0
become the two following local conservation equations:

0 ([p.y, T 4 0 oy

5{5.@ 5y }+8:c{ Tyy'} =0, (1.94)
and 5 5 T

i P e B~2 -2 _

875{ pyy}+8x{2y + 5y } 0. (1.95)

It is easy to verify that these are indeed consequences of the wave equation.
They are “local” conservation laws because they are of the form

% +divJ =0, (1.96)



20 CHAPTER 1. CALCULUS OF VARIATIONS

where ¢ is the local density, and J the flux, of the globally conserved quantity
Q = [qd%z. In the first case, the local density g is

70 =L Ly (1.97)
2 2
which is the energy density. The energy flux is given by 7Y, = —T'3y’, which
is the rate that a segment of string is doing work on its neighbour to the right.
Integrating over z, and observing that the fixed-end boundary conditions are
such that

L
8 4 O
| o t-Tin'} do= [=Tig k=0, (1.98)
0
gives us
d (Y(p., T,
pr {gy2+§y2} dr =0, (1.99)
0

which is the global energy conservation law we obtained earlier.

The physical interpretation of 7% = —pyy’, the locally conserved quan-
tity appearing in (1.95) is less obvious. If this were a relativistic system,
we would immediately identify [ 7% dx as the a-component of the energy-
momentum 4-vector, and therefore T as the density of z-momentum. Now
any real string will have some motion in the x direction, but the magni-
tude of this motion will depend on the string’s elastic constants and other
quantities unknown to our Lagrangian. Because of this, the T derived
from L cannot be the string’s z-momentum density. Instead, it is the den-
sity of something called pseudo-momentum. The distinction between true
and pseudo-momentum is best appreaciated by considering the correspond-
ing Noether symmetry. The symmetry associated with Newtonian momen-
tum is the invariance of the action integral under an x translation of the
entire apparatus: the string, and any wave on it. The symmetry associ-
ated with pseudo-momentum is the invariance of the action under a shift
y(z) — y(xr — a) of the location of the wave on the string — the string it-
self not being translated. Newtonian momentum is conserved if the ambient
space is translationally invariant. Pseudo-momentum is conserved only if the
string is translationally invariant — i.e. if p and T" are position independent.
A failure to realize that the presence of a medium (here the string) requires us
to distinguish between these two symmetries is the origin of much confusion
involving “wave momentum.”
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Maxwell’s equations

Michael Faraday and and James Clerk Maxwell’s description of electromag-
netism in terms of dynamical vector fields gave us the first modern field
theory. D’Alembert and Maupertuis would have been delighted to discover
that the famous equations of Maxwell’s A Treatise on FElectricity and Mag-
netism (1873) follow from an action principle. There is a slight complication
stemming from gauge invariance but, as long as we are not interested in ex-
hibiting the covariance of Maxwell under Lorentz transformations, we can
sweep this under the rug by working in the axial gauge, where the scalar
electric potential does not appear.
We will start from Maxwell’s equations

divB = 0,
0B
IE = ——
cur TR
oD
IH = J+—
cur + BT
divD = p, (1.100)

and show that they can be obtained from an action principle. For convenience
we shall use natural units in which pgo =¢9g =1, andsoc=1and D = E
and B = H.

The first equation divB = 0 contains no time derivatives. It is a con-
straint which we satisfy by introducing a vector potential A such that B =curl A.
If we set

0A
E=—— 1.101
8t ) ( )
then this automatically implies Faraday’s law of induction
0B
IE = ——. 1.102
cur 5 ( )

We now guess that the Lagrangian is
1
L:/d3x [§{E2—B2}+J-A . (1.103)

The motivation is that L looks very like 7' — V if we regard 1E? = %A2 as
being the kinetic energy and %B2 = %(curl A)? as being the potential energy.
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The term in J represents the interaction of the fields with an external current
source. In the axial gauge the electric charge density p does not appear in
the Lagrangian. The corresponding action is therefore

S = /Ldt — // &z BA? - %(curlA)z 4. A] dt. (1.104)
Now vary A to A + JA, whence
5S = / / &z [—A “6A — (curl A) - (curl A) + J - 5A} dt.  (1.105)

Here, we have already removed the time derivative from dA by integrating
by parts in the time direction. Now we do the integration by parts in the
space directions by using the identity

div (6A x (curl A)) = (curl A) - (curl 60A) — 0A - (curl (curl A))  (1.106)

and taking 0 A to vanish at spatial infinity, so the surface term, which would
come from the integral of the total divergence, is zero. We end up with

5S = / / &z {5A : [—A — curl (curl A) + J} } dt. (1.107)

Demanding that the variation of S be zero thus requires

9?A

= —curl (curl A) + J, (1.108)
or, in terms of the physical fields,
OE
curlB:J+E. (1.109)

This is Ampere’s law, as modified by Maxwell so as to include the displace-
ment current.

How do we deal with the last Maxwell equation, Gauss’ law, which asserts
that div E = p? If p were equal to zero, this equation would hold if div A = 0,
i.e. if A were solenoidal. In this case we might be tempted to impose the
constraint div A = 0 on the vector potential, but doing so would undo all
our good work, as we have been assuming that we can vary A freely.
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We notice, however, that the three Maxwell equations we already possess
tell us that

% (divE — p) = div (curl B) — (diVJ + %) : (1.110)

Now div (curl B) = 0, so the left-hand side is zero provided charge is con-

served, i.e. provided
p+divJ =0. (1.111)

We assume that this is so. Thus, if Gauss’ law holds initially, it holds eter-
nally. We arrange for it to hold at ¢ = 0 by imposing initial conditions on
A. We first choose Al;—g by requiring it to satisfy

Bl,_o = curl (Al,). (1.112)

The solution is not unique, because may we add any V¢ to Al,—, but this
does not affect the physical E and B fields. The initial “velocities” A
are then fixed uniquely by Al.g = —E|;—9, where the initial E satisfies
Gauss’ law. The subsequent evolution of A is then uniquely determined by
integrating the second-order equation (1.108).

The first integral for Maxwell is

- % ferfast) s
— /_d% B {E*+B*} - J- A} : (1.113)

This will be conserved if J is time independent. If J = 0, it is the total field
energy.

Suppose J is neither zero nor time independent. Then, looking back at
the derivation of the time-independence of the first integral, we see that if L
does depend on time, we instead have

dE 0L

— =7 (1.114)

In the present case we have

oL . 3
—5 = /J Ad’z, (1.115)
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so that

—/J-Ad% = ‘Z—t = %(Field Energy) —/{J A+ A} d*x. (1.116)

Thus, cancelling the duplicated term and using E = —A, we find

d
%(Field Energy) = — /J -Ed’r. (1.117)

Now [J-(—E)d*z is the rate at which the power source driving the current
is doing work against the field. The result is therefore physically sensible.

Continuum mechanics

Because the mechanics of discrete objects can be derived from an action
principle, it seems obvious that so must the mechanics of continua. This is
certainly true if we use the Lagrangian description where we follow the his-
tory of each particle composing the continuous material as it moves through
space. In fluid mechanics it is more natural to describe the motion by using
the Fulerian description in which we focus on what is going on at a partic-
ular point in space by introducing a velocity field v(r,t¢). Eulerian action
principles can still be found, but they seem to be logically distinct from the
Lagrangian mechanics action principle, and mostly were not discovered until
the 20th century.

We begin by showing that Euler’s equation for the irrotational motion
of an inviscid compressible fluid can be obtained by applying the action
principle to a functional

Stow) = [ drs {% +50(V)? + u(p)} S )

where p is the mass density and the flow velocity is determined from the
velocity potential ¢ by v = V¢. The function u(p) is the internal energy
density.

Varying S[¢, p] with respect to p is straightforward, and gives a time
dependent generalization of (Daniel) Bernoulli’s equation

86 1

— — 2 —
5 + 5V + h(p) = 0. (1.119)
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Here h(p) = du/dp, is the specific enthalpy.! Varying with respect to ¢
requires an integration by parts, based on

div (p ¢ Vo) = p(Vog) - (Vo) — oo div (pV), (1.120)

and gives the equation of mass conservation

9 B
5 + div (pv) = 0. (1.121)

Taking the gradient of Bernoulli’s equation, and using the fact that for po-
tential flow the vorticity w = curlv is zero and so d,v; = 0;v;, we find that

ov

n + (v-V)v=-Vh. (1.122)
We now introduce the pressure P, which is related to h by
Fap
h(P) = / —. 1.123
A (1129

We see that pVh = VP, and so obtain Euler’s equation

p @—: + (v V)v) — VP (1.124)

For future reference, we observe that combining the mass-conservation equa-
tion

with Euler’s equation
p(atvi + vjajvi) = —@P (1126)
yields
8t {p”UZ} + 5]- {p”Uﬂ)j + 51JP} = 0, (1127)

which expresses the local conservation of momentum. The quantity

Hij = PU;v; + 5ZJP (1128)

!The enthalpy H = U 4+ PV per unit mass. In general v and h will be functions of
both the density and the specific entropy. By taking u to depend only on p we are tacitly
assuming that specific entropy is constant. This makes the resultant flow barotropic,
meaning that the pressure is a function of the density only.
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is the momentum-flux tensor, and is the j-th component of the flux of the
i-th component p; = pv; of momentum density.

The relations h = du/dp and p = dP/dh show that P and u are related
by a Legendre transformation: P = ph — u(p). From this, and the Bernoulli
equation, we see that the integrand in the action (1.118) is equal to minus
the pressure:

99

ot

This Eulerian formulation cannot be a “follow the particle” action prin-
ciple in a clever disguise. The mass conservation law is only a consequence
of the equation of motion, and is not built in from the beginning as a con-
straint. Our variations in ¢ are therefore conjuring up new matter rather
than merely moving it around.

~P=p—+ %p(ng)Z + u(p). (1.129)

1.4 Variable End Points

We now relax our previous assumption that all boundary or surface terms
arising from integrations by parts may be ignored. We will find that variation
principles can be very useful for working out what boundary conditions we
should impose on our differential equations.

Consider the problem of building a railway across a parallel sided isthmus.
Suppose that the cost of construction is proportional to the length of the
track, but the cost of sea transport being negligeable, we may locate the
terminal seaports wherever we like. We therefore wish to minimize the length

Lly] = /1‘2 V1+ (y)%dz, (1.130)

by allowing both the path y(z) and the endpoints y(z;) and y(z3) to vary.
Then

Liy+oy] — Lly| = /“(cSy')yi/dx
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)] d y/
— oy— | —=——| dz. 1.131
AlyM( 1+@V>x (1.131)

We have stationarity when both
i) the coefficient of dy(z) in the integral,

d Y
- <71 . (y)?) , (1.132)

is zero. This requires that y’ =const., i.e. the track should be straight.
ii) The coefficients of dy(z;) and dy(z3) vanish. For this we need

oo Yl@) _ yle)
VIHW)? V1 )?

This in turn requires that y'(z) = y/(z2) = 0.
The integrated-out bits have determined the boundary conditions that are to
be imposed on the solution of the differential equation. In the present case
they require us to build perpendicular to the coastline, and so we go straight
across the isthmus. When boundary conditions are obtained from endpoint
variations in this way, they are called natural boundary conditions.
Example: Sliding String. A massive string of linear density p is stretched
between two smooth posts separated by distance 2L. The string is under
tension 7', and is free to slide up and down the posts. We consider only a
small deviations of the string from the horizontal.
As we saw earlier, the Lagrangian for a stretched string is

(1.133)

L= /_L {%pyz — %T(y’)z} dz. (1.134)

L

Now, Lagrange’s principle says that the equation of motion is found by re-
quiring the action

ty
S:/)Lﬁ (1.135)
ti
to be stationary under variations of y(z,t) that vanish at the initial and final

times, ¢; and t;. It does not demand that dy vanish at ends of the string,
x = +L. So, when we make the variation, we must not assume this. Taking
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care not to discard the results of the integration by parts in the x direction,
we find

ty L ty
S = / / oy(w,t) {py — Ty"} dedt — / 0y(L, )Ty (L) dt
t; J—L ti

ty
+/ dy(—L,t)Ty' (—L) dt. (1.136)
ti
The equation of motion, which arises from the variation within the interval,
is therefore the wave equation

pyj—Ty" =0. (1.137)

The boundary conditions, which come from the variations at the endpoints,
are
y(L,t) =y (=L, t) = 0, (1.138)

at all times t. These are the physically correct boundary conditions, because
any up-or-down component of the tension would provide a finite force on an
infinitesimal mass. The string must therefore be horizontal at its endpoints.
Example: Bead and String. Suppose now that a bead of mass M is free to
slide up and down the y axis,

and is is attached to the x = 0 end of our string. The Lagrangian for the
string-bead contraption is

L
L= 1M[y(())]2 +/ {lpyf - 1Ty’z} dz. (1.139)
2 o 12 2

Here, as before, p is the mass per unit length of the string and 7’ is its tension.
The end of the string at © = L is fixed. By varying the action S = [ Ldt,
and taking care not to throw away the boundary part at x = 0 we find that

ty ty L
08 = / [Ty" — Mi),_,0y(0,t) dt + / / {Ty" — pij} dy(z,t) dxdt.
ti ti 0
(1.140)
The Euler-Lagrange equations are therefore

pi(x) =Ty (z) = 0, 0<x<L,
Mij(0) —Ty'(0) = 0, y(L)=0. (1.141)
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The boundary condition at x = 0 is the equation of motion for the bead. It
is clearly correct, because T%'(0) is the vertical component of the force that
the string tension exerts on the bead.

These examples led to boundary conditions that we could easily have
figured out for ourselves without the variational principle. The next exam-
ple shows that a variational formulation can be exploited to obtain a set of
boundary conditions that might be difficult to write down by purely “physi-
cal” reasoning.

Harder example: Gravity waves on the surface of water. An action suitable
for describing water waves is given by® S[¢, h| = [ Ldt, where

B h(z,t) a¢ 1 )

Here ¢ is the velocity potential and pg is the density of the water. The density
will not be varied because the water is being treated as incompressible. As
before, the flow velocity is given by v = V¢. By varying ¢(x,y,t) and the
depth h(z,t), and taking care not to throw away any integrated-out parts of
the variation at the physical boundaries, we obtain:

V%p = 0, within the fluid.

% + %(V@S)Q +gy = 0, on the free surface.
g—i = 0, on y=0.
oh 0¢ Ohdp
%y + i 0, on the free surface. (1.143)

The first equation comes from varying ¢ within the fluid, and it simply
confirms that the flow is incompressible, i.e. obeys divv = 0. The second
comes from varying h, and is the Bernoulli equation stating that we have
P = P, (atmospheric pressure) everywhere on the free surface. The third,
from the variation of ¢ at y = 0, states that no fluid escapes through the
lower boundary.

Obtaining and interpreting the last equation, involving 0h/0t, is some-
what trickier. It comes from the variation of ¢ on the upper boundary. The

2J. C. Luke, J. Fluid Dynamics, 27 (1967) 395.
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variation of S due to ¢ is

0 0 0p 0 0] 9
(1.144)
The first three terms in the integrand constitute the three-dimensional di-
vergence div (¢ @), where, listing components in the order ¢, x, y,

96 aﬂ

o By (1.145)

3 - {1
The integrated-out part on the upper surface is therefore [(® - n)d¢d|S|.
Here, the outward normal is

"= ot Bz ot or | '

and the element of area

o\ fon\?) "’
d|S| = <1+ (E) + <%) ) dtdz. (1.147)

The boundary variation is thus

__[Joh_0¢ 0h0¢
0S| yen = /{at 3+ 5 01'} 5¢(x, h(:c,t),t) dadt. (1.148)

Requiring this variation to be zero for arbitrary d¢ ({E, h(z,t), t) leads to

oh 06  Ohdp

% "oy Towos = (1.149)

This last boundary condition expresses the geometrical constraint that the
surface moves with the fluid it bounds, or, in other words, that a fluid particle
initially on the surface stays on the surface. To see that this is so, define
f(z,y,t) = h(z,t) —y. The free surface is then determined by f(x,y,t) =
0. Because the surface particles are carried with the flow, the convective
derivative of f,

daf _ of

o= E+(V.v)f7 (1.150)
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must vanish on the free surface. Using v = V¢ and the definition of f, this

reduces to
on  opoh 0o
ot oxdx 0oy

which is indeed the last boundary condition.

(1.151)

1.5 Lagrange Multipliers

Figure 1.13 shows the contour map of a hill of height h = f(z,y). The
hill traversed by a road whose points satisfy the equation g(x,y) = 0. Our
challenge is to use the data h(x,y) and g(x,y) to find the highest point on
the road.

When r changes by dr = (dx, dy), the height f changes by

df =V - dr, (1.152)

where Vf = (0,f,0,f). The highest point, being a stationary point, will
have df = 0 for all displacements dr that stay on the road — that is for
all dr such that dg = 0. Thus V[ - dr must be zero for those dr such that
0 = Vg - dr. In other words, at the highest point V f will be orthogonal to
all vectors that are orthogonal to Vg. This is possible only if the vectors V f
and Vg are parallel, and so Vf = AVg for some .

To find the stationary point, therefore, we solve the equations

Vf—-AVg = 0,
g(@,y) = 0, (1.153)
simultaneously.

Example: Let f = 2>+ y?> and g = x +y — 1. Then Vf = 2(x,y) and
Vg=(1,1). So

A
11
When there are n constraints, g1 = go = --- = g, = 0, we want V f to lie

in
(< Vg >H)t =< Vg >, (1.154)
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where < e; > denotes the space spanned by the vectors e; and < e; >* is
the its orthogonal complement. Thus V f lies in the space spanned by the
vectors Vg;, so there must exist n numbers \; such that

Vi=> AV (1.155)
=1

The numbers \; are called Lagrange multipliers. We can therefore regard our
problem as one of finding the stationary points of an auxilliary function

F=f- Z)\igia (1.156)
with the n undetermined multipliers A\;,7 = 1, ..., n, subsequently being fixed
by imposing the n requirements that ¢; =0,2=1,... n.

Example: Find the stationary points of
1 1
F(x) = 3x- Ax = §xiAij:17j (1.157)

on the surface x - x = 1. Here A;; is a symmetric matrix.
Solution: We look for stationary points of

1
G(x) = F(x) — 5A|x|2. (1.158)
The derivatives we need are

OF

1 1
@ = §5szz]x]+§sz2]5jk

0 (A

Thus, the stationary points must satisfy

and

Aijj = )\J}k,
'yt = 1, (1.161)

and so are the normalized eigenvectors of the matrix A. The Lagrange
multiplier at each stationary point is the corresponding eigenvalue.
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Example: Statistical Mechanics. Let I' denote the classical phase space of
a mechanical system of n particles governed by Hamiltonian H(p,q). Let
dT be the Liouville measure d*"pd®"q. In statistical mechanics we work
with a probability density p(p,q) such that p(p,q)dT" is the probability of
the system being in a state in the small region dI'. The entropy associated
with the probability distribution is the functional

Slp] = —/Fplnpdf. (1.162)

We wish to find the p(p, ¢) that maximizes the entropy for a given energy

(B) = /F pH d. (1.163)

We cannot vary p freely as we should preserve both the energy and the
normalization condition

/pdr =1 (1.164)
T

that is required of any probability distribution. We therefore introduce two
Lagrange multipliers, 1 + « and [, to enforce the normalization and energy
conditions, and look for stationary points of

F[p] :/F{—plnp—l—(a—l—l)p—ﬁpﬂ} dr. (1.165)
Now we can vary p freely, and hence find that
5F:/F{—lnp+oz—ﬁH}5de. (1.166)
Requiring this to be zero gives us

p(p,q) = e~ HPD, (1.167)

where «, (# are determined by imposing the normalization and energy con-
straints. This probability density is known as the canonical distribution, and
the parameter (3 is the inverse temperature 5 = 1/T.

Example: The Catenary. At last we have the tools to solve the problem of
the hanging chain of fixed length. We wish to minimize the potential energy

Ely = /_Lym )z, (1.168)
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subject to the constraint

lly] = /_L V14 (y')%dx = const., (1.169)

where the constant is the length of the chain. We introduce a Lagrange
multiplier A and find the stationary points of

Fil= [ - NVIT e (1.170)

so, following our earlier methods, we find

(I+a)‘

y = A+ K cosh (1.171)

We choose k, A, a to fix the two endpoints (two conditions) and the length
(one condition).

Example: Sturm-Liouville Problem. We wish to find the stationary points
of the quadratic functional

Tl =[5 @)+ ate)y?} do, (1172

subject to the boundary conditions y(x) = 0 at the endpoints z1, x5 and the
normalization

Kyl :/ Vo= 1. (1.173)

Taking the variation of J — AK, we find
x2
5J=/ {=(py') + qy — My} by du. (1.174)
1

Stationarity therefore requires

—(py") +aqy =Ny, y(x1) =ylx2) =0, (1.175)

This is the Sturm-Liouville eigenvalue problem. It is an infinite dimensional
analogue of the F(x) = 2x - Ax problem.
Example: Irrotational Flow Again. Consider the action functional

Slv,¢,p] = / {%pv2 —u(p) + ¢ (% + divpv) } dtd®z (1.176)
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This is similar to our previous action for the irrotational barotropic flow of an
inviscid fluid, but here v is an independent variable and we have introduced
infinitely many Lagrange multipliers ¢(x, t), one for each point of space-time,
so as to enforce the equation of mass conservation p+div pv = 0 everywhere,
and at all times. Equating 65/Jv to zero gives v = V¢, and so these Lagrange
multipliers become the velocity potential as a consequence of the equations
of motion. The Bernoulli and Euler equations now follow almost as before.
Because the equation v = V¢ does not involve time derivatives, this is
one of the cases where it is legitimate to substitute a consequence of the
action principle back into the action. If we do this, we recover our previous
formulation.

1.6 Maximum or Minimum?

We have provided many examples of stationary points in function space. We
have said almost nothing about whether these stationary points are maxima
or minima. There is a reason for this: investigating the character of the
stationary point requires the computation of the second functional derivative.
52J
0y (w1)dy(w2)
and the use of the functional version of Taylor’s theorem to expand about
the stationary point y(z):

Ty +en) = J[y]+€/n() o

oy(x)],

1 2 5y(x1)5y(x2)

dridrs + - - -.

(1.177)

Since y(x) is a stationary point, the term with 6.J/dy(z)|, vanishes. Whether
y(x) is a maximum, a minimum, or a saddle therefore depends on the number
of positive and negative eigenvalues of 62.J/6(y(x1))d(y(z2)), a matrix with
a continuous infinity of rows and columns—these being labeled by z; and
x9 repectively. It is not easy to diagonalize a continuously infinite matrix!
Consider, for example, the functional

b
_ / % (p@)(W)? + qz)y?} da, (1.178)
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with y(a) = y(b) = 0. Here, as we already know,
5J d d
) - WE TS (p(l“) dxy(x)) +q(x)y(2), (1.179)

and, except in special cases, this will be zero only if y(x) = 0. We might
reasonably expect the second derivative to be

o

—(Ly) =L 1.180
(L) L L (1.150)
where L is the Sturm-Liouville differential operator
d d
L= 0 (p(x)%) + q(z). (1.181)

How can a differential operator be a matrix like §2.J/6(y(x1))d(y(x2))?
We can formally compute the second derivative by exploiting the Dirac
delta “function” §(z) which has the property that

y(xo) = /5(:}62 — x1)y(xy) dzy. (1.182)
Thus
Sylea) = [ s = e0)sytar) di (1.183)
from which we read off that
5?/@2)
=0(x9 — 21). 1.184
5y($1) ( 2 1) ( )

Using (1.184), we find that

5y(5x1) (6y5(i2)) - _dixz (p(@)d%f(@ - x1)> +q(22)0(xy—21). (1.185)

How are we to make sense of this expression? We begin in the next chapter
where we explain what it means to differentiate 6(x), and show that (1.185)
does indeed correspond to the differential operator L. In subsequent chap-
ters we explore the manner in which differential operators and matrices are
related. We will learn that just as some matrices can be diagonalized so can
some differential operators, and that the class of diagonalizable operators
includes (1.181).

If all the eigenvalues of L are positive, our stationary point was a min-
imum. For each negative eigenvalue, there is direction in function space in
which J]y] decreases as we move away from the stationary point.
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1.7 Exercises and Problems

Here is a collection of problems relating to the calculus of variations. Some
date back to the 16th century, others are quite recent in origin.

Exercise 1.1: Fermat’s principle. A medium is characterised optically by
its refractive indexr n, such that the speed of light in the medium is ¢/n.
According to Fermat, the path taken by a ray of light between any two points
makes stationary the travel time between those points. Assume that the ray
propagates in the x,y plane in a layered medium with refractive index n(z).
Use Fermat’s principle to establish Snell’s law in its general form n(z)siny =
constant by finding the equation giving the stationary paths y(x) for

Al = /n(:n)\/l +y2de.

(Here the prime denotes differentiation with respect to z.) Repeat this exercise
for the case that n depends only on y and find a similar equation for the

stationary paths of
Pbly] = /n(y)\/ 1+ y%dz.

By using suitable definitions of the angle of incidence ), in each case show
that the two formulations of the problem give physically equivalent answers.
In the second formulation you will find it easiest to use the first integral of
Euler’s equation.

Exercise 1.2: Hyperbolic Geometry. This problem introduces a version of the
Poincaré model for the non-Euclidean geometry of Lobachevski.

a) Show that the stationary paths for the functional

1
&mz/?h+Ww,

with y(z) restricted to lying in the upper half plane are semi-circles of
arbitrary radius and with centres on the z axis. These paths are the
geodesics, or minimum length paths, in a space with Riemann metric

1
ds® = ?(d:n2 + dy?), y > 0.

b) Show that if we call these geodesics “lines”, then one and only one line
can be drawn though two given points.
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c) Two lines are said to be parallel if, and only if, they meet at “infinity”,
i.e. on the x axis. (Verify that the z axis is indeed infinitely far from any
point with y > 0.) Show that given a line ¢ and a point A not lying on
that line, that there are two lines passing through A that are parallel to
q, and that between these two lines lies a pencil of lines passing through
A that never meet q.

Exercise 1.3: Elastic Rods. The elastic energy per unit length of a bent steel
rod is given by %YI /R2. Here R is the radius of curvature due to the bending,
Y is the Young’s modulus of the steel and I = [f y?dxdy is the moment
of inertia of the rod’s cross section about an axis through its centroid and
perpendicular to the plane in which the rod is bent. If the rod is only slightly
bent into the yz plane and lies close to the z axis, show that this elastic energy
can be approximated as

L 1 m 2
0

where the prime denotes differentiation with respect to z and L is the length
of the rod. We will use this approximate energy functional to discuss two
practical problems.

a)

a) Euler’s problem: the buckling of a slender column. The rod is used as
a column which supports a compressive load Mg directed along the z
axis (which is vertical). Show that when the rod buckles slighly (i.e.
deforms with both ends remaining on the z axis) the total energy, in-
cluding the gravitational potential energy of the loading mass M, can be
approximated by

o= [ {5 0= @)} e
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By considering small deformations of the form

o0
. nmwz
y(z) = nz::l Qp I ——

show that the column is unstable to buckling and collapse if Mg >
w2Y1/L2.

b) Leonardo da Vinci’s problem: the light cantilever. Here we take the z
axis as horizontal and the y axis as being vertical. The rod is used as
a beam or cantilever and is fixed into a wall so that y(0) = 0 = y’(0).
A weight Mg is hung from the end z = L and the beam sags in the —y
direction. We wish to find y(z) for 0 < z < L. We will ignore the weight
of the beam itself.

e Write down the complete expression for the energy, including the
gravitational potential energy of the weight.

e Find the differential equation and boundary conditions at z = 0,
L that arise from minimizing the total energy. In doing this take
care not to throw away any term arising from the integration by
parts.You may find the following identity to be of use:

%(f/g// _ fg///) — f//g// _ fg////-

e Solve the equation. You should find that the displacement of the
end of the beam is y(L) = —3MgL3/Y 1.

Exercise 1.4: Suppose that an elastic body 2 of density p is slightly deformed
so that the point that was at cartesian co-ordinate x; is moved to x; + n;(x).
We define the resulting strain tensor e;; by

1 (0n; O
ej == YA + i ‘
2 81’Z al‘j
It is automatically symmetric in its indices. The Lagrangian for small-amplitude
elastic motion of the body is

1 . 1
L[n] =/ {50772-2 - §eijcijkl€kl} dz.
0

Here, c;j1; is the tensor of elastic constants, which has the symmetries

Cijkl = Cklij = Cjikl = Cijlk-
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By varying the 7;, show that the equation of motion for the body is
62’1’}2' 0

— 205 =0,

otz Oz

p

where
045 = Cijkl€kl
is the stress tensor. Show that variations of n; on the boundary 92 give as

boundary conditions
Oijn; = 0,

where n; are the components of the outward normal on 0f).

Exercise 1.5:The Catenary Again. We can describe a catenary curve in para-
metric form as x(s), y(s), where s is the arc-length. The potential energy
is then simply fOL pgy(s)ds where p is the mass per unit length of the hang-
ing chain. The z, y are not independent functions of s, however, because
2 + 9% =1 at every point on the curve.

a) Introduce infinitely many Lagrange multipliers \(s) to enforce the &2 + 72
constraint, one for each point s on the curve. From the resulting func-
tional derive two coupled equations for the catenary, one for z(s) and
one for y(s). By thinking about the forces acting on a small section of
the cable, and perhaps by introducing the angle 1) where & = cos 1 and
1 = sin ), so that s and ¢ are intrinsic coordinates for the curve, inter-
pret these equations and relate A(s) to the position-dependent tension
T(s) in the chain.

Weighted line.

b) You are provided with a light-weight line of length ma/2 and some lead
shot of total mass M. By using equations from the previous part (suit-
ably modified to take into account the position dependent p(s)) or oth-
erwise, determine how the lead should be distributed along the line if the
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loaded line is to hang in an arc of a circle of radius a when its ends are
attached to two points at the same height.

Exercise 1.6: Another model for Lobachevski geometry (see exercise 1.2)
is the Poincaré disc. This space consists of the interior of the unit disc
D? = {x,y € R: 22+ y? < 1} equipped with Riemann metric

dx? + dy?
(1—22 —y2)2

The geodesic paths are therefore found by minimizing the arc-length functional

s[r]E/ds:/{ﬁm}dt.

Here r(t) = (z(t),y(t)) is a function of a parameter ¢, and a dot indicates a
derivative with respect to t.

ds® =

The Poincaré disc and the construction of the geodesic PQR. The radius OP
of the Poincare disc is unity, while the radius of the geodesic arc is PX = QX =
RX = R. The distance between the centres of the disc and arc is OX = xg.
Your task in part c) is to show that ZOPX = ZORX = 90°.

a) Either by manipulating the two Euler-Lagrange equations that give the
conditions for s[r] to be stationary under variations in r(t), or, more effi-
ciently, by observing that s[r] is invariant under the infinitesimal rotation

br = ey
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oy = —ex

and applying Noether’s theorem, show that the parameterised geodesics

obey
d 1 Ty —yr \ 0
dt \ 1 —x2—y? /2 2
b) Given a point (zg,30) within D?, and a direction through it, show that
the equation you derived in part a) determines a unique geodesic curve
passing through (zg,yo) in the given direction, but does not determine

the parametrization of the curve.
c) Show that there exists a solution to the equation in part a) in the form

x(t) = Rcost+ xo
y(t) = Rsint.

Find a relation between zy and R, and from it deduce that the geodesics
are circular arcs that cut the bounding unit circle (which plays the role
of the line at infinity in the Lobachevski plane) at right angles.

Exercise 1.7: The Lagrangian for a particle of charge ¢ is
I 9 .
L[x] = gmx” — qo + gx - A.
Show that Lagrange’s equation is
mx = q(E+ x x B),

where .

Exercise 1.8: Consider the action functional
1 1 1 )
Slw,p,r] = / <§[1w% + §Izw§ + ifgwg +p-(F+wx r)} dt,

where r and p are three-vectors, as is w = (w1,w2,ws3), Apply the action
principle to obtain the equations of motion for r, p, w and show that they lead
to Euler’s equations for the motion of a rigid body:

Loy + (Ig — Ig)WQWg = 0,

Irwy + (Ig — Il)wgwl = 0,
Isws + (Il — IQ)(A)lWQ =
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Exercise 1.9: Piano String. A elastic piano string can vibrate both trans-
versely and longitudinally, and the two vibrations influence one another. A
Lagrangian that takes into account the lowest-order effect of stretching on the
local string tension, and can therefore model this coupled motion, is

0 2 0 2 A K] b 272
SEERERGIREE SO)

y

n

Y
x

Vibrating piano string.

Here &(z,t) is the longitudinal displacement and n(z,t) the transverse dis-
placement of the string. Thus, the point that in the undisturbed string had
co-ordinates [z, 0] is moved to the point with co-ordinates [z + {(x,t), n(x,t)].
The parameter 79 represents the tension in the undisturbed string, A is the
product of Young’s modulus and the cross-sectional area of the string, and pg
is the mass per unit length.

a) Use the action principle to derive the two coupled equations of motion,
2 2

0
one involving Tl and one involving 8—15;7

b) Show that when we linearize these two equations of motion, the longi-
tudinal and transverse motions decouple. Find expressions for the lon-
gitudinal (cr) and transverse (cy) wave velocities in terms of 79, pp and
A

c) Assume that a given transverse pulse n(z,t) = no(x — crt) propagates
along the string. Show that this induces a concurrent longitudinal pulse
of the form {(x — crt). Show further that the longitudinal Newtonian

momentum density in this concurrent pulse is given by
2
P % - 1 ‘L 70
oo T 52 2
ot 2cj —cp

where P
T, = —py 221
L= "% bt
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is the associated pseudo-momentum density.

The forces that created the transverse pulse will also have created other lon-
gitudinal waves that travel at ¢;. Consequently the Newtonian z-momentum
moving at cr is not the only x-momentum on the string, and the total “true”
longitudinal momentum density is not simply proportional to the pseudo-
momentum density.

Exercise 1.10: Obtain the canonical energy-momentum tensor 7', for the
barotropic fluid described by (1.118). Show that its conservation leads to both
the momentum conservation equation (1.127), and to the energy conservation
equation

0:€ + 82{212(5 + P)},
where the energy density is
1 2
&= §P(V¢) + u(p).

Interpret the energy flux as being the sum of the convective transport of energy
together with the rate of working by an element of fluid on its neighbours.

Exercise 1.11: Consider the action functional®
1 . )
Siv,p.000,7] = [ e {= v — 5+ () + 986 + (v- T ) + o)}

which is a generalization of (1.176) to include two new scalar fields  and 7.
Show that varying v leads to

v =Vo¢+ (V.

This is the Clebsch representation of the velocity field. It allows for flows with
non-zero vorticity
w=Vxv=VgxVy.

Show that the equations that arise from varying the remaining fields p, ¢, 3,
v, together imply the mass conservation equation

p+V-(pv) =0,

and Bernoulli’s equation in the form

1
V—wxv:—v<§v2+h>.

3H. Bateman, Proc. Roy. Soc. Lond. A 125 (1929) 598-618; C. C. Lin, Liquid Helium
in Proc. Int. Sch. Phys. “Enrico Fermi”, Course XXI (Academic Press 1965).
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(Recall that h = du/dp.) Show that this form of Bernoulli’s equation is
equivalent to Euler’s equation

v+ (v-V)v=—Vh.

Consequently S provides an action principle for a general inviscid barotropic
flow.
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Figure 1.1: Soap film between two rings.

VY

Figure 1.2: Hanging chain
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t=L/k

Figure 1.3: Intersection of y = ht/L with y = cosh t.

y (a.b)

Figure 1.4: Bead on a wire.
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(00 X

(xy)

(ab)

y

Figure 1.5: A wheel rolls on the x axis. The dot, which is fixed to the rim of
the wheel, traces out a cycloid.

Figure 1.6: Atwood’s machine.
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4
<o
y <

Figure 1.7: Polar components of acceleration.

1Y(x)

Figure 1.8: Transversely vibrating string

T

y y(X2)

Y(X1)

X

Figure 1.9: Railway across isthmus.
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y
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Figure 1.10: Sliding string.

y(0)}

0 L

Figure 1.11: A bead connected to a string.

Figure 1.12: Gravity waves on water.
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(N

Figure 1.13: Road on hill.
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Chapter 2

Function Spaces

We are going consider the differential equations of physics as relations in-
volving linear differential operators. These operators, like matrices, are lin-
ear maps acting on vector spaces, but the elements of the vector spaces are
functions. Such spaces are infinite dimensional. We will try to survive by
relying on our experience in finite dimensions, but sometimes this fails, and
more sophistication is required.

2.1 Motivation

In the previous chapter we looked at two variational problems:
1) Find the stationary points of

1 1
F(x) = X Ax = §:L',-Aijxj (2.1)
on the surface x - x = 1. This led to the matrix eigenvalue equation
Ax = \x. (2.2)

2) Find the stationary points of

Tl = [ 5 @) + o} o (2.3

subject to the conditions y(a) = y(b) = 0 and
b
Kly] = / y?dr = 1. (2.4)
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This led to the differential equation

—(py") +qy =Xy, yla)=y(b) =0. (2.5)

There will be a solution that satisfies the boundary conditions only for
a discrete set of values of .

The stationary points of both function and functional are therefore deter-
mined by linear eigenvalue problems. The only difference is that the finite
matrix in the first is replaced in the second by a linear differential operator.
The theme of the next few chapters is an exploration of the similarities and
differences between finite matrices and linear differential operators. In this
chapter we will focus on how the functions on which the derivatives act can
be thought of as vectors.

2.1.1 Functions as vectors

Consider Fla, b], the set of all real (or complex) valued functions f(x) on the
interval [a,b]. This is a vector space over the field of the real (or complex)
numbers because, given two functions fi(z) and fo(z), and two numbers
A1 and Ay, we can form the sum A fi(z) + Ao fo(x) and the result is still a
function on the same interval. Examination of the axioms listed in appendix
A will show that Fla,b] possesses all the other attributes of a vector space
as well. We may think of the array of numbers (f(z)) for x € [a,b] as
being the components of the vector. Since there is an infinity of independent
components, the space of functions is infinite dimensional.

The set of all functions is usually too large for us. We will restrict our-
selves to subspaces of functions with nice properties, such as being continuous
or differentiable. There is some fairly standard notation for these spaces: The
space of C™ functions (those which have n continuous derivatives) is called
C™la,b]. For smooth functions (those with derivatives of all orders) we write
C[a, b]. For the space of analytic functions (those whose Taylor expansion
actually converges to the function) we write C*[a, b]. For C*° functions de-
fined on the whole real line we write C*°(R). For the subset of functions
with compact support (those that vanish outside some finite interval) we
write Cg°(R). There are no non-zero analytic functions with compact sup-
port: C¥(R) = {0}.
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2.2 Norms and Inner Products

We are often interested in “how large” a function is. This leads to the idea of
normed function spaces. There are many measures of function size. Suppose
R(t) is the number of inches per hour of rainfall. If your are a farmer you
are probably most concerned with the total amount of rain that falls. A big
rain has big [ |R(¢)| dt. If you are the Urbana city engineer worrying about
the capacity of the sewer system to cope with a downpour, you are primarily
concerned with the maximum value of R(t). For you a big rain has a big
“sup [R(t)[".

2.2.1 Norms and convergence

We can seldom write down an exact solution function to a real-world problem.
We are usually forced to use numerical methods, or to expand as a power
series in some small parameter. The result is a sequence of approximate
solutions f, (), which we hope will converge to the desired exact solution
f(x) as we make the numerical grid smaller, or take more terms in the power
series.

Because there is more than one way to measure of the “size” of a function,
the convergence of a sequence of functions, f,, to a limit function f is not
as simple a concept as the convergence of a sequence of numbers, z,, to a
limit 2. Convergence means that the distance between the f,, and the limit
function f gets smaller and smaller as n increases, so each different measure
of how “large” the distance is provides a new notion of what it means to
converge. We are not going to make much use of formal “c; §” analysis, but
you must realize that this distinction between different forms of convergence
is not merely academic: real-world engineers must be precise about the kind
of errors they are prepared to tolerate, or else a bridge they design might
collapse. If you look, therefore, at the syllabus of graduate-level engineering
courses in mathematical methods you will see that they devote much time to
these issues. While physicists do not normally face the same legal liabilities
as engineers, we should at least have it clear in our own minds what we mean

!Here “sup”, short for supremum, is synonymous with the “least upper bound” of a
set of numbers, i.e. the smallest number that is exceeded by no number in the set. This
concept is more useful than “maximum” because the supremum need not be an element
of the set. It is an axiom of the real number system that any bounded set of real numbers
has a least upper bound. The “greatest lower bound” is denoted “inf”, for infimum.
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when we write that f, — f.
Here are some common forms of convergence:
i) If, for each z in its domain of definition D, the set of numbers f,(z)
converges to f(z), then we say the sequence converges pointwise.
ii) If the maximum separation

sup | fu(x) — f(2)] (2.6)

€D

goes to zero as n — 0o, then we say that f,, converges to f uniformly
on D.
iii) If

/D fule) — f(2)] d 2.7)

goes to zero as n — oo, then we say that f,, converges in the mean to
fonD.
Uniform convergence implies pointwise convergence, but not vice versa. If
D is a finite interval, then uniform convergence implies convergence in the
mean, but convergence in the mean implies neither uniform nor pointwise
convergence.
Example: Consider the sequence f, = 2" (n =1, 2, ...) and D = [0,1).
Here, the round bracket means that the point z = 1 is excluded from the
interval.

"™ — 0 on [0,1), but not uniformly.

As n becomes large we have f,(x) — 0 pointwise in D, but the convergence
is not uniform because

sup | fn(2) — 0] = 1 (2.8)

€D
for all n.
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Example: Let f, = 2™ with D = [0,1]. Here, the square bracket means
that the point x = 1 is included in the interval. In this case, we have neither
uniform nor pointwise convergence of the f,, to zero, but f,, — 0 in the mean.
We can describe uniform convergence by means of a norm — a general-
ization of the usual measure of the length of a vector. A norm, denoted by
| f||, of a vector f (a function, in our case) is a real number that obeys
i) positivity: || f|| > 0, and ||f|| =0« f =0,
ii) the triangle inequality: ||f + gl < |IfIl + llgll,
iii) linear homogeneity: |[Af]| = |||l f]l-
One example is the “sup” norm, which is defined by

[ flloc = sup [ f(z)]. (2.9)
€D

This number is guaranteed to be finite if f is continuous and D is compact.
In terms of the sup norm, uniform convergence is the statement that

T [1£, = fll = 0. (2.10)

2.2.2 Norms from integrals

The space L|a, b], for 1 < p < oo, is defined to be our F[a, b] equipped with

i = ([ 1wpar) " (211)

as the measure of length, and with a restriction to functions for which | f||,
is finite.

We say that f, — fin LP if the L? distance ||f — f,||, tends to zero. We
have already seen the L' measure of distance in the definition of convergence
in the mean. As in that case, convergence in LP says nothing about pointwise
convergence.

We would like to regard ||f||, as a norm. It is possible, however, for a
function to have || f|l, = 0 without f being identically zero — a function
that vanishes at all but a finite set of points, for example. This pathology
violates number i) in our list of requirements for something to be called a
norm, but we circumvent the problem by simply declaring such functions to
be zero. This means that elements of the LP spaces are not really functions,
but only equivalence classes of functions — two functions being regarded as
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the same is they differ by a function of zero length. Clearly these spaces are
not for use when anything significant depends on the value of the function
at any precise point. They are useful in physics, however, because we can
never measure a quantity at an exact position in space or time. We usually
measure some sort of local average.

All the LP norms satisfy the triangle inequality, although, for general p,
this is not exactly trivial to prove.

An important property for any space to have is that of being complete.

Roughly speaking, a space is complete if when some sequence of elements of
the space look as if they are converging, then they are indeed converging,
and their limit is an element of the space. To make this concept precise, we
need to say what we mean by the phrase “look as if they are converging”.
This we do by introducing the idea of a Cauchy sequence.
Definition: A sequence f, in a normed vector space is said to be Cauchy if for
any € > 0 we can find an N such that n,m > N implies that || f., — fal < €.
Loosely speaking, the elements of a Cauchy sequence get arbitrarily close to
each other as n — co. A normed vector space is then complete with respect
to its norm if every Cauchy sequence actually converges to some element in
the space.

Consider. for example, the normed vector space Q of rational numbers

with distance measured in the usual way as ||¢1 —¢2|| = |¢g1 —¢2|- The sequence
Qo — ]_O,
g1 = 14,
G2 = 141,
qs = 1414,

consisting of successive decimal approximations to v/2, obeys

1

1() min(n,m) (212)

|Qn - Qm| <

and so is Cauchy. Pythagoras famously showed that v/2 is irrational, however,
and so this sequence has no limit in Q. Thus Q is not complete. The space
R of real numbers is constructed by filling in the gaps between the rationals,
and so completing Q. A real number such as /2 is defined as a Cauchy
sequence of rational numbers (by specifying, for example, its infinite decimal
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expansion), with two rational sequences g, and ¢/, defining the same real
number if g, — ¢}, converges to zero.

A complete normed vector space is called a Banach space. If we interpret
the norms as Lebesgue integrals? then the LP[a, b] are complete, and therefore
Banach spaces. The theory of Lebesgue integration is rather complicated,
however, and is not really necessary. One way of avoiding it is explained in
exercise 2.2.

Exercise 2.1: Show that any convergent sequence is Cauchy.

2.2.3 Hilbert space

The Banach space L? is special in that it is also a Hilbert space. This means
that its norm is derived from an inner product. If we define the inner product

b
(f.9) = / frgdx (2.13)
then the L? norm can be written

[fll2 = VA, £)- (2.14)

When we omit the subscript on a norm, we mean it to be this one. You
are probably familiar with this Hilbert space from your quantum mechanics
classes.

Being positive definite, the inner product satisfies the Cauchy-Schwarz-
Bunyakouvsky inequality

{91 < I fIHllgll (2.15)

That this is so can be seen by looking at

1f11” (f,,C/)) (A)
0 < {A\f+pug, \f+ = (N, u « , 2.16
(Af 4+ g, Mf + pg) = ( ©w) ((f,g> ||g||2 " ( )
and observing that if the matrix is to be positive definite, then its determinant

IFIlgl* = (. 9 (2.17)

2The “L” in L? honours Henri Lebesgue. Banach spaces are named after Stefan Banach,
who was one of the founders of functional analysis, a subject largely developed by him
and the other habitués of the Scottish Café in Lvév, Poland.
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must be positive.
From Cauchy-Schwarz-Bunyakovsky we can establish the triangle inequal-

ity:

If+gll* = IFII* + lgl* + 2Re(f, )
< NI+ Ngl® + 21Lf. 9]
< AP+ gl + 21 £ gl
= (If1+ llglh?, (2.18)
SO
I1f+gll < I1F1 + llgll- (2.19)

A second important consequence of Cauchy-Schwarz-Bunyakovsky is that
if f,, — f in the sense that || f,, — f|| — 0, then

[(fns9) = ()l = K(fa—1) 9
< |Ifa = fllllgll (2.20)

tends to zero, and so

(fns9) = ([, 9)- (2.21)

This means that the inner product (f, g) is a continuous functional of f and
g. Take care to note that this continuity hinges on ||g|| being finite. It for
this reason that we do not permit ||g|| = oo functions to be elements of our
Hilbert space.

Orthonormal sets

Once we are in possession of an inner product, we can introduce the notion
of an orthonormal set. A set of functions {u,} is orthonormal if

<um UM> = Onm- (2.22)

For example,
1
2/ sin(nmzx) sin(mnz) de = 0py, n,m=1,2,... (2.23)
0

so the set of functions u,, = v/2sinnrz is orthonormal on [0, 1]. This set of
functions is also complete — in a different sense, however, from our earlier
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use of this word. A orthonormal set of functions is said to be complete if any
function f for which ||f||? is finite, and hence f an element of the Hilbert
space, has a convergent expansion

f(x) = Z Aty ().

If we assume that such an expansion exists, and that we can freely interchange
the order of the sum and integral, we can multiply both sides of this expansion
by u? (x) and use the orthonormality of the w,’s to read off the expansion
coefficients as a, = (u,, f). When

112 = / (@) da (2.24)

and u, = v/2sin(n7rz), the result is the (sine) Fourier series.

Example: Expanding unity. Suppose f(z) = 1. Since fol |f]Pdz = 1 is
finite, the function f(x) = 1 can be represented as a convergent sum of the
u, = v/2sin(nrz).

The inner product of f with the u,’s is

! 0, n even,
(Un, f) = /0 V2sin(nrr) dr = %’  odd.
Thus,
[e.e] 4 ‘ ‘ )
1= Z @t r sm((?n + 1)7T$>, in  L*[0,1]. (2.25)

n=0

It is important to understand that the sum converges to the left hand side in
the closed interval [0, 1] only in the L? sense. The series does not converge
pointwise to unity at £ = 0 or x = 1 — every term is zero at these points.
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[y

0.8

0.6

0.2 0.4 0.6 0.8 1
The sum of the first 31 terms in the sine expansion of f(x) =1

The figure shows the sum of the series up to and including the term with
n = 30. The L?[0, 1] measure of the distance between f(z) = 1 and this sum
30

/01 1— nZ:O ﬁ sin<(2n + 1)7m>

We can make this number as small as we like by taking sufficiently many
terms.

2

dz = 0.00654. (2.26)

It is perhaps surprising that a set of functions that vanish at the end-
points of the interval can be used to expand a function that does not vanish
at the ends. This exposes an important technical point: Any finite sum of
continuous functions vanishing at the endpoints is also a continuous function
vanishing at the endpoints. It is therefore tempting to talk about the “sub-
space” of such functions. This set is indeed a vector space, and a subset of
the Hilbert space, but it is not itself a Hilbert space. As the example above
shows, a Cauchy sequence of functions vanishing at the endpoints of an inter-
val can converge to a function that does mot vanish there. The “subspace”
is therefore not complete in our original meaning of the term. The set of
continuous functions vanishing at the endpoints fits into the whole Hilbert
space much as the rational numbers fit into the real numbers. A finite sum
of rationals is a rational number, but an infinite sum of rationals is not in
general a rational number. Furthermore, we can express any real number as
the limit of a sequence of rational numbers. We say that the rationals QQ are
a dense subset of the reals, and, as explained earlier, the reals are obtained
by completing the set of rationals by adding to this set its limit points. In
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the same sense, the set of continuous functions vanishing at the endpoints is
a dense subset of the whole Hilbert space and the whole Hilbert space is its
completion.

Exercise 2.2: 1In this technical exercise we will explain in more detail how
we “complete” a Hilbert space. The idea is to mirror the construction to
the real numbers and define the elements of the Hilbert space to be Cauchy
sequences of continuous functions. To specify a general element of L2[a,b]
we must therefore exhibit a Cauchy sequence f, € Cla,b]. The choice is not
unique: two Cauchy sequences ffll)(x) and fy(?) () will specify the the same
element if

lim £V = £2] = 0.

n—oo

Such sequences are said to be equivalent. For convenience, we will write
“limy, 00 fn = f7 but bear in mind that, in this exercise, this means that
the sequence f,, defines the symbol f, and not that f is the limit of the se-
quence, as this limit need have no prior existence. We have deliberately written
“f7, and not “f(x)”, for the “limit function” to warn us that f is assigned no
unique numerical value at any x. A continuous function f(x) can still be con-
sidered to be an element of L?[a,b]—take a sequence in which every f,(z) is
equal to f(xz)—but an equivalent sequence of f,(z) can alter the limiting f(x)
on a set of measure zero without changing the resulting element f € L?[a,b].

i) If f,, and g,, are Cauchy sequences defining f, g, respectively, it is natural
to try to define the inner product (f,g) by setting

<fag> = lim <fn,gn>'

n—oo

Use the Cauchy-Schwarz-Bunyakovsky inequality to show that the num-
bers Fy, = (fn,gn) form a Cauchy sequence in C. Since C is complete,
deduce that this limit exists. Next show that the limit is unaltered if
either f, or g, is replaced by an equivalent sequence. Conclude that our
tentative inner product is well defined.

ii) The next, and harder, task is to show that the “completed” space is
indeed complete. The problem is to show that given a Cauchy sequence
fr € L?[a,b], where the f; are not necessarily in C[a,b], has a limit
in L?[a,b]. Begin by taking Cauchy sequences fi; € Cla,b] such that
lim; .o fri = fr. Use the triangle inequality to show that the diagonal
subsequence fix is Cauchy, and so defines the desired limit.

Later we will show that the elements of L2[a, b] can be given a concrete meaning
as distributions.
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Best approximation

Let u,(z) be an orthonormal set of functions. The sum of the first NV terms of
the Fourier expansion of f(z) in the wu,, is the closest— measuring distance
with the L? norm — that one can get to f whilst remaining in the space
spanned by uq, U, ..., uy.

To see this, consider

”f Za’nun||2 f Zamumaf Zanun
N

= |IF1I1* - Zanfun > ah (um, f) + Z O (U )
m=1

n,m=1

N N
= ||f||2—Zan<f,un Za (U, £) + > lan]?, (2.27)
n=1 n=1

=1

A

where at the last line we have used the orthonormality of the u,. We can
complete the squares, and rewrite this as

A=|IfI? - Zlun, |2+Z|an— tn, )12 (2.28)

We seek to minimize A by a suitable choice of coefficients a,,. The smallest
we can make A is

N
Ain = LFIP =D Hun, ), (2.29)

and we attain this bound by setting each of the |a,, — (u,, f)| equal to zero.
That is, by taking
an = (Up, [). (2.30)

Thus the Fourier coefficients (u,, f) are the optimal choice for the a,,.
Suppose we have some non-orthogonal collection of functions g,, n =
1,...N, and we have found the best approximation S>>~ a,g,(z) to f().
Now suppose we are given a 9N+1 to add to our collection. We may then seek
an improved approximation Zn 1 angn( ) by including this new function —
but finding this better fit will generally involve tweaking all the a,,, not just
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trying different values of an,;. The great advantage of approximating by
orthogonal functions is that, given another member of an orthonormal family,
we can improve the precision of the fit by adjusting only the coefficient of the
new term. We do not have to perturb the previously obtained coefficients.

Parseval’s theorem

The “best approximation” result from the previous section allows us to give
an alternative definition of a “complete orthonormal set”, and to obtain the
formula a,, = (u,, f) for the expansion coefficients without having to assume
that we can integrate the infinite series Y a,u, term-by-term. Recall that
we said that a set of points S is a dense subset of a space T if any given
point x € T is the limit of a sequence of points in S, i.e. there are elements
of S lying arbitrarily close to x. For example, the set of rational numbers Q
is a dense subset of R. Using this language, we say that a set of orthonormal
functions {u,(x)} is complete if the set of all finite linear combinations of
the u,, is a dense subset of the entire Hilbert space. This guarantees that, by
taking N sufficently large, our best approximation will approach arbitrarily
close to our target function f(z). Since the best approximation containing
all the u,, up to uy is the N-th partial sum of the Fourier series, this shows
that the Fourier series actually converges to f.

We have therefore proved that if we are given u,(z), n = 1,2,..., a
complete orthonormal set of functions on [a, b], then any function for which
|| f]|? is finite can be expanded as a convergent Fourier series

fla) =" au, (@), (2.31)
where )
A = (Up, f) :/ ur () f(x) de. (2.32)

The convergence is guaranteed only in the L? sense that
2

b N
lim i flz) - nz::l antn(z)| dz = 0. (2.33)
Equivalently
N
Ay == awu,)*—0 (2.34)

n=1
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as N — oo. Now, we showed in the previous section that

N
Anv = AP =D s HF
n=1

N

= 1P =l (2.35)

n=1

and so the L? convergence is equivalent to the statement that

AP = lanl*. (2.36)

This last result is called Parseval’s theorem.
Example: In the expansion (2.25), we have || f?|| = 1 and

2 92
lan|2 = {8/(71 ), n odd, (2.37)
0, n even.
Parseval therefore tells us tells us that
> 1 1 1 72
ol b = 2.38
— (2n + 1)2 + 32 + 52 + 8 ( )

Example: The functions u,(z) = \/%—We"“”, n € Z form a complete orthonor-

mal set on the interval [—m, 7|. Let f(x) = \/%eicx. Then its Fourier expan-

sion is

e = Z cn€™, —m <z <, (2.39)
where L in(r(¢ — n)
_ iz ,—inx — SID(T(G — N 2.40
Cn =5 _We e " dx TC—n) (2.40)
We also have that g
1£1? = / —dr = 1. (2.41)
_2m

Now Parseval tells us that

pp= S Sl n) (2.42)

n=—oo
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the left hand side being unity.
Finally, as sin®(7(¢ — n)) = sin*(7¢), we have
cosec?(n¢) = _r i 1 (2.43)
- - |

sin?(7()

n=—oo

The end result is a quite non-trivial expansion for the square of the cosecant.

2.2.4 Orthogonal polynomials

A useful class of orthonormal functions are the sets of orthogonal polynomials
associated with an interval [a,b] and a positive weight function w(x) such

that fabw(x) dz is finite. We introduce the Hilbert space L2 [a,b] with the
real inner product

(u,v>w:/ w(z)u(z)v(z) de, (2.44)

and apply the Gram-Schmidt procedure to the monomial powers 1, z, 22, 23, . ..

so as to produce an orthonomal set. We begin with

Po(x) = 1/[[ 1w, (2.45)

where ||1]|, = 1/ ffw(:c) dx, and define recursively

xP,(x) — S5 Pi(x) (P, zP,),,

i |xPn = >0 Pil Py 2P |l
Clearly P,(x) is an n-th order polynomial, and by construction
(P, Pn)yy = Onm- (2.47)

All such sets of polynomials obey a three-term recurrence relation
2P, (z) = by Py () + anPo(x) + bp_1 Pr1(x). (2.48)

That there are only three terms, and that the coefficients of P, and P,_;
are related, is due to the identity

(Pp,xPp),, = (P, Py), - (2.49)
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This means that the matrix (in the P, basis) representing the operation of
multiplication by x is symmetric. Since multiplication by z takes us from
P, only to P,.1, the matrix has just one non-zero entry above the main
diagonal, and hence, by symmetry, only one below.

The completeness of a family of polynomials orthogonal on a finite interval
is guaranteed by the Weierstrass approzimation theorem which asserts that
for any continuous real function f(x) on [a, b, and for any € > 0, there exists
a polynomial p(z) such that |f(z) — p(x)| < e for all x € [a,b]. This means
that polynomials are dense in the space of continuous functions equipped
with the || ... ||« norm. Because

b b
/ |f(z) — p(z)]Pw(z) dz < 52/ w(z) dz, (2.50)

they are also a dense subset of the continuous functions in the sense of L2 [a, b]
convergence. Because the Hilbert space L2 [a,b] is defined to be the comple-
tion of the space of continuous functions, the continuous functions are au-
tomatically dense in L2 [a,b]. Now a dense subset of a dense set is dense in
the larger set, so the polynomials are dense in L2 [a, b] itself. The normalized
orthogonal polynomials therefore constitute a complete orthonormal set.

For later use, we here summarize the properties of the families of polyno-
mials named after Legendre, Hermite and Tchebychef.

Legendre polynomials

These are defined by a = —1, b = 1 and w = 1. The standard Legendre
polynomials are not normalized by the scalar product, but instead by setting
P,(1) = 1. They are given by Rodriguez’ formula

1 ar
P,(x) = — (2 = 1) 2.51
(z) 5] g (z ) (2.51)
The first few are
Po(.ilf> = 1,
Pl(x) xZ,
1
Py(x) = 5(3932—1),
1
Py(r) = 5(5933—31:3),
1
Py(z) = g(35904—30:z:2+3).
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Their inner product is

1
2

The three-term recurrence relation is
2n+ 1zP,(z) = (n+ 1)Pypq(x) + nP,_1(2). (2.53)

The P, form a complete set for expanding functions on [—1,1].

Hermite polynomials

The Hermite polynomials have a = —o00, b = +o00 and w(z) = e~ and are
defined by the generating function
T—t2 - 1 n
2=t — ;EHn(x)t . (2.54)
If we write
e2tw—t2 — 6322—(m—1t)27 (255>
we may use Taylor’s theorem to find
dn 2 2 2 dn 2
H, — = 3= (z—t) — (—1)"e% % 2.
(@)= | =y et )

which is a a useful alternative definition. The first few Hermite polynomials
are
(z) = 1,
(2) = 2,
3(r) = 8% — 12z,
() = 162" — 482% + 12,
) 3225 — 1602 + 120z.

The normalization is such that
/ Hy(2)Hyp(2)e™ dz = 2"n!\/T 0, (2.57)

as may be proved by using the generating function. The three-term recur-

rence relation is
2eH,(z) = Hpy1(z) — 2nH, - (). (2.58)
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Exercise 2.3: Evaluate the integral

00
_ .2 _ 2 42
F(S,t) :/ e e2sr s e2tw t dx

—00

and expand the result as a double power series in s and t. By examining the
coefficient of s™t", show that

/ Hy(z)Hp(2)e™™ dz = 2"/ T m.

Exercise 2.4: Let )

on(T) = WH (z

be the normalized Hermite functions. They form a complete orthonormal set
in L?(R). Starting from the generating function for the Hermite polynomials,
show that

)e—m2/2

1 {41‘yt— (22 4+ 9y (1 +12)

gtn(pn(x)%(y) = =" = } . 0<t<1.

This is Mehler’s formula.

Exercise 2.5: Let ¢,(x) be the same functions as in the previous exercise.
Define a Fourier-transform operator F : L?(R) — L?(R) by

F=—=[ e f(s) ds.

With this normalization of the Fourier transform, F'4 is the identity map. The
possible eigenvalues of F' are therefore 1, 4. Starting from (2.56), show that
the ¢, (x) are eigenfunctions of F, and that

F(‘pn) = chpn(w)

Tchebychef polynomials

These are defined by taking a = —1, b = +1 and w(z) = (1 — 22)*/2. The
Tchebychef polynomials of the first kind are

1

T, (x) = cos(ncos™" z). (2.59)
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The first few are

T(](.ZL’) = 1,
Ti(x) = =,
Ty(z) = 22° —1,

T3(x) = 4a° — 3z
The Tchebychef polynomials of the second kind are
sin(ncos™tz) 1.,
Un— =———~=-T(2). 2.60
1() sin(cos™! x) n () ( )

and the first few are

U-i(z) = 0,
Up(z) = 1,
Ui(z) = 2,
Uy(z) = 4a*—1,

Us(x) = 8z° —4u.
T, and U, obey the same recurrence relation
22T, = Thp+ T,
22U, = Up1+U,_1,

which are disguised forms of elementary trigonometric identities. Their or-
thogonality is also a disguised form of the orthogonality of the functions
cosnf and sinnf. After setting x = cos 6 we have

T 1 1
/ cosnb cosmb df = / T.(2)T(x) dz = hydpm, n,m, >0,
0 —

1 1-— $2
(2.61)
where hg = 7, h, = 7/2, n > 0, and

T 1
/ sin n# sinmé df = / V1= 22U, 1(2)Up—1(x) de = zénm, n,m > 0.
0 -1

2
(2.62)
The set {T,,(x)} is therefore orthogonal and complete in L?I_xQ),l 2[—1,1],
and the set {U,(x)} is orthogonal and complete in L?l_ 2 [—1,1]. Any

x2
function continuous on the closed interval [—1, 1] lies in both of these spaces,

and can therefore be expanded in terms of either set.
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2.3 Linear Operators and Distributions

Our theme is the analogy between linear differential operators and matrices.
It is therefore useful to understand how we can think of a differential operator
as a continuously indexed “matrix”.

2.3.1 Linear operators

The action of a finite matrix on a vector y = Ax is given in components by
yi = Ay;. (2.63)

The function-space analogue of this, g = Af, is naturally to be thought of as

b
g(z) = / Ale.y)(y) dy. (2.64)

where the summation over adjacent indices has been replaced by an inte-
gration over the dummy variable y. If A(z,y) is an ordinary function then
A(z,y) is called an integral kernel. We will study such linear operators in
the chapter on integral equations.

The identity operation is

fz) = / 5(x — ) (y) dy. (2.65)

and so the Dirac delta function, which is not an ordinary function, plays the
role of the identity matrix. Once we admit distributions such as §(x), we can
think of differential operators as continuously indexed matrices by using the
distribution J

§(z) = “%5(95)”. (2.66)

The quotes are to warn us that we are not really taking the derivative of the
highly singular delta function. The symbol ¢’(z) is properly defined by its
behaviour in an integral

[de-wiwar = [ Lsw-ns
a ab d
- [ gt -
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b
— / f'(y)d(x —y)dy, (Integration by parts)
f'().

The manipulations here are purely formal, and serve only to motivate the
defining property

/ 5z — y)f () dy = f'(2). (2.67)

It is, however, sometimes useful to think of a smooth approximation to
0'(x — a) being the genuine derivative of a smooth approximation to é(x —a).

Smooth approximations to §(z — a) and d'(z — a).

We can now define higher “derivatives” of d(x) by

/ 50 (2) f(z)dz = (~1)" F™(0), (2.68)

and use them to represent any linear differential operator as a formal integral
kernel.
Example: In chapter one we formally evaluated a second functional derivative
and ended up with the distributional kernel (1.185), which we here write as
d d
k(r,y) = ——(py)7-0(y—=) ) +a(y)ily — )
dy dy
= —p)d"(y — ) = p'(y)d'(y — =) + q(y)d(y — z). (2.69)

When £k acts on a function u, it gives

/k(x, yuly)dy = / {=p(y)d"(y —x) = p'(y)d'(y — ) + q(y)o(y — )} u(y) dy
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= /5(y —x) {=[p(y)u)]" + [P’ W)u)] + q(y)uly)} dy
= [ 8= D {-p )~ $ ) + aw)u(w)} dy

- 1 (o) + i) (270)

The continuous matrix (1.185) therefore does, as indicated in chapter one,
represent the Sturm-Liouville operator L defined in (1.181).

Exercise 2.6: Consider the distributional kernel

k(z,y) = az2(y)d" (z — y) + a1(y)d'(x — y) + ao(y)d(z — y). (2.71)
Show that
[ e wut) dy = (aa@u(@) + (@@u@) + anwu),  (272)
and that
k(z,y) = az(2)d" (z — y) + a1 (z)d (z — y) + ao(z)d(x — y), (2.73)
leads to
/k(m, y)u(y) dy = as(z)u” (z) + a1 (z)u' (z) + ap(x)u(z). (2.74)

Exercise 2.7: The distributional kernel (2.69) was originally obtained as a
second functional derivative

9 dJ[y]
k(zy, 1) = dy(z1) <5y(x2)>

d

= _dil'g <p(:n2)d—m5(:n2 - :U1)> + q(x2)6(x9 — 7).

By analogy with conventional partial derivatives, we would expect that

5y<5m1> <6ZEA>> B 5y<5m2> <6ZEA>> ’

but x; and z9 appear asymmetrically in k(x1,z2). Define

kT (21, 2) = k(22,21),
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and show that
/kT(:cl,xg)u(acg)dwg = /k(xl,xg)u(xg)dxg.

Conclude that, superficial appearance notwithstanding, we do have k(z1,x2) =
k(xg,x1).

The example and exercises show that linear differential operators correspond
to continuously-infinite matrices having entries only infinitesimally close to
their main diagonal.

2.3.2 Distributions and test-functions

It is possible to work most the problems in this book with no deeper under-
standing of what a delta-function is than that presented in section 2.3.1. At
some point however, the more careful reader will wonder about the logical
structure of what we are doing, and will soon discover that too free a use
of §(x) and its derivatives can lead to paradoxes. How do such creatures fit
into the function-space picture, and what sort of manipulations with them
are valid?

We often think of §(z) as being a “limit” of a sequence of functions whose
graphs are getting narrower and narrower while their height grows to keep
the area under the curve fixed. An example would be the spike function
dc(x — a) in the figure

Approximation 6.(x — a) to d(z — a).
The L? norm of 4.,
1

- (2.75)

6.1 = / 6. (x)? da =
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tends to infinity as € — 0, so d. cannot be tending to any function in L?.
This delta function has infinite “length,” and so is mot an element of our
Hilbert space.

The simple spike is not the only way to construct a delta function. In
Fourier theory we meet

A 1sinA
Sa(z) = / gike 0k _ 1sinAz. (2.76)

A 2 7 «x

which becomes a delta-function when A becomes large. In this case

< gin2A
16, ]1% = /_OO WA dr = A (2.77)
Again the “limit” has infinite length and cannot be accommodated in Hilbert
space. This d,(x) is even more pathological than ¢.. It provides a salutary
counter-example to the often asserted “fact” that §(z) = 0 for z # 0. As
A becomes large 0,(0) diverges to infinity. At any fixed non-zero x, how-
ever, d5(z) oscillates between +1/x as A grows. Consequently the limit
limp o, 95 (2) exists nowhere. It therefore makes no sense to assign a numer-
ical value to §(z) at any x.

Given its wild behaviour, is not surprising that mathematicians looked
askance at Dirac’s 6(x). It was only in 1944, long after its effectiveness in
solving physics and engineering problems had become an embarrassment,
that Laurent Schwartz was able to tame §(z) by creating his theory of dis-
tributions. Using the language of distributions we can state precisely the
conditions under which a manoeuvre involving singular objects such as ¢'(x)
is legitimate.

Schwartz’ theory is built on a concept from linear algebra. Recall that
the dual space V* of a vector space V' is the vector space of linear functions
from the original vector space V' to the field over which it is defined. We
consider d(x) to be an element of the dual space of a vector space 7 of test
functions. When a test function ¢(x) is plugged in, the §-machine returns
the number ¢(0). This operation is a linear map because the action of § on
Ap(z)+px(x) is to return Ap(0)4px(0). Test functions are smooth (infinitely
differentiable) functions that tend rapidly to zero at infinity. Exactly what
class of function we chose for 7 depends on the problem at hand. If we are
going to make extensive use of Fourier transforms, for example, we mght
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select the Schwartz space, S(R). This is the space of infinitely differentiable
functions op(z) such that the seminorms®

™y
dx™

} (2.78)

|| m.n = sup {‘x|n
zeR

are finite for all positive integers m and n. The Schwartz space has the
advantage that if ¢ is in S(R), then so is its Fourier transform. Another
popular space of test functions is D consisting of C'*° functions of compact
support—meaning that each function is identically zero outside some finite
interval. Only if we want to prove theorems is a precise specification of 7°
essential. For most physics calculations infinite differentiability and a rapid
enough decrease at infinity for us to be able to ignore boundary terms is all
that we need.

The “nice” behaviour of the test functions compensates for the “nasty”
behaviour of §(x) and its relatives. The objects, such as §(x), composing the
dual space 7* are called generalized functions, or distributions. Actually,
not every linear map 7 — R is to be included in 7%, because, for technical
reasons, we must require the maps in the dual space to be continuous. In
other words, if ¢, — ¢, we want all distributions u to obey u(p,) — u(p).
Making precise what we mean by ,, — ¢ is part of the task of specifying 7.
In the Schwartz space, for example, we declare that ¢, — ¢ if |©, — @|pm —
0, for all positive m,n.

When they wish to stress the dual-space aspect of distribution theory,
mathematically minded authors use the notation

() = #(0), (2.79)

or

(0,0) = (0), (2.80)

/5(x)go(x) dx = ¢(0). (2.81)

The expression (4, ¢) here represents the pairing of the element ¢ of the
vector space 7 with the element ¢ of its dual space 7*. It should not be

3A seminorm |- | is like a norm, except that |¢| = 0 does not imply that ¢ = 0.
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thought of as an inner product as the distribution and the test function lie in
different spaces. The “integral” in the common notation is purely symbolic,
of course, but the common notation should not be despised even by those in
quest of rigour. It suggests correct results, such as

1
/5((190 —b)p(x)dr = mgp(b/a), (2.82)
which would look quite unmotivated in the dual-space notation.

The distribution ¢’(z) is now defined by the pairing

(0, ) = =¢'(0), (2.83)

where the minus sign comes from imagining an integration by parts that
takes the “derivative” off §(z) and puts it on to the smooth function ¢ (z):

“/5'(1’)@0(x) dx” = —/5(1’)@0’(:5) dr. (2.84)
Similarly 6 (z) is now defined by the pairing

(8", ) = (=1)""(0). (2.85)

The “nicer” the class of test function we take, the “nastier” the class
of distributions we can handle. For example, the Hilbert space L? is its
own dual: the Riesz-Fréchet theorem (see exercise 2.10) asserts that any
continuous linear map F : L2 — R can be written as F[f] = (I, f) for some
[ € L2, The delta-function map is not continuous when considered as a
map from L? — R however. An arbitrarily small change, f — f +Jf, in a
function (small in the L? sense of ||§ f|| being small) can produce an arbitrarily
large change in f(0). Thus L? functions are not “nice” enough for their
dual space to be able accommodate the delta function. Another way of
understanding this is to remember that we regard two L? functions as being
the same whenever ||f; — f2|| = 0. This distance will be zero even if f;
and fo differ from one another on a countable set of points. As we have
remarked earlier, this means that elements of L? are not really functions
at all — they do not have an assigned valued at each point. They are,
instead, only equivalence classes of functions. Since f(0) is undefined, an any
attempt to interpret the statement [d(z)f(z)dz = f(0) for f an arbitrary
element L? is necessarily doomed to failure. Continuous functions, however,
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do have well-defined values at every point. If we take the space of test
of functions 7 to consist of all continuous functions, but not demand that
they be differentiable, then 7* will include the delta function, but not its
“derivative” ¢'(z), as this requires us to evaluate f’(0). If we require the test
functions to be once-differentiable, then 7* will include §'(x) but not §”(x),
and so on.

When we add suitable spaces 7 and 7 * to our toolkit, we are constructing
what is called a rigged* Hilbert space. In such a rigged space we have the
inclusion

TCcL*=[L*]"CcT". (2.86)

The idea is to take the space 7* big enough to contain objects such as the
limit of our sequence of “approximate” delta functions J., which does not
converge to anything in L2.

Ordinary functions can also be regarded as distributions, and this helps
illuminate the different senses in which a sequence wu, can converge. For
example, we can consider the functions

u, =sinnrr, 0<zx<I1, (2.87)

as being either elements of L?[0,1] or as distributions. As distributions we
evaluate them on a smooth function ¢ as

(un,ap):/o o(z)u,(x) de. (2.88)

Now
lim (up, ) =0, (2.89)

n—~o0

since the high-frequency Fourier coefficients of any smooth function tend to
zero. We deduce that as a distribution we have lim,,_,o, u, = 0. Considered
as elements of L%, however, the u, do not tend to zero. Their norm obeys
||un|| = 1/2 and so all the u, remain at the same fixed distance from 0.

Exercise 2.8: Here we show that the elements of L2[a,b], which we defined
in exercise 2.2 to be the formal limits of of Cauchy sequences of continuous
functions, may be thought of as distributions.

4“Rigged” as in a sailing ship ready for sea, not “rigged” as in a corrupt election.
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i) Let ¢(z) be a test function and f,(x) a Cauchy sequence of continuous
functions defining f € L?. Use the Cauchy-Schwarz-Bunyakovsky in-
equality to show that the sequence of numbers (p, f,,) is Cauchy and so
deduce that lim, .o (¢, frn) exists.

ii) Let ¢(z) be a test function and ffll)(x) and fr(Lz) (z) be a pair of equiva-
lent sequences defining the same element f € L?. Use Cauchy-Schwarz-
Bunyakovsky to show that

lim (o, £V — fi) = 0.

n—~o0

Combine this result with that of the preceding exercise to deduce that
we can set

(0, f) = lim_(p", fu),
and so define f = lim,_. o fn as a distribution.

The interpretation of elements of L? as distributions is simultaneously simpler
and more physical than the classical interpretation via the Lebesgue integral.

Weak derivatives

By exploiting the infinite differentiability of our test functions, we were able
to make mathematical sense of the “derivative” of the highly singular delta
function. The same idea of a formal integration by parts can be used to
define the “derivative” for any distribution, and also for ordinary functions
that would not usually be regarded as being differentiable.

We therefore define the weak or distributional derivative v(z) of a distri-
bution u(z) by requiring its evaluation on a test function ¢ € 7 to be

/ v(z)p(z)de & — / u(z)¢ () da. (2.90)

In the more formal pairing notation we write

(v,0) € —(u,¢). (2.91)

The right hand side of (2.91) is a continuous linear function of ¢, and so,
therefore, is the left hand side. Thus the weak derivative v’ = v is a well-
defined distribution for any w.

When u(x) is an ordinary function and differentiable in the conventional

sense, its weak derivative coincides with the usual derivative. When the
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function is not conventionally differentiable the weak derivative still exists,
but does not assign a numerical value to the derivative at each point. It is
therefore a distribution and not a function.

The elements of L? are not quite functions — having no well-defined
value at a point — but are particularly mild-mannered distributions, and
their weak derivatives may themselves be elements of L2. It is this weak
sense that we will, in later chapters, allow differential operators to act on L?
“functions”.

Example: In the weak sense

d
Lial = sen(a), (2.92)
dx

d

— = 20(x). 2.93
2 (@) = 20(2) (2.99)
The object |z| is an ordinary function, but sgn(z) has no definite value at
x = 0, whilst (z) has no definite value at any .

Example: As a more subtle illustration, consider the weak derivative of the
function In |z|. With ¢(z) a test function, the improper integral

1:—/_2';@( )ln|x\dx——€1€1120(/ / ) o) In|z|dr  (2.94)

is convergent and defines the pairing (—In|z|,¢"). We wish to integrate by
parts and interpret the result as ([In|z|), ). The logarithm is differentiable
in the conventional sense away from z = 0, and

Infolg(2)} = —p(a) + Infelg!(2). @ £0. (2.95)

From this we find that

“nlel g = i { ([ [7) R+ (el - e mie) }

(2.96)
So far ¢ and &’ are unrelated except in that they are both being sent to zero.
If, however, we choose to make them equal, ¢ = ¢/, then the integrated-out
part becomes

(#() = ¢(=2)) mle] ~ 26 (0)= ne], (2.97)
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and this tends to zero as € becomes small. In this case

~lell ) = { ([ 4 [7) ewarh. oy

By the definition of the weak derivative, the left hand side of (2.98) is the
pairing ([In|z]]’, ). We conclude that

d 1

where P(1/z), the principal-part distribution, is defined by the right-hand-
side of (2.98). It is evaluated on the test function ¢(z) by forming [ ¢(z)/x dz,
but with an infinitesimal interval from —e to +¢, omitted from the range
of integration. It is essential that this omitted interval lie symmetrically
about the dangerous point x = 0. Otherwise the integrated-out part will
not vanish in the ¢ — 0 limit. The resulting principal-part integral, written
P [ ¢(z)/x dz, is then convergent and P(1/x) is a well-defined distribution
despite the singularity in the integrand. Principal-part integrals are common
in physics. We will next meet them when we study Green functions.

For further reading on distributions and their applications we recommend
M. J. Lighthill Fourier Analysis and Generalised Functions, or F. G. Fried-
lander Introduction to the Theory of Distributions. Both books are published
by Cambridge University Press.

2.4 Exercises and Problems

The first two problems lead to a proof of the Riesz-Fréchet theorem. Al-
though not an essential part of our story, they demonstrate how “complete-
ness” is used in Hilbert space theory, and provide some practice with “e, 9”
arguments for those who desire it.

Exercise 2.9: Show that if a norm || || is derived from an inner product, then
it obeys the parallelogram law

1F + gl + 1Lf = gll* = 2011 + Ngll®)-

Let N be a complete linear subspace of a Hilbert space H. Let g ¢ N, and let

inf [lg — f|| = d.
Jnf llg — £l
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Show that there exists a sequence f, € N such that lim, . || f. — g/ = d.
Use the parallelogram law to show that the sequence f;, is Cauchy, and hence
deduce that there is a unique f € N such that ||g — f|| = d. Conclude that
d > 0. Show also that ((¢ — f),h) =0 for all h € N.

Exercise 2.10: Riesz-Fréchet theorem. Let L[h] be a continuous linear func-
tional on a Hilbert space H. Here continuous means that

lhn, — h|| — 0= L[h,] — L[h].

Show that the set N = {f € H : L[f] = 0} is a complete linear subspace of H.

Suppose now that there is a ¢ € H such that L(g) # 0, and let [ € H be the
vector “g — f” from the previous problem. Show that

Llh] = {ad,h), a=Llgl/{l,g) = Llg)/|lU|I*.

A continuous linear functional can therefore be expressed as an inner product.

Next we have some problems on orthogonal polynomials and three-term re-
currence relations. They provide an excuse for reviewing some linear algebra,
and also serve to introduce the theory behind some practical numerical meth-

ods.

Exercise 2.11: Let {P,(z)} be a family of polynomials orthonormal on [a, b]
with respect to a a positive weight function w(z), and with deg[P,(x)] = n.
Let us also scale w(z) so that ff w(z)dr =1, and Py(z) = 1.

a)

Suppose that the P,(z) obey the three-term recurrence relation
zP,(z) = by Pot1(x)+anPp(x)+bp—1Pr—1(z); P_i(x) =0, Py(x) = 1.
Define
pn(x) = Pn($)(bn—1bn—2 e bO)a
and show that
Tpn(2) = Pny1(2) + anpn () + b%—lpn—l(l'); p-1(r) =0, po(z) = 1.

Conclude that the p,(x) are monic — i.e. the coefficient of their leading
power of x is unity.
Show also that the functions

b
Pn(x) — pn(€
inla) = [ 2B gy
a T — §
are degree n—1 monic polynomials that obey the same recurrence relation
as the p,(z), but with initial conditions go(x) = 0, ¢1(x) = f:w dr = 1.
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Warning: While the ¢, (x) polynomials defined in part b) turn out to be very
useful, they are not mutually orthogonal with respect to ( , ),,-
Exercise 2.12: Gaussian quadrature. Orthogonal polynomials have application
to numerical integration. Let the polynomials {P,,(z)} be orthonormal on [a, b]
with respect to the positive weight function w(z), and let z,, v =1,..., N be
the zeros of Py(z). We will show that if we define the weights

/7 Py (z)
w,,_/a P w(z) dz

xy)(z —x)

then the approximate integration scheme

/ f(@)w(z)dr =~ wyf(x1) +waf(w2) + - wn f(on),

known as Gauss’ quadrature rule, is exact for f(x) any polynomial of degree
less than or equal to 2N — 1.

a) Let m(z) = (z — &)(z — &) -+ (x — {n) be a polynomial of degree N.
Given a function F'(x), show that

dof _ m(z)
ZF &) e e

is a polynomial of degree N — 1 that coincides with F(z) at z = &,,

v=1,...,N. (This is Lagrange’s interpolation formula.)
b) Show that if F(x) is polynomial of degree N — 1 or less then Fp(x) =

c) Let f(x) be polynomial of degree 2N — 1 or less. Cite the polynomial
division algorithm to show that there exist polynomials Q(x) and R(x),
each of degree N — 1 or less, such that

f(z) = Py(2)Q(x) + R(x).
d) Show that f(z,) = R(z,), and that

/ F)w(e) do = / ' Rizyw(x) dr.

e) Combine parts a), b) and d) to establish Gauss’ result.

f) Show that if we normalize w(x) so that [wdz = 1 then the weights w,
can be expressed as w, = gn(z,)/py(x,), where p,(z), ¢,(z) are the
monic polynomials defined in the preceding problem.



2.4. EXERCISES AND PROBLEMS

The ultimate large-IN exactness of Gaussian quadrature can be expressed as

w(x) = A}gnoo {Z d(x — :U,,)w,,} .

Of course, a sum of Dirac delta-functions can never become a continuous
function in any ordinary sense. The equality holds only after both sides are
integrated against a smooth test function, i.e. when it is considered as a
statement about distributions.

Exercise 2.13: The completeness property of a set of polynomials {P,(x)},
orthonormal set with respect to the positive weight function w(x), is equivalent
to the statement that

S Pu(@)Paly) = ——b(z — ).
(
n=0

w(z)

It is useful to have a formula for the partial sums of this infinite series.

Suppose that the polynomials P,(x) obey the three-term recurrence relation
2Py () = by Poy1(z) + anPp(x) + bp—1Pp—1(x); P-1(z) =0, Py(zx) = 1.

Use this recurrence relation, together with its initial conditions, to obtain the
Christoffel-Darbouz formula

_ by_a[Py (@) Py—1(y) — PN—l(l‘)PN(y)].
r—Y

N-1
Z Po(z)Pu(y)
n=0

Exercise 2.14: Again suppose that the polynomials P, (x) obey the three-term
recurrence relation

2P, (x) = by Pry1(x) + anPp(z) + bp—1Pp—1(x); P_1(x) =0, Py(x) = 1.

Consider the N-by-N tridiagonal matrix eigenvalue problem

_aN_l bN_2 0 0 0 UN-1 _’LLN_l
by—2 an—2 by-g O ... 0 UN_2 UN_2
0 by-3 an—3 by—g ... O UN_3 UN_3
. — .
0 b2 as bl 0 (%) (15
0 0 bl aq b(] (75} (75}
| 0 0 0 bo ag | | Uo | L Uo |
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a)

b)
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Show that the eigenvalues z are given by the zeros z,, v = 1,...,N
of Py(x), and that the corresponding eigenvectors have components
Up = Py(xy),n=0,...,N — 1.

Take the x — y limit of the Christoffel-Darboux formula from the preced-
ing problem, and use it to show that the orthogonality and completeness
relations for the eigenvectors can be written as

N-1
ZPn(I'V)Pn(xu) = w;léuua

n=0

N
> wyPu(z))Pu(@)) = Opm, mm <N -1,
v=1

where w1 = bn_1 Py () Pn—1(z).

Use the original Christoffel-Darboux formula to show that, when the
P, (x) are orthonormal with respect to the positive weight function w(x),
the normalization constants w,, of this present problem coincide with the
weights w, occurring in the Gauss quadrature rule. Conclude from this
equality that the Gauss-quadrature weights are positive.

Exercise 2.15: Write the N-by-N tridiagonal matrix eigenvalue problem from
the preceding exercise as Hu = zu, and set dy(z) = det (zI — H). Similarly
define d,, (x) to be the determinant of the n-by-n tridiagonal submatrix with x—
Gn-1,-..,T—ag along its principal diagonal. Laplace-develop the determinant
d,,(x) about its first row, and hence obtain the recurrence

dpy1(2) = (x — an)dn(z) — by _1dp—1(2).

Conclude that

det (I — H) = py(2),

where p,(x) is the monic orthogonal polynomial obeying

Tpn () = pr1(2) + anpn(x) + b3_1pn1(2);  p-1(z) =0, po(z) = 1.

Exercise 2.16: Again write the N-by-N tridiagonal matrix eigenvalue problem
from the preceding exercises as Hu = zu.

a) Show that the lowest and rightmost matrix element

(0](zI — H)70) = (21 — H)yy
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of the resolvent matriz (zI — H)™! is given by a continued fraction
GN-1,0(z) where, for example,

G3,z(x): b2
0
Tr —apg —
2
r—ay — bl
2
b2
T—ay — —————
r—az+z

b) Use induction on n to show that

Qn(‘r)z + Qn-i-l(w)

Gn,z(l') = pn(x)z + pn+1(x),

where p,(x), ¢n(x) are the monic polynomial functions of = defined by
the recurrence relations

zpn(z) = Ppi1(2) + anpp(@) + 02 _1pp-1(z), p_1(x) =0, po(z) =1,
24 (T) = Gn1(2) + an@n(z) +02_1gn-1(2), qo(z) =0, qi(z) = 1.
b) Conclude that
1\ qn ()
(0](2I = H)™'[0) = o (@)’

has a pole singularity when x approaches an eigenvalue z,. Show that
the residue of the pole (the coefficient of 1/(z — x,,)) is equal to the
Gauss-quadrature weight w, for w(z), the weight function (normalized
so that f wdx = 1) from which the coefficients a,,, b, were derived.

Continued fractions were introduced by John Wallis in his Arithmetica Infin-
itorum (1656), as was the recursion formula for their evaluation. Today, when
combined with the output of the next exercise, they provide the mathematical
underpinning of the Haydock recursion method in the band theory of solids.
Haydock’s method computes w(z) = limy_o {>_, d(x — z,)w,}, and inter-
prets it as the local density of states that is measured in scanning tunnelling
microscopy.

Exercise 2.17: The Lanczos tridiagonalization algorithm. Let V be an N-
dimensional complex vector space equipped with an inner product ( , ) and
let H:V — V be a hermitian linear operator. Starting from a unit vector ug,
and taking u_; = 0, recursively generate the unit vectors u,, and the numbers
an, by and ¢, by

Hu,, = byuy,41 + apu, +cp_1uy,_1,
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where the coefficients

a, = (up,Huy,),
<un—17 Hun>7

Cpn—1
ensure that u,41 is perpendicular to both u,, and u,_1, and
bn, = ”Hun — apUln — cn—lun—l”y

a positive real number, makes |[u,41|| = 1.

a) Use induction on n to show that u,y;, although only constructed to be
perpendicular to the previous two vectors, is in fact (and in the absence
of numerical rounding errors) perpendicular to all u,, with m < n.

b) Show that a,, ¢, are real, and that ¢,—1 = b,_1.

c) Conclude that by_; = 0, and (provided that no earlier b, happens to
vanish) that the u,, n = 0,..., N — 1, constitute an orthonormal basis
for V, in terms of which H is represented by the N-by-N real-symmetric
tridiagonal matrix H of the preceding exercises.

Because the eigenvalues of a tridiagonal matrix are given by the numerically
easy-to-find zeros of the associated monic polynomial py(x), the Lanczos al-
gorithm provides a computationally efficient way of extracting the eigenvalues
from a large sparse matrix. In theory, the entries in the tridiagonal H can
be computed while retaining only u,, u,—1 and Hu, in memory at any one
time. In practice, with finite precision computer arithmetic, orthogonality
with the earlier u,, is eventually lost, and spurious or duplicated eigenvalues
appear. There exist, however, strategies for identifying and eliminating these
fake eigenvalues.

The following two problems are “toy” versions of the Laz pair and tau func-
tion constructions that arise in the general theory of soliton equations. They

provide useful practice in manipulating matrices and determinants.

Exercise 2.18: The monic orthogonal polynomials p;(z) have inner products

wipi)o = [ iops(@pule) ds = bt
and obey the recursion relation

api(x) = piy1(x) + aipi(x) + b7 1pic1(x);  p_1(z) =0, po(z) = 1.
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Write the recursion relation as

Lp = zp,
where
L= L oay 0 0| o |p
1 aq bg P1
0 0 1 ap Po

Suppose that
o
w(zr) = exp {— Z tna:"} ,
n=1

and consider how the p;(z) and the coefficients a; and b? vary with the pa-
rameters &,,.

a) Show that
op
= _mM® 7
oty P
where M(™ is some strictly upper triangular matrix - i.e. all entries on
and below its principal diagonal are zero.

b) By differentiating Lp = xp with respect to t,, show that

oL
oL v
o =M™ L.

c) Compute the matrix elements
MOy = [ OPi
<Z|M( )|J> = Mij = <p]7 8tn>w

(note the interchange of the order of ¢ and j in the ( , ), product!) by
differentiating the orthogonality condition (p;,p;), = hid;;. Hence show
that

M®™ = (L"),
where (L"), denotes the strictly upper triangular projection of the n’th

power of L — i.e. the matrix L", but with its diagonal and lower trian-
gular entries replaced by zero.

Thus
OL

S - o),

describes a family of deformations of the semi-infinite matrix L that, in some
formal sense, preserve its eigenvalues x.
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Exercise 2.19: Let the monic polynomials p,(z) be orthogonal with respect to

the weight function
w(z) = exp { Z tpa™ }

Define the “tau-function” 7, (t1,t2,ts...) of the parameters t; to be the n-fold

integral
n(ty,ta, ... // /d:nmdzvg cdx, A exp{ Z Ztma: }

v=1m=1
where
x]" 1 x]" 2 o1
1 n—2
xy T co.oxg 1
Alx) = ", : o T H(m,, —u)
: : .o ol
L U S |
is the n-by-n Vandermonde determinant.
a) Show that
7~ 1 7~ z oooxp 1 Pn-1(1)  pn-2(x1) ... p1(z1) po(z1)
wy owy o . wg 1) pnoa(x2)  paoa(z2) ... pi(z2)  po(w2)
fﬂz_l 552_2 ooy 1 Pn—l(xn) pn—2($n) pl(xn) pO(xn)

b) Combine the identity from part a) with the orthogonality property of the
pn(x) to show that

pn(x) = Ti/dxld$2...d1‘nA2 ﬁ (x —xy exp{ Z itmaﬂ}
n p=1

v=1m=1
Tt thth, )
Tn(t17t27t37 o )

where
t o =tm+

max™’
Here are some problems on distributions:

Exercise 2.20: Let f(z) be a continuous function. Observe that f(z)d(x) =
f£(0)d(z). Deduce that
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If f(x) were differentiable we might also have used the product rule to conclude

that d
T @)6()] = '@)3(@) + f(@)0(2).

Show, by evaluating f(0)d'(z) and f'(z)d(x) + f(z)d'(z) on a test function
(), that these two expressions for the derivative of f(x)d(x) are equivalent.

Exercise 2.21: Let ¢(x) be a test function. Show that

%{P/oo(m—t }P/ :v—t A

Show further that the right-hand-side of this equation is equal to

e () o) = Ly

Exercise 2.22: Let 0(z) be the step function or Heaviside distribution

1, x>0
O(x) = { undefined, z =0,
0, z < 0.

By forming the weak derivative of both sides of the equation

lin% In(z +ie) = In |x| + inf(—2x),
e—

lim < ! , ) =P <l> —imo(x).
e—=0 \ T + 1€ x

Exercise 2.23: Use induction on n to generalize exercise 2.21 and show that

O e >

— m=0

0 ,(n)
= P/ L4 dx.
o T — 1

Exercise 2.24: Let the non-local functional S[f] be defined by

47T/ / { $_$$/)}2d$dx/

Compute the functional derivative of S[f] and verify that it is given by
08 1d < f(« .,
= P .
of(x) de{ _oo$_$/dx

See exercise 6.8 for an occurence of this functional.

show that
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Chapter 3

Linear Ordinary Differential
Equations

In this chapter we will discuss linear ordinary differential equations. We will
not describe tricks for solving any particular equation, but instead focus on
those aspects the general theory that we will need later.

We will consider either homogeneous equations, Ly = 0 with

Ly = po(2)y™ + pi(2)y" D + -+ pa(a)y, (3.1)
or inhomogeneous equations Ly = f. In full,
po(@)y™ +pr(x)y" D + -+ pu(x)y = f(2). (3.2)

We will begin with homogeneous equations.

3.1 Existence and Uniqueness of Solutions

The fundamental result in the theory of differential equations is the existence
and uniqueness theorem for systems of first order equations.

3.1.1 Flows for first-order equations

Let ', ..., 2", be a system of coordinates in R", and let X*(z!, 22, ..., 2" t),
1 =1,...,n, be the components of a t-dependent vector field. Consider the

93
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system of first-order differential equations

1
% = X'(z' 2% ... 2" ),
2
% = X*(2' 2% ... 2",
"
% = X"l a?, ... 2" t). (3.3)
For a sufficiently smooth vector field (X!, X2 ... X™) there is a unique solu-

tion z'(t) for any initial condition z(0) = z}. Rigorous proofs of this claim,
including a statement of exactly what “sufficiently smooth” means, can be
found in any standard book on differential equations. Here, we will simply
assume the result. It is of course “physically” plausible. Regard the X° as
being the components of the velocity field in a fluid flow, and the solution
2%(t) as the trajectory of a particle carried by the flow. An particle initially at
7'(0) = z! certainly goes somewhere, and unless something seriously patho-
logical is happening, that “somewhere” will be unique.
Now introduce a single function y(t), and set

1

= Y
a2 =y,
2=
" = gy, (3.4)
and, given smooth functions po(t),...,pn(t) with po(t) nowhere vanishing,
look at the particular system of equations
d 1
= _
dt
d 2
= _ s
dt
dxn—l .
= €T s
dt
dx™ 1
— = —— (pa" 4"+ 4 puat). (3.5)

dt Do
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This system is equivalent to the single equation

n n—1
PO 4T Y g (Y B =0 (36)
Thus an n-th order ordinary differential equation (ODE) can be written as a
first-order equation in n dimensions, and we can exploit the uniqueness result
cited above. We conclude, provided pg never vanishes, that the differential
equation Ly = 0 has a unique solution, y(t), for each set of initial data
(¥(0),9(0),4(0), ...,y ~(0)). Thus,
i) If Ly = 0 and y(0) = 0, %(0) = 0, j(0) = 0, ..., y™V(0) = 0, we
deduce that y = 0.
ii) If y1(f) and yo(t) obey the same equation Ly = 0, and have the same
initial data, then y;(t) = y(t).

3.1.2 Linear independence

In this section we will assume that py does not vanish in the region of z we are
interested in, and that all the p; remain finite and differentiable sufficiently
many times for our formulse to make sense.

Consider an n-th order linear differential equation

po(x)y™ + py(2)y" V) + -+ pu(z)y = 0. (3.7)

The set of solutions of this equation constitutes a vector space because if y; (x)
and yy(x) are solutions, then so is any linear combination Ay;(z) + pys(z).
We will show that the dimension of this vector space is n. To see that this
is so, let y;(z) be a solution with initial data

yl(o) = 1

vi(0) =0,

w' =0, (38)
let yo(z) be a solution with

yQ(O) 07
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and so on, up to y,(z), which has

yn(o) = 0,
y;(O) = 0,
yn=b — (3.10)
We claim that the functions y;(x) are linearly independent. Suppose, to the
contrary, that there are constants Ay, ..., \, such that
0= My1(x) + Aaya(x) + - - - + Apyn(2). (3.11)
Then
Differentiating once and setting x = 0 gives
0= My1(0) + Xayn(0) + - - -+ Xyl (0) = Ay = 0. (3.13)

We continue in this manner all the way to
0= " (0) + Xy O0) + -+ ApV0) = A =0 (3.14)

All the \; are zero! There is therefore no non-trivial linear relation between
the y;(z), and they are indeed linearly independent.

The solutions y;(x) also span the solution space, because the unique solu-
tion with intial data y(0) = ay, ¥/'(0) = as, ..., y™ Y(0) = a, can be written
in terms of them as

y(z) = a1y (x) + agya(x) + - - - apyn(). (3.15)

Our chosen set of n solutions is therefore a basis for the solution space of the
differential equation. The dimension of the solution space is therefore n, as
claimed.

3.1.3 The Wronskian

If we manage to find a different set of n solutions, how will we know whether
they are also linearly independent? The essential tool is the Wronskian:

Y1 Yo e Yn
def ?/1 yé e y;

Wyt .. yn;x) = (3.16)

n:—l n:—l h n:—l
W
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Recall that the derivative of a determinant

a1 a19 e Q1n
921 929 e Qo

D=\ "F (3.17)
Ap1 Ap2 ... Qpp

may be evaluated by differentiating row-by-row:

/ / /
a1 Qg ... Gy, aip a2 ... Qip ajip; a2 ... Qip
/ / /
dD a1 G2 ... Qgnp| |G Qg ... Qg a1 Qg2 ... Qg
= = i . soll ERRRRT R
dx :
/ / /
Al Gp2 oo Qun| | Gpi Qo ... Gpn ay, a., ... a,

Applying this to the derivative of the Wronskian, we find

n Y2 oo Yn
dW ! A .
ar_| s B (3.18)
dx : : - :

w” o) oy

Only the term where the very last row is being differentiated survives. All
the other row derivatives gives zero because they lead to a determinant with
two identical rows. Now, if the y; are all solutions of

we can substitute
n 1 n— n—
" = - (P + pay™ ™ 4 pui) (3.20)
0

use the row-by-row linearity of determinants,

Aayy + pbiy Aarp + pbie .. Aaw, + pbi,
Co1 Co92 e Con
ajlr a2 N AT bll b12 . bln
_ )\ C?l 0?2 . Cg:n n “ C?l C?Q . C2:n ’ (321)

Cn1 Cp2 oo Cpn Cn1 Cp2 oo Cpn
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and find, again because most terms have two identical rows, that only the
terms with p; survive. The end result is

dW P1
— . .22
dr (Po) W (3.22)

Solving this first order equation gives

W (ys; &) = W (ys; o) exp {—/x: (Zég) dé}- (3.23)

Since the exponential function itself never vanishes, W (x) either vanishes at
all , or never. This is Liouville’s theorem, and (3.23) is called Liouwville’s
formula.

Now suppose that y1,...,y, are a set of C" functions of x, not necessarily
solutions of an ODE. Suppose further that there are constants \;, not all zero,
such that

My1(z) + Aaya(x) + - - - 4+ Ay (z) =0, (3.24)

(i.e. the functions are linearly dependent) then the set of equations

AMyp(z) + Xavh(x) + -+ Ayl () = 0,

A"V (@) + deyt" (@) ok Al (@) = 0, (3.25)

has a non-trivial solution A;, Ag, ..., \,, and so the determinant of the coef-
ficients,
hn Y2 S Yn
Y Y ey
w=| "! 2 mo, (3.26)
n—1 n—1 (-1
NI I

must vanish. Thus

‘linear dependence = W = 0.

There is a partial converse of this result: Suppose that 4, ..., y, are solutions
to an n-th order ODE and W (y;;2) = 0 at © = xg. Then there must exist a
set of \;, not all zero, such that

Y(x) = Myi(x) + Xoye(x) + - - 4 Ay () (3.27)
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has 0 = Y (29) = Y'(xg) = --- = Y U(z,). This is because the system of
linear equations determining the \; has the Wronskian as its determinant.
Now the function Y (z) is a solution of the ODE and has vanishing initial
data. It is therefore identically zero. We conclude that

‘ ODE and W = 0 =- linear dependence.

If there is no OED, the Wronskian may vanish without the functions
being linearly dependent. As an example, consider

B 0, x <0,
() = exp{—1/2?}, x>0.

{eXp{—l/I2}> r <0, (3.28)

w(*) = 1, x> 0.

We have W (y1,y2; x) = 0, but yy, y2 are not proportional to one another, and
so not linearly dependent. (Note y; o are smooth functions. In particular thay
have derivatives of all orders at x = 0.)

Given n linearly independent smooth functions y;, can we always find an
n-th order differential equation that has them as its solutions? The answer
had better be “no”, or there would be a contradiction between the preceeding
theorem and the counterexample to its extension. If the functions do satisfy
a common equation, however, we can use a Wronskian to construct it: Let

Ly = po(z)y™ + pi(2)y™ D + - + pu(2)y (3.29)

be the differential polynomial in y(z) that results from expanding

(n)
y" oy y
W oYy

D(y) = |". o (3.30)
u? oy

Whenever y coincides with any of the y;, the determinant will have two
identical rows, and so Ly = 0. The y; are indeed n solutions of Ly = 0. As
we have noted, this construction cannot always work. To see what can go
wrong, observe that it gives

ey U1
yén_l) én_Q) Y2

i) =" P 2| = Wiysa). (331)
ygn—l) y7(1n—2) Y
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If this Wronskian is zero, then our construction fails to deliver an n-th order
equation. Indeed, taking y; and ys to be the functions in the example above
yields an equation in which all three coeffecients pg, p1, pe are identically
zZero.

3.2 Normal Form
In elementary algebra a polynomial equation
apz" +a "+ -a, =0, (3.32)

with ag # 0, is said to be in normal form if a; = 0. We can always put such an
equation in normal form by defining a new variable  with x = Z —a; (nag) ™.

By analogy, an n-th order linear ODE with no 4™~ term is also said to
be in normal form. We can put an ODE in normal form by the substitution
y = wy, for a suitable function w(z). Let

poy"™ +pry" Y -+ pay = 0. (3.33)
Set y = wy. Using Leibniz’ rule, we expand out

1
(w§)® = wi®™ + /gD + %wugm—m bt ™ (330)

The differential equation becomes, therefore,
(wpo)gj(") + (prw +p0nw')gj("_1) + ... =0. (3.35)
We see that if we chose w to be a solution of

prw + ponw’ = 0, (3.36)

- L[ ()} o

then gy obeys the equation

for example

(wpo)§™ + g™ 4. =0, (3.38)

with no second-highest derivative.
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Example: For a second order equation,

y' + 1y +pay =0, (3.39)
we set y(z) = v(z) exp{—3 [, p1(£)d¢} and find that v obeys
V' 4+ Qu=0, (3.40)
where
1, 1,
Q=ps— 5]91 - Zpl’ (3.41)

Reducing an equation to normal form gives us the best chance of solving
it by inspection. For physicists, another advantage is that a second-order
equation in normal form can be thought of as a Schrodinger equation,

d*y
—+ (V(z) = E)y =0, 3.42
L (V@) - By (3.42)
and we can gain insight into the properties of the solution by bringing our
physics intuition and experience to bear.

3.3 Inhomogeneous Equations

A linear inhomogeneous equation is one with a source term:

po(x)y"™ + pr(2)y" Y -+ pa(a)y = fla). (3.43)

It is called “inhomogeneous” because the source term f(z) does not contain
y, and so is different from the rest. We will devote an entire chapter to
the solution of such equations by the method of Green functions. Here, we
simply review some elementary material.

3.3.1 Particular integral and complementary function

One method of dealing with inhomogeneous problems, one that is especially
effective when the equation has constant coefficients, is simply to try and
guess a solution to (3.43). If you are successful, the guessed solution yp;
is then called a particular integral. We may add any solution ycp of the
homogeneous equation

po(:):)y(") + m (a:)y("_l) + -+ pu(x)y=0 (3.44)
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to ypr and it will still be a solution of the inhomogeneous problem. We
use this freedom to satisfy the boundary or initial conditions. The added
solution, ycop, is called the complementary function.

Example: Charging capacitor. The capacitor is initially uncharged, and the
switch is closed at ¢ =0

C
vV — ——Q
A
R
The charge on the capacitor, (), obeys
@  Q
R% + c= V, (3.45)

where R, C, V are constants. A particular integral is given by Q(t) = CV.
The complementary-function solution of the homogeneous problem is

Q(t) = Qoe™ ", (3.46)

where () is constant. The solution satisfying the initial conditions is

Q(t) =CV (1 —e 7Y, (3.47)

3.3.2 Variation of parameters

We now follow Lagrange, and solve

po(x)y"™ +pi(@)y" Y 4+ pa(a)y = f(o) (3.48)

by writing

Y =uvy1 + vy + Ul (3.49)
where the y; are the n linearly independent solutions of the homogeneous
equation and the v; are functions of x that we have to determine. This

method is called variation of parameters.
Now, differentiating gives

Y =01y +oayh + -+ oy, + {Viy F 0y + - UYL (3.50)
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We will chose the v’s so as to make the terms in the braces vanish. Differen-
tiate again:

Y=oyl + oy + - F oy H{on Fosgp o+ oyt (351)

Again, we will chose the v’s to make the terms in the braces vanish. We
proceed in this way until the very last step, at which we demand

ot + oV T = f@) pele). (352)

If you substitute the resulting y into the differential equation, you will see
that the equation is satisfied.
We have imposed the following conditions on v;:

ViYL +vhys vy, = 0,
viyy +ogys + oy, = 0,

VD 4oy kTt = f(@) fpo(a). (3.53)

This system of linear equations will have a solution for v{,..., v/, provided

the Wronskian of the y; is non-zero. This, however, is guaranteed by the
assumed linear independence of the y;. Having found the v{, ..., v}, we obtain
the vy, ..., v, themselves by a single integration.

Example: First-order linear equation. A simple and useful application of this

method solves

g—i + P(z)y = f(x). (3.54)
The solution to the homogeneous equation is
yp = e Ja PO, (3.55)
We therefore set i
y = v(z)e Jo P (3.56)
and find that §
o (z)e Ja PO s — f(g). (3.57)

We integrate once to find

o(z) = /b " p()el s ge, (3.58)
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and so .
va) = [ 1o ot (359)

We select b to satisfy the initial condition.

3.4 Singular Points

So far in this chapter, we have been assuming, either explicitly or tacitly, that
our coefficients p;(x) are smooth, and that py(z) never vanishes. If po(x) does
become zero (or, more precisely, if one or more of the p;/py becomes singular)
then bad things happen, and the location of the zero of pg is called a singular
point of the differential equation. All other points are called ordinary points.
In physics application we often find singular points at the ends of the
interval in which we wish to solve our differential equation. For example, the
origin r = 0 is often a singular point when r is the radial coordinate in plane
or spherical polars. The existence and uniqueness theorems that we have
relied out throughout this chapter may fail at singular endpoints. Consider,

for example, the equation
xy" +vy' =0, (3.60)

which is singular at = 0. The two linearly independent solutions for x > 0
are y1(x) = 1 and ys(x) = Inz. The general solution is therefore A+ Blnz,
but no choice of A and B can satisfy the initial conditions y(0) = a, 3'(0) = b
when b is non-zero. Because of these complications, we will delay a systematic
study of singular endpoints until chapter 8.

3.4.1 Regular singular points
If, in the differential equation
poy” + pry +pay = 0, (3.61)
we have a point x = a such that
po(x) = (x —a)*P(z), pi(2) = (z-a)Q(x), p2(z) =R(x), (3.62)

where P and Q and R are analytic! and P and Q non-zero in a neighbourhood
of a then the point x = a is called a reqular singular point of the equation.

TA function is analytic at a point if it has a power-series expansion that converges to
the function in a neighbourhood of the point.
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All other singular points are said to be irregular. Close to a regular singular
point a the equation looks like

P(a)(z — a)*y" + Q(a)(z — a)y’ + R(a)y = 0. (3.63)
The solutions of this reduced equation are
1= (z—a)™, y=(v—a), (3.64)
where \; o are the roots of the indicial equation
AN —1)P(a) + A\Q(a) + R(a) = 0. (3.65)
The solutions of the full equation are then

yi= (e —a)M fiz), y2=(x—a)*folv), (3.66)

where f1, have power series solutions convergent in a neighbourhood of a.
An exception occurs when \; and \; coincide or differ by an integer, in which
case the second solution is of the form

Yo = (x — a)™ (ln(:L' — ) fulz) + fg(a:)>, (3.67)

where f; is the same power series that occurs in the first solution, and f5 is
a new power series. You will probably have seen these statements proved by
the tedious procedure of setting

filz) = (x —a)*(bo + b1 (z — a) + ba(z — a)® +-- -, (3.68)

and obtaining a recurrence relation determining the b;. Far more insight is
obtained, however, by extending the equation and its solution to the com-
plex plane, where the structure of the solution is related to its monodromy
properties. If you are familiar with complex analytic methods, you might like
to look at the discussion of monodromy in later chapters .

3.5 Exercises and Problems

Exercise 3.1: Reduction of Order. Sometimes additional information about
the solutions of a differential equation enables us to reduce the order of the
equation, and so solve it.
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a) Suppose that we know that y; = u(z) is one solution to the equation
y' +V(z)y =0.

By trying y = u(z)v(z) show that

T od

is also a solution of the differential equation. Is this new solution ever
merely a constant mutiple of the old solution, or must it be linearly
independent? (Hint: evaluate the Wronskian W (y2,y1).)

b) Suppose that we are told that the product, y;ys, of the two solutions to
the equation y” + p1y’ + pay = 0 is a constant. Show that this requires
2p1p2 + ph = 0.

¢) By using ideas from part b) or otherwise, find the general solution of the
equation

(z+ D)z + 2y — (z+1)3y =0.
Exercise 3.2:One-dimensional scattering theory. Consider the one-dimensional
Schrédinger equation

d2
—d—;é} + V(z)yp = EY

where V' (x) is zero except in a finite interval [—a,a] near the origin.

—a a

Let L denote the left asymptotic region, —oco < < —a, and similarly let R
denote oo > = > a. For E = k? and k > 0 there will be scattering solutions of
the form " "
e +rp(k)e ™ xe L,
vule) = {tL(/c)e“m, reR,
describing waves incident on the potential V' (z) from the left. For k < 0 there
will be solutions with waves incident from the right

— tR(k)eikm7 z€eL,
Vi(w) = { etkr 4 TR(k)e_ikx, r € R.
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The wavefunctions in [—a, a] will naturally be more complicated. Observe that

[V (z

)]* is also a solution of the Schrédinger equation.

By using properties of the Wronskian, show that:

a)
b) t
c)
d)

rrrl” +[trRl* =1,
L(k)=tr(=k).
Deduce from parts a) and b) that |rp (k)| = |rr(—k)|.
Take the specific example of V(z) = AJ(z —b) with |b| < a. Compute the

transmission and reflection coefficients and hence show that rz (k) and

rr(—k) may differ by a phase.

Exercise 3.3: Suppose ¢ (x) obeys a Schrédinger equation

a)

<—%dd—; + V() — E]> w=0.

Make a smooth and invertable change of independent variable by setting
x = z(z) and find the second order differential equation in z obeyed by
¥(z) = ¥(x(z)). Reduce this equation to normal form, and show that
the resulting equation is

1 d2 /N2 1 b
(~3a5 + WPV - Bl - Honab ) 30) =

where the primes denote differentiation with respect to z, and

" AN
def T 3 (x
et =5y <;>
is called the Schwarzian derivative of x with respect to z. Schwarzian
derivatives play an important role in conformal field theory and string
theory.

Make a sequence of changes of variable  — z — w, and so establish
Cayley’s identity

(dz> {2} + {2 0} = {0}

(Hint: If your proof takes more than a few lines, you are missing the
point of the problem.)

107



108 CHAPTER 3. LINEAR ORDINARY DIFFERENTIAL EQUATIONS



Chapter 4

Linear Differential Operators

In this chapter we will begin to take a more sophisticated approach to dif-
ferential equations. We will define, with some care, the notion of a linear
differential operator, and explore the analogy between such operators and
matrices. In particular, we will investigate what is required for a differential
operator to have a complete set of eigenfunctions.

4.1 Formal vs. Concrete Operators

We will call the object
L= o) @ () (41)
= Do e D1 den—1 PnlT), :
which we also write as
po(2)0 + p1(x) 0y~ + - - + pa(a), (4.2)

a formal linear differential operator. The word “formal” refers to the fact
that we are not yet worrying about what sort of functions the operator is
applied to.

4.1.1 The algebra of formal operators

Even though they are not acting on anything in particular, we can still form
products of operators. For example if v and w are smooth functions of x we
can define the operators 0, + v(x) and 0, + w(x) and find

(0p +0)(0, +w) = 02 +w' + (w+ v)0, + vw, (4.3)

109
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or
(0 + W) (0 +v) =02+ + (w+v)0, + vw, (4.4)

We see from this example that the operator algebra is not usually commuta-
tive.

The algebra of formal operators has some deep applications. Consider,
for example, the operators

L=—-0%+q(x) (4.5)

and
P =0+ a(x)0, + 0,a(x). (4.6)

In the last expression, the combination 0,a(x) means “first multiply by a(x),
and then differentiate the result,” so we could also write

0,a =ad, +d. (4.7)

We can now form the commutator [P, L] = PL — LP. After a little effort,
we find

[P, L] = (3¢ + 4a")0% + (3¢" + 4a")0, + ¢" + 2aq' + a”. (4.8)
If we choose a = —%q, the commutator becomes a pure multiplication oper-
ator, with no differential part:
1 3
[P L] = 74" = 544 (4.9)
The equation
dL
or, equivalently,
. ]‘ " 3 /
=—q - = 4.11
q=74" - 544" (4.11)
has a formal solution
L(t) = e L(0)e (4.12)

showing that the time evolution of L is given by a similarity transformation,
which (again formally) does not change its eigenvalues. The partial differen-
tial equation (4.11) is the famous Korteweg de Vries (KdV) equation, which
has “soliton” solutions whose existence is intimately connected with the fact
that it can be written as (4.10). The operators P and L are called a Lax
pair, after Peter Lax who uncovered much of the structure.
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4.1.2 Concrete operators

We want to explore the analogies between linear differential operators and
matrices acting on a finite-dimensional vector space. Now the theory of
matrix operators makes much use of inner products and orthogonality. Con-
sequently the analogy is closest if we work with a function space equipped
with these same notions. We therefore let our differential operators act on
L?*[a, b], the Hilbert space of square-integrable functions on [a,b]. A differ-
ential operator cannot act on all functions in the Hilbert space, however,
because not all of them are differentiable. Even when we relax our notion of
differentiability and permit weak derivatives, we must at least demand that
the domain D, the subset of functions on which we allow the operator to act,
contain only functions that are sufficiently differentiable that the function
resulting from applying the operator remains an element of L?[a,b]. We will
usually restrict the set of functions even further, by imposing boundary con-
ditions at the endpoints of the interval. A linear differential operator is now
defined as a formal linear differential operator, together with a specification
of its domain D.

The boundary conditions that we will impose will always be linear and
homogeneous. This is so that the domain of definition is a linear space.
In other words, if y; and y, obey the boundary conditions then so should
Ay1 + pyz. Thus, for a second-order operator

L= poﬁi + P10, + p2 (4.13)

on the interval [a, b], we might impose

&
S
=

I

ny(a) + apy'(a) + fuyd) + B2y’ (b) = 0,

a
any(a) + axny'(a) + Bay(b) + P2y’ (b) = 0, (4.14)

™
[\
=

Il

but we will not, in defining the differential operator, impose inhomogeneous
conditions, such as

Sy
~
=

[

1ny(a) + a2y’ (a) + Buy(d) + P2y’ (b) = A,

a
any(a) + agey'(a) + Bary(b) + Ba2y'(b) = B, (4.15)

™
[N}
=

|

with non-zero A, B — even though we will solve differential equations with
such boundary conditions.
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Also, for an n-th order operator, we will not constrain derivatives of order
higher than n — 1. This is reasonable!: If we seek solutions of Ly = f with L
a second-order operator, for example, then the values of y” at the endpoints
are already determined in terms of ¥’ and y by the differential equation. We
cannot choose to impose some other value. By differentiating the equation
enough times, we can similarly determine all higher endpoint derivatives in
terms of y and y’. These two derivatives, therefore, are all we can fix by fiat.

The boundary and differentiability conditions that we impose make D a
subset of the entire Hilbert space. This subset will always be dense: any
element of the Hilbert space can be obtained as a limit of functions in D. In
particular, there will never be a function in L?[a, ] that is orthogonal to all
functions in D.

4.2 The Adjoint Operator

One of the important properties of matrices, established in the appendix,
is that a matrix that is self-adjoint, or Hermitian, may be diagonalized. In
other words, the matrix has sufficiently many eigenvectors for them to form
a basis for the space on which it acts. A similar property holds for self-
adjoint differential operators, but we must be careful in our definition of
self-adjointness.

Before reading this section, We suggest you review the material on adjoint
operators on finite-dimensional spaces that appears in the appendix.

4.2.1 The formal adjoint

Given a formal differential operator

n dn—l

4.1
T + o pa(2), (4.16)

and a weight function w(x), real and positive on the interval (a,b), we can
find another such operator L, such that, for any sufficiently differentiable
u(x) and v(x), we have

w (v Ly —v(LTu)*) = % [u, v], (4.17)

!There is a deeper reason which we will explain in chapter 9.
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for some function @), which depends bilinearly on u and v and their first n—1
derivatives. We call LT the formal adjoint of L with respect to the weight w.
The equation (4.17) is called Lagrange’s identity. The reason for the name
“adjoint” is that if we define an inner product

b
(u,v),, = / wu*v dx, (4.18)
and if the functions u and v have boundary conditions that make Q|u, v]|> =
0, then
(u, Lv),, = (L'u,v),, (4.19)

which is the defining property of the adjoint operator on a vector space. The
word “formal” means, as before, that we are not yet specifying the domain
of the operator.

The method for finding the formal adjoint is straightforward: integrate
by parts enough times to get all the derivatives off v and on to w.

Example: If

d
L=—i— 4.20
. (4.20)

then let us find the adjoint LT with respect to the weight w = 1. We start

from
() = (i,
u (Lv)=u" | —i—v |,
dz
and use the integration-by-parts technique once to get the derivative off v

and onto u*:
. d B cd o, . d (')
U Z_d:cv = z—dxu v Z_d:c u*v

= (i) v— il
= deu v deuv

(4.21)

Il
4
h
~
S
S—
*
_|_
Iy
=
O
S
=

L . d d N\ d,
u <—z%v) - (—z%u) = %(—zu v), (4.22)
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and found that J

Lt = —i%, Qlu, v] = —iuv. (4.23)
The operator —id/dxz (which you should recognize as the “momentum” op-
erator from quantum mechanics) obeys L = LT, and is therefore, formally
self-adjoint, or Hermitian.
Example: Let
& d 4.24
P + P + D2, (4.24)
with the p; all real. Again let us find the adjoint LT with respect to the inner
product with w = 1. Now, proceeding as above, but integrating by parts

twice, we find

L =poy

"

u” [pov” + p1v’ + pav] — v [(pow)” — (pru)’ + poul”

d . i} .
= — [po(u”’v —v'u’) + (pr — po)u’v] . (4.25)
From this we read off that
d? d
T
L = @po—%pl + po
- m£5+4%f—Pﬂg~+@”—ﬂ+wm. (4.26)
dx? 0 dx (R 5}

What conditions do we need to impose on py ;o for this L to be formally
self-adjoint with respect to the inner product with w = 1? For L = LT we
need

Po = Do
219/0 -pP = P = PE) =D1
Po—Pi+p2 = p2 = py=0 (4.27)

We therefore require that p; = pj, and so

d d

L= aIr <p0%) + p2, (4.28)

which we recognize as a Sturm-Liouville operator.

Example: Reduction to Sturm-Liouville form. Another way to make the

operator
2

d
+ P15 + D2 (4.29)

L = po—r
Po dx? dx
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self-adjoint is by a suitable choice of weight function w. Suppose that p is
positive on the interval (a,b), and that pg, p1, ps are all real. Then we may

define N
w= 1 exp {/ <Zﬂ) d:c’} (4.30)
Po a Po

and observe that it is positive on (a,b), and that

1
Now
(u, Lv),, — (Lu,v),, = [wpo(u™v —u*'v)]?, (4.32)
where b
(u,v), :/ wu*v de. (4.33)

Thus, provided pg does not vanish, there is always some inner product with
respect to which a real second-order differential operator is formally self-
adjoint.

Note that with

1
Ly = E(wpoy/)/ + p2y, (4.34)
the eigenvalue equation
Ly =)\y (4.35)
can be written
(wpoy') + pawy = Awy. (4.36)

When you come across a differential equation where, in the term containing
the eigenvalue A, the eigenfunction is being multiplied by some other function,
you should immediately suspect that the operator will turn out to be self-
adjoint with respect to the inner product having this other function as its
weight.

Hlustration (Bargmann-Fock space): This is a more exotic example of a
formal adjoint. You may have met with it in quantum mechanics. Consider
the space of polynomials P(z) in the complex variable z = z 4 iy. Define an
inner product by

(P.Q) = [ @z PR QL)
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where d?z = dx dy and the integration is over the entire z,y plane. With
this inner product, we have

(2", 2™) = nldpm.

If we define
P
- d’
then
~ 1 2 —z*z * d
(PaQ) = — [ d&ze 7 [P(2)] -Q(=
T dz

_ 1 / &Pz [P Q)

™

_ 1 / &z e " [2P(2)]" Q(2)

T
= (@'P,Q)

where a' = z, i.e. the operation of multiplication by z. In this case, the
adjoint is not even a differential operator?.

Exercise 4.1: Consider the differential operator L = id/dx. Find the formal
adjoint of L with respect to the inner product (u,v) = f wu*v dx, and find
the corresponding surface term Q[u, v].

2In deriving this result we have treated z and z* as independent variables so that

a,
dz

—z*z x —z2%z
= —Z e N

and observed that, because [P(z)]"is a function of z* only,

d

— [P =0.

If you are uneasy at regarding z, z* as independent, you should confirm these formulae by
expressing z and z* in terms of  and y, and using

dz — 2\ 0z ’ay Todzr T 2\ 0w ’ay '
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Exercise 4.2:Sturm-Liouville forms. By constructing appropriate weight func-
tions w(z) convert the following common operators into Sturm-Liouville form:

a) L=(1—a?)d*/de* +[(n—v) — (n+v+2)z]d/dx.
b) L=(1—x2)d?/dz? — 3z d/dz.

¢) L=d?/da? —2x(1 —22)" d/de —m? (1 — 2?)"L.
4.2.2 A simple eigenvalue problem

A finite Hermitian matrix has a complete set of orthonormal eigenvectors.
Does the same property hold for a Hermitian differential operator?
Consider the differential operator

T=-0> D) ={y Tyec L*0,1] : y(0) = y(1) = 0}. (4.37)

With the inner product

1
(Y1, y2) =/ Y1y dx (4.38)
0

we have
(y1, Ty2) — (Ty1,y2) =[5 y2 — ¥ sl = 0. (4.39)

The integrated-out part is zero because both y; and y, satisfy the boundary
conditions. We see that

(Y1, Ty2) = (Ty1,y2) (4.40)

and so T is Hermitian or symmetric.
The eigenfunctions and eigenvalues of T" are

n(x) = sinnnmx
4 (A3:n27r2 } n=12 ... (4.41)

We see that:
i) the eigenvalues are real;
ii) the eigenfunctions for different A, are orthogonal,

1
2/ sinnrrsinmrrdr = 6pm, n=1,2... (4.42)
0
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iii) the normalized eigenfunctions ¢, (r) = /2sinnmz are complete: any
function in L?[0, 1] has an (L?) convergent expansion as

y(x) = Z anV/2sinnmx (4.43)

where

1
an:/ y(x)V2sin nre de. (4.44)
0

This all looks very good — exactly the properties we expect for finite Her-
mitian matrices. Can we carry over all the results of finite matrix theory to
these Hermitian operators? The answer sadly is no! Here is a counterexam-
ple:

Let

T =—id,, D(T)={y Tye L*0,1] : y(0) = y(1) = 0}. (4.45)

(W1, Tya) — (Tyr,y2) = /0 dz {yy (—i0,y2) — (—i0,y1) Y2}
= —ilyiyelo = 0. (4.46)

Once more, the integrated out part vanishes due to the boundary conditions
satisfied by y; and 9, so T' is nicely Hermitian. Unfortunately, 7" with these
boundary conditions has no eigenfunctions at all — never mind a complete
set! Any function satisfying Ty = Ay will be proportional to e”*, but an ex-
ponential function is never zero, and cannot satisfy the boundary conditions.

It seems clear that the boundary conditions are the problem. We need
a better definition of “adjoint” than the formal one — one that pays more
attention to boundary conditions. We will then be forced to distinguish
between mere Hermiticity, or symmetry, and true self-adjointness.

Exercise 4.3: Another disconcerting example. Let p = —i0,. Show that the
following operator on the infinite real line is formally self-adjoint:

H = 23p + pa®. (4.47)

Now let )
— —3/2
(o) = Lol 2 exp { - 25 1. (4.48)
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where A is real and positive. Show that
Hypy = —idhy, (4.49)

so 1y is an eigenfunction with a purely imaginary eigenvalue. Examine the
usual proof that Hermitian operators have real eigenvalues, and identify at
which point it breaks down. (Hint: H is formally self adjoint because it is of
the form T+ T'T. Now 1, is square-integrable, and so an element of L?(R). Is
Ty an element of L?(R)?)

4.2.3 Adjoint boundary conditions

The usual definition of the adjoint operator in linear algebra is as follows:
Given the operator T : V' — V and an inner product ( , ), we look at
(u, Tv), and ask if there is a w such that (w,v) = (u,Tv) for all v. If there
is, then w is in the domain of 7T, and TTu = w.

For finite-dimensional vector spaces V' there always is such a w, and so
the domain of 7' is the entire space. In an infinite dimensional Hilbert space,
however, not all (u, T'v) can be written as (w, v) with w a finite-length element
of L?. In particular é-functions are not allowed — but these are exactly what
we would need if we were to express the boundary values appearing in the
integrated out part, Q(u, v), as an inner-product integral. We must therefore
ensure that v is such that Q(u,v) vanishes, but then accept any u with this
property into the domain of 7". What this means in practice is that we look
at the integrated out term @Q(u,v) and see what is required of u to make
Q(u,v) zero for any v satisfying the boundary conditions appearing in D(T).
These conditions on u are the adjoint boundary conditions, and define the
domain of TT.

Example: Consider

T =—id,, D(T)={y,Tye L*[0,1] :y(1) = 0}. (4.50)

Now,

/deu*(—i&vv) = —i[u*(l)v(l)—u*(O)U(O)]—i—/O dx(—i0,u)"v
= —i[u"(1)v(l) —u*(0)v(0)] + (w,v), (4.51)

where w = —i0,u. Since v(z) is in the domain of 7', we have v(1) = 0, and
so the first term in the integrated out bit vanishes whatever value we take
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for u(1). On the other hand, v(0) could be anything, so to be sure that the
second term vanishes we must demand that w(0) = 0. This, then, is the
adjoint boundary condition. It defines the domain of 7'

T" = —id,, D(T") = {y, Ty € L*0,1] : y(0) = 0}. (4.52)

For our problematic operator

T=—id,, D(T)={y,TyeL%0,1] : y(0) =y(1) =0},  (453)
we have
1 1
/ dru*(—=id,v) = —ifu™v]g+ / dx(—i0,u)*v
0 0
= 0 + (w, vy, (4.54)
where again w = —i0,u. This time no boundary conditions need be imposed

on u to make the integrated out part vanish. Thus
T" = —id,, D(T") = {y, Ty € L*0,1]}. (4.55)

Although any of these operators “T" = —i0,” is formally self-adjoint we
have,
D(T) # D(T"), (4.56)

so T and T are not the same operator and none of them is truly self-adjoint.

Exercise 4.4: Consider the differential operator M = d*/dz*, Find the formal
adjoint of M with respect to the inner product (u,v) = fu*v dx, and find
the corresponding surface term Qu, v]. Find the adjoint boundary conditions
defining the domain of MT for the case

D(M) = {y,y™ € L*[0,1] : y(0) = y"(0) = y(1) = y""(1) = 0}.

4.2.4 Self-adjoint boundary conditions

A formally self-adjoint operator T is truly self adjoint only if the domains of
Tt and T coincide. From now on, the unqualified phrase “self-adjoint” will
always mean “truly self-adjoint”.

Self-adjointness is usually desirable in physics problems. It is therefore
useful to investigate what boundary conditions lead to self-adjoint operators.
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For example, what are the most general boundary conditions we can impose
on T = —10, if we require the resultant operator to be self-adjoint? Now,

/0 i ut(—idv) — /0 1 d(—idu) v = —i(u*(l)v(l) - u*(O)U(O)). (4.57)

Demanding that the right-hand side be zero gives us, after division by u*(0)v(1),

N (4.58)

We require this to be true for any u and v obeying the same boundary
conditions. Since u and v are unrelated, both sides must equal a constant x,
and furthermore this constant must obey x* = £~! in order that u(1)/u(0)
be equal to v(1)/v(0). Thus, the boundary condition is

ud) _v() _ (4.59)

u(0)  v(0)

for some real angle . The domain is therefore
D(T) ={y,Ty € L*[0,1] : y(1) = e“y(0)}. (4.60)

These are tunsted periodic boundary conditions.
With these generalized periodic boundary conditions, everything we ex-
pect of a self-adjoint operator actually works:
i) The functions u, = ¢®™+9? withn = ..., —2,—1,0,1,2... are eigen-
functions of T" with eigenvalues k,, = 2mn + 6.
ii) The eigenvalues are real.
iii) The eigenfunctions form a complete orthonormal set.
Because self-adjoint operators possess a complete set of mutually orthogo-
nal eigenfunctions, they are compatible with the interpretational postulates
of quantum mechanics, where the square of the inner product of a state
vector with an eigenstate gives the probability of measuring the associated
eigenvalue. In quantum mechanics, self-adjoint operators are therefore called
observables.
Example: The Sturm-Liouville equation. With

L=—p(x)—+q(x), z€]la,b], (4.61)
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we have

(u, Lv) — (Lu,v) = [p(u*v’ —u"v)]°. (4.62)

Let us seek to impose boundary conditions separately at the two ends. Thus,
at © = a we want

(u*v" —u""v)], = 0, (4.63)

" W(a)  v(a)
u*(a)  v(a)’ (464)

and similarly at b. If we want the boundary conditions imposed on v (which
define the domain of L) to coincide with those for u (which define the domain
of LT) then we must have

= ) = tan 6, (4.65)

for some real angle 6,, and similar boundary conditions with a 6, at b. We
can also write these boundary conditions as

aay(a) + ﬁay,(a) = 0,
apy(b) + By (b)

I
S

(4.66)

Deficiency indices

There is a general theory of self-adjoint boundary conditions, due to Hermann
Weyl and John von Neumann. We will not describe this theory in any detail,
but simply give their recipe for counting the number of parameters in the
most general self-adjoint boundary condition: To find this number you should
first impose the strictest possible boundary conditions by setting to zero the
boundary values of all the ™ with n less than the order of the equation.
Next count the number of square-integrable eigenfunctions of the resulting
adjoint operator T corresponding to eigenvalue +i. The numbers, n, and
n_, of these eigenfunctions are called the deficiency indices. If they are not
equal then there is no possible way to make the operator self-adjoint. If
they are equal, n,. = n_ = n, then there is an n? real-parameter family of
self-adjoint boundary conditions.

Example: The sad case of the ‘radial momentum operator.” We wish to
define the operator P, = —i0, on the half-line 0 < r < co. We start with the
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restrictive domain
P, = —i0,, D(T)={y, P,y € L*[0,c] : y(0) = 0}. (4.67)
We then have
Pl =—id,, D(P!)={y, Ply € L*[0,00]} (4.68)

with no boundary conditions. The equation Py = iy has a normalizable
solution y = e™". The equation Ply = —iy has no normalizable solution.
The deficiency indices are therefore n, = 1, n_ = 0, and this operator
cannot be rescued and made self adjoint.

Example: The Schrodinger operator. We now consider —92 on the half-line.

Set
T=-92, D(T)={y,Tye L*0,00] : y(0) =y'(0) = 0}. (4.69)
We then have
T = -0%, D(T") = {y, Ty € L?[0, 00]}. (4.70)

Again TT comes with no boundary conditions. The eigenvalue equation
Tty = iy has one normalizable solution y(z) = e~D%/V2 and the equation
Tty = —iy also has one normalizable solution y(x) = e~ (+1e/ V2 The defi-
ciency indices are therefore n, = n_ = 1. The Weyl-von Neumann theory
now says that, by relaxing the restrictive conditions y(0) = ¢’(0) = 0, we
can extend the domain of definition of the operator to find a one-parameter
family of self-adjoint boundary conditions. These will be the conditions
y'(0)/y(0) = tan § that we found above.

If we consider the operator —d? on the finite interval [a, b], then both
solutions of (TT 4 i)y = 0 are normalizable, and the deficiency indices will
be ny = n_ = 2. There should therefore be 22 = 4 real parameters in the
self-adjoint boundary conditions. This is a larger class than those we found
in (4.66), because it includes generalized boundary conditions of the form

ny(a) + a2y’ (a) + By (d) + By’ (b) = 0,

e}
ag1y(a) + any'(a) + Bay(b) + fry'(b) = 0
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Physics application: semiconductor heterojunction

We now demonstrate why we have spent so much time on identifying self-
adjoint boundary conditions: the technique is important in practical physics
problems.

A heterojunction is an atomically smooth interface between two related
semiconductors, such as GaAs and Al,Ga;_,As, which typically possess dif-
ferent band-masses. We wish to describe the conduction electrons by an
effective Schrodinger equation containing these band masses. What match-
ing condition should we impose on the wavefunction ¢ (x) at the interface
between the two materials? A first guess is that the wavefunction must be
continuous, but this is not correct because the “wavefunction” in an effective-
mass band-theory Hamiltonian is not the actual wavefunction (which is con-
tinuous) but instead a slowly varying envelope function multiplying a Bloch
wavefunction. The Bloch function is rapidly varying, fluctuating strongly
on the scale of a single atom. Because the Bloch form of the solution is no
longer valid at a discontinuity, the envelope function is not even defined in
the neighbourhood of the interface, and certainly has no reason to be con-
tinuous. There must still be some linear relation beween the v’s in the two
materials, but finding it will involve a detailed calculation on the atomic
scale. In the absence of these calculations, we must use general principles to
constrain the form of the relation. What are these principles?

YL Yr

GaAs. m_ AlGaAs:mp

Heterojunction wavefunctions.

We know that, were we to do the atomic-scale calculation, the resulting
connection between the right and left wavefunctions would:

e be linear,

e involve no more than ¢(x) and its first derivative ¢'(x),

e make the Hamiltonian into a self-adjoint operator.
We want to find the most general connection formula compatible with these
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principles. The first two are easy to satisfy. We therefore investigate what
matching conditions are compatible with self-adjointness.
Suppose that the band masses are m; and mg, so that

1 d?
H = —%@‘I—VL(ZE), ZE'<0,
1 d?
= —m@ + VR(LL’), x> 0. (471)

Integrating by parts, and keeping the terms at the interface gives us

(. Hbo)—(Hoh, ¥a) = 5=~ {05t — ¥ 1um} 5 — {(Siathn — ¥'inton} -
my, 2m R
(4.72)
Here, 91, g refers to the boundary values of ¢ immediately to the left or right
of the junction, respectively. Now we impose general linear homogeneous
boundary conditions on s:

()=o) (). -

This relation involves four complex, and therefore eight real, parameters.
Demanding that

<1/11,H¢2> = <H¢1,¢2>7 (4-74>

we find

1 * / 1 . r*
Iy {07 (car + diyp) — U1 (ahar + bR) b = Imn {Wirtor — ¥ uzszi ;
4.75

and this must hold for arbitrary iag, V55, so, picking off the coefficients of
these expressions and complex conjugating, we find

)=y (o ) () am

Because we wish the domain of HT to coincide with that of H, these must
be same conditions that we imposed on 1),. Thus we must have

(=G5 em
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-1
a b 1 a —b
(C d) _ad_bc<_c d), (4.78)

we see that this requires

(i Z):e%/;l—;(é g), (4.79)
where ¢, A, B, C, D arereal, and AD— BC = 1. Demanding self-adjointness
has therefore cut the original eight real parameters down to four. These
can be determined either by experiment or by performing the microscopic
calculation®. Note that 4 = 22, a perfect square, as required by the Weyl-
Von Neumann theory.

Since

Exercise 4.5: Consider the Schrodinger operator H = —9? on the interval
[0,1]. Show that the most general self-adjoint boundary condition applicable

A

to H can be written as

0(0) | _ go|a b o(1)

¢'(0) c df[1)]
where ¢, a, b, ¢, d are real and ac — bd = 1. Consider H as the quantum
Hamiltonian of a particle on a ring constructed by attaching x = 0 to z = 1.
Show that the self-adjoint boundary condition found above leads to unitary

scattering at the point of join. Does the most general unitary point-scattering
matrix correspond to the most general self-adjoint boundary condition?

4.3 Completeness of Eigenfunctions

Now that we have a clear understanding of what it means to be self-adjoint,
we can reiterate the basic claim: an operator T' that is self-adjoint with re-
spect to an L? inner product possesses a complete set of mutually orthogonal
eigenfunctions. The proof that the eigenfunctions are orthogonal is identical
to that for finite matrices. We will sketch a proof of the completeness of the
eigenfunctions of the Sturm-Liouville operator in the next section.

The set of eigenvalues is, with some mathematical cavils, called the spec-
trum of T. Tt is usually denoted by o(T'). An eigenvalue is said to belong to

3For example, see: T. Ando, S. Mori, Surface Science 113 (1982) 124.
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the point spectrum when its associated eigenfunction is normalizable i.e is
a bona-fide member of L? having a finite length. Usually (but not always)
the eigenvalues of the point spectrum form a discrete set, and so the point
spectrum is also known as the discrete spectrum. When the operator acts on
functions on an infinite interval, the eigenfunctions may fail to be normaliz-
able. The associated eigenvalues are then said to belong to the continuous
spectrum. Sometimes, e.g. the hydrogen atom, the spectrum is partly discrete
and partly continuous. There is also something called the residual spectrum,
but this does not occur for self-adjoint operators.

4.3.1 Discrete spectrum

The simplest problems have a purely discrete spectrum. We have eigenfunc-
tions ¢, (x) such that

Ton(x) = Npn (), (4.80)

where n is an integer. After multiplication by suitable constants, the ¢,, are
orthonormal,

[ @l dr = b, (451)

and complete. We can express the completeness condition as the statement
that
> on(@)(a') = 6(x — ). (4.82)

If we take this representation of the delta function and multiply it by f(z')
and integrate over z’, we find

1) =Y 6uln) / 6o () (') dt (4.83)

So,
f@) =Y antn(x) (4.84)

with
Uy = /gb;(x')f(x') dx’. (4.85)

This means that if we can expand a delta function in terms of the ¢, (x), we
can expand any (square integrable) function.
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Note: The convergence of the series ) ¢, (z)¢:(2') to 6(z — 2') is neither
pointwise nor in the L? sense. The sum tends to a limit only in the sense
of a distribution — meaning that we must multiply the partial sums by a
smooth test function and integrate over x before we have something that
actually converges in any meaningful manner. As an illustration consider
our favourite orthonormal set: ¢, () = v/2sin(n7x) on the interval [0, 1]. A
plot of the first m terms in the sum

Z V2sin(nrz)V2sin(nra’) = 6(x — ')

will show “wiggles” away from x = x’ whose amplitude does not decrease as
m becomes large — although they become of higher and higher frequency.
When multiplied by a smooth function and integrated, the contributions
from adjacent positive and negative wiggle regions tend to cancel, and it is
only after this integration that the sum tends to zero away from the spike at
r=uxa.

60|
40}
20|
’ Vcs".VQV“vAvAvA\/A : A\/AVAVAV“VSY% 078 i
The sum .'° 2sin(nnx)sin(nra’) for 2 = 0.4. Take note of the very

disparate scales on the horizontal and vertical axes.

Rayleigh-Ritz and completeness

For the Schrodinger eigenvalue problem

Ly =—y"+q(x)y =Xy, =z € la,b], (4.86)
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the large eigenvalues are A, ~ n?n?/(a — b)?. This is because the term
qy eventually becomes negligeable compared to Ay, and then we can solve
the problem with sines and cosines. We see that there is no upper limit to
the magnitude of the eigenvalues. The eigenvalues of the Sturm-Liouville
problem

Ly=—py) +qy= Xy, =€]ab] (4.87)

are similarly unbounded. We will use this unboundedness of the spectrum to
make an estimate of the rate of convergence of the eigenfunction expansion
for functions in the domain of L, and extend this result to prove that the
eigenfunctions form a complete set.

We know from chapter one that the Sturm-Liouville eigenvalues are the
stationary values of (y, Ly) when the function y is constrained to have unit
length, (y,y) = 1. The lowest eigenvalue, Ao, is therefore given by

L
>\0: ll'lf <y’ y>
veD(L) (Y, y)

(4.88)

As the wvariational principle, this formula provides a well-known method of
obtaining approximate ground state energies in quantum mechanics. Part of
its effectiveness comes from the stationary nature of (y, Ly) at the minimum:
a crude approximation to y often gives a tolerably good approximation to Ag.
In the wider world of eigenvalue problems, the variational principle is named
after Rayleigh and Ritz*.

Suppose we have already found the first n normalized eigenfunctions
Yo, Y1, - - -,Yn_1. Let the space spanned by these functions be V,,. Then an
obvious extension of the variational principle gives

A, = inf (y,Ly>.
vevit (Y, y)

(4.89)

We now exploit this variational estimate to show that if we expand an arbi-
trary y in the domain of L in terms of the full set of eigenfunctions ¥,,,

Y= Gnlm, (4.90)
m=0

4J. W. Strutt (later Lord Rayleigh), In Finding the Correction for the Open End of
an Organ-Pipe. Phil. Trans. 161 (1870) 77; W. Ritz, Uber eine neue Methode zur Lisung

geunsser Variationsprobleme der mathematischen Physik. J. reine angew. Math. 135
(1908)
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where
= (Ym: Y), (4.91)
then the sum does indeed converge to y.
Let
n—1
ha=Yy—= Y Gnmn (4.92)
m=0

be the residual error after the first n terms. By definition, h, € V*. Let
us assume that we have adjusted, by adding a constant to ¢ if necessary, L
so that all the )\, are positive. This adjustment will not affect the y,,. We
expand out

n—1
(P, Lhy) = (y, Ly) = > Al |, (4.93)
m=0

where we have made use of the orthonormality of the y,,. The subtracted
sum is guaranteed positive, so

(hn, Lhn) < (y, Ly). (4.94)
Combining this inequality with Rayleigh-Ritz tells us that

(y, Ly) > (B, Lhy)
(hpy h) = (hn, hy)

>\, (4.95)

In other words

(v. Ly) Z’“

) 2

)\n 2 ||y - — a’mymH . (496)
Since (y, Ly) is independent of n, and \,, — oo, we have ||y — g_l Y |2

Thus the eigenfunction expansion indeed converges to y, and does so faster
than A\, ! goes to zero.

Our estimate of the rate of convergence applies only to the expansion of
functions y for which (y, Ly) is defined — i.e. to functions y € D (L). The
domain D (L) is always a dense subset of the entire Hilbert space L*[a,b],
however, and, since a dense subset of a dense subset is also dense in the larger
space, we have shown that the linear span of the eigenfunctions is a dense
subset of L?[a,b]. Combining this observation with the alternative definition
of completeness in 2.2.3, we see that the eigenfunctions do indeed form a
complete orthonormal set. Any square integrable function therefore has a
convergent expansion in terms of the y,,, but the rate of convergence may
well be slower than that for functions y € D (L).

— 0.
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Operator methods

Sometimes there are tricks for solving the eigenvalue problem.
Example: Quantum Harmonic Oscillator. Consider the operator

H=(-0,+2)(0, +x)+ 1= -0+ 2" (4.97)

This is in the form QTQ+ 1, where Q = (9, +x), and Q' is its formal adjoint.
If we write these operators in the other order we have

QQT = (am + x)(_ax + ZC) = _85 + x2 +1=H+1. (498)

Now, if ¢ is an eigenfunction of Q7@ with non-zero eigenvalue A then Q1 is
eigenfunction of QQT with the same eigenvalue. This is because

Q'Qy = M (4.99)
implies that
QQ'QY) = \Qy, (4.100)
or
QQN(QY) = \NQy). (4.101)

The only way that Qi can fail to be an eigenfunction of QQ? is if it happens
that Qv = 0, but this implies that QTQv = 0 and so the eigenvalue was zero.
Conversely, if the eigenvalue is zero then

0= (¥, Q'Q¥) = (Qv, QV), (4.102)

and so Q¢ = 0. In this way, we see that QTQ and QQT have exactly the
same spectrum, with the possible exception of any zero eigenvalue.
Now notice that QT does have a zero eigenvalue because

Yo = e72% (4.103)
obeys Qv = 0 and is normalizable. The operator QQT, considered as an
operator on L?[—00, 00|, does not have a zero eigenvalue because this would
require QT = 0, and so ,

Y =e"2", (4.104)
which is not normalizable, and so not an element of L*[—o0, 0c].

Since

[SIE

H=Q'Q+1=0QQ"—1, (4.105)
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we see that vy is an eigenfunction of H with eigenvalue 1, and so an eigen-
function of QQT with eigenvalue 2. Hence Q1) is an eigenfunction of QTQ
with eigenvalue 2 and so an eigenfunction H with eigenvalue 3. Proceeding
in the way we find that

UV = (Q1) g (4.106)
is an eigenfunction of H with eigenvalue 2n + 1.
Since Qf = —e%xQ(‘?me‘%:”Q, we can write
Un(x) = Hy(2)e 2, (4.107)
where
:1,‘2 dn 2

e 4.108
T € (4.108)

are the Hermite Polynomials.

This is a useful technique for any second-order operator that can be fac-
torized — and a surprising number of the equations for “special functions”
can be. You will see it later, both in the exercises and in connection with
Bessel functions.

Exercise 4.6: Show that we have found all the eigenfunctions and eigenvalues
of H= —02+ 2. Hint: Show that @ lowers the eigenvalue by 2 and use the
fact that QTQ cannot have negative eigenvalues.

Exercise 4.7: Schrédinger equations of the form

d*y

dx?
are known as Pdschel-Teller equations. By setting v = ltanh x and following
the strategy of this problem one may relate solutions for [ to those for [ —1 and
so find all bound states and scattering eigenfunctions for any integer .

— (1 4+ 1)sech’®z 1) = Ev)

a) Suppose that we know that ¢ = exp — [* u(z’)d2’ is a solution of

L¢E< & —|—W(m)>¢:o.

da?

Show that L can be written as L = MM where

e (2 atw) = (2 i),

the adjoint being taken with respect to the product (u,v) = [ u*vda.
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b) Now assume L is acting on functions on [—o0, co] and that we not have
to worry about boundary conditions. Show that given an eigenfunction
¥_ obeying MTM_ = \iy_ we can multiply this equation on the left
by M and so find a eigenfunction 1, with the same eigenvalue for the
differential operator

L'=MM'" = <% + u(ac)) <—% + u(m))

and wvice-versa. Show that this correspondence ¥_ « ¢ will fail if, and
only if, A= 0.

c) Apply the strategy from part b) in the case u(x) = tanh z and one of the
two differential operators MM, MM is (up to an additive constant)

2

d
H=—— — 2sech’z.
dx

Show that H has eigenfunctions of the form 1, = e**P(tanhz) and
eigenvalue E = k2 for any k in the range —oo < k < oo. The function
P(tanhz) is a polynomial in tanhz which you should be able to find
explicitly. By thinking about the exceptional case A = 0, show that H
has an eigenfunction y(x), with eigenvalue E = —1, that tends rapidly
to zero as x — +00. Observe that there is no corresponding eigenfunction
for the other operator of the pair.

4.3.2 Continuous spectrum

Rather than a give formal discussion, we will illustrate this subject with some
examples drawn from quantum mechanics.
The simplest example is the free particle on the real line. We have

H = -0 (4.109)

We eventually want to apply this to functions on the entire real line, but we
will begin with the interval [—L/2, L /2], and then take the limit L — oo
The operator H has formal eigenfunctions

or(x) = e, (4.110)

corresponding to eigenvalues A\ = k2. Suppose we impose periodic boundary
conditions at z = £L/2:

er(—L/2) = i (+L/2). (4.111)
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This selects k,, = 2mn/L, where n is any positive, negative or zero integer,
and allows us to find the normalized eigenfunctions

_Leiknx
><n(af)—\E : (4.112)

The completeness condition is

N N
Z ze’k"xe_’k"x =d(x—2'), wza2' €[-L/2,L/2]. (4.113)

As L becomes large, the eigenvalues become so close that they can hardly be

distinguished; hence the name continuous spectrum?®, and the spectrum o(H)
becomes the entire positive real line. In this limit, the sum on n becomes an

integral
S Sal = fu(@{) e
- Z_Z - % (4.115)

is called the (momentum) density of states. If we divide this by L to get a
density of states per unit length, we get an L independent “finite” quantity,
the local density of states. We will often write

j—z = p(k). (4.116)

If we express the density of states in terms of the eigenvalue A then, by
an abuse of notation, we have

dn L
AN =—= .
p(A) D

SWhen L is strictly infinite, ¢x(2) is no longer normalizable. Mathematicians do not
allow such un-normalizable functions to be considered as true eigenfunctions, and so a
point in the continuous spectrum is not, to them, actually an eigenvalue. Instead, mathe-
maticians say that a point A lies in the continuous spectrum if for any e > 0 there exists
an approzimate eigenfunction . such that ||pe|| = 1, but |Lye — Ape|| < e. This is not
a profitable definition for us. We will instead regard non-normalizable wavefunctions as
being distributions.

(4.117)
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Note that
dn dn dk

dx ~ “dkadx’
which looks a bit weird, but remember that two states, +k,,, correspond to
the same A and that the symbols

(4.118)

dn dn

o o (4.119)

are ratios of measures, i.e. Radon-Nykodym derivatives, not ordinary deriva-
tives.
In the L — oo limit, the completeness condition becomes

/ E ive—a) _ §(z —2'), (4.120)

and the length L has disappeared.
Suppose that we now apply boundary conditions y = 0 on x = L. The
normalized eigenfunctions are then

2
Xn = \/;sinkn(:c—i-L/Q), (4.121)

where k,, = nm/L. We see that the allowed k’s are twice as close together as
they were with periodic boundary conditions, but now n is restricted to being
a positive non-zero integer. The momentum density of states is therefore
dn L
k)= =2, 4.122

plk) = 5 = (1122)
which is twice as large as in the periodic case, but the eigenvalue density of
states is

(4.123)

which is exactly the same as before.

That the number of states per unit energy per unit volume does not
depend on the boundary conditions at infinity makes physical sense: no
local property of the sublunary realm should depend on what happens in
the sphere of fixed stars. This point was not fully grasped by physicists,
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however, until Rudolph Peierls® explained that the quantum particle had to
actually travel to the distant boundary and back before the precise nature
of the boundary could be felt. This journey takes time 7' (depending on
the particle’s energy) and from the energy-time uncertainty principle, we
can distinguish one boundary condition from another only by examining the
spectrum with an energy resolution finer than /7. Neither the distance nor
the nature of the boundary can affect the coarse details, such as the local
density of states.

The dependence of the spectrum of a general differential operator on
boundary conditions was investigated by Hermann Weyl. Weyl distinguished
two classes of singular boundary points: limit-circle, where the spectrum
depends on the choice of boundary conditions, and limit-point, where it does
not. For the Schrodinger operator, the point at infinity, which is “singular”
simply because it is at infinity, is in the limit-point class. We will discuss
Weyl’s theory of singular endpoints in chapter 8.

Phase-shifts

Consider the eigenvalue problem

d2
(—w + V(T)) V= Ey (4.124)
on the interval [0, R], and with boundary conditions ¢ (0) = 0 = ¢)(R). This
problem arises when we solve the Schrodinger equation for a central potential
in spherical polar coordinates, and assume that the wavefunction is a function
of r only (i.e. S-wave, or [ = 0). Again, we want the boundary at R to be
infinitely far away, but we will start with R at a large but finite distance,
and then take the R — oo limit. Let us first deal with the simple case that
V(r) = 0; then the solutions are

(1) o< sin kr, (4.125)
with eigenvalue F = k2, and with the allowed values of being given by
k,R = nm. Since

R R
/ sin(k,r) dr = 5 (4.126)
0

6Peierls was justifying why the phonon contribution to the specific heat of a crystal
could be calculated by using periodic boundary conditions. Some sceptics thought that
his calculation might be wrong by factors of two.
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the normalized wavefunctions are

2
Y =1/ I sin kr, (4.127)
and completeness reads

[ 2
> <§) sin(k,r) sin(k,r’) = 6(r — r'). (4.128)
n=1

As R becomes large, this sum goes over to an integral:

o0

> (%) sin(k,7) sin(k,r')  — /0 " dn (%) sin(kr) sin(kr’),

n=1
o0 2
- / —de <E) sin(kr) sin(kr'(4.129)
0

™

Thus,

(3) /0 " i sin(kr) sin(kr') = 8(r — 7). (4.130)

™

As before, the large distance, here R, no longer appears.

Now consider the more interesting problem which has the potential V'(r)
included. We will assume, for simplicity, that there is an Ry such that V(r)
is zero for r > Ry. In this case, we know that the solution for r > Ry is of
the form

i (r) = Ny sin (kr +n(k)), (4.131)
where the phase shift n(k) is a functional of the potential V. The eigenvalue
is still £ = k2.

Example: A delta-function shell. We take V(1) = Ad(r — a).

A0 (r—a)

a

Delta function shell potential.
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A solution with eigenvalue E = k2 and satisfying the boundary condition at
r=20is

[ Asin(kr), r<a,
v(r) = {sin(k‘r +n), r>a. (4.132)
The conditions to be satisfied at r = a are:
i) continuity, ¥(a — €) = (a + €) = 9(a), and
ii) jump in slope, —¢'(a + €) + ¢'(a — €) + A\p(a) = 0.
Therefore,
Via+e) ¢'(a—e)
_ _ 4133
oa) 15
N (a ) _ keos(ha)
kcos(ka+n kcos(ka)
sin(ka +n)  sin(ka) A (4.134)
Thus,
cot(ka 4+ n) — cot(ka) = %, (4.135)
and
n(k) = —ka + cot™! (% + cot k:a) : (4.136)
A
n zﬁ ST[ an - ka

Phase shift as a function of k.
The graph of (k) is shown in the figure. The allowed values of k are required
by the boundary condition

sin(kR + n(k)) = 0 (4.137)
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to satisfy
kR + n(k) = nr. (4.138)

This is a transcendental equation for k£, and so finding the individual solutions
k, is not simple. We can, however, write

n= % (kR + n(k)) (4.139)

and observe that, when R becomes large, only an infinitesimal change in %
is required to make n increment by unity. We may therefore regard n as a
“continuous” variable which we can differentiate with respect to k to find

dn 1 on
%_;{RJF%}. (4.140)

The density of allowed k values is therefore

(k) :%{RJr%}. (4.141)

For our delta-shell example, a plot of p(k) looks like

ka A
3
21
(R-a)/m i
T 21 3n ka
a

The density of states for a system with resonances. The extended states are
so close in energy that we need an optical aid to resolve individual levels.
The almost-bound resonance levels have to squeeze in between them.

which is understood as the resonant bound states at ka = nm superposed
on the background continuum density of states appropriate to a large box of
length (R—a). Each “spike” contains one extra state, so the average density
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of states is that of a box of length R. We see that changing the potential
does not create or destroy eigenstates, it just moves them around.

The spike is not exactly a delta function because of level repulsion between
nearly degenerate eigenstates. The interloper elbows the nearby levels out of
the way, and all the neighbours have to make do with a bit less room. The
stronger the coupling between the states on either side of the delta-shell, the
stronger is the inter-level repulsion, and the broader the resonance spike.

Normalization factor

We now evaluate

R
/ drlul? = N22, (4.142)
0
so as to find the the normalized wavefunctions
Xt = Nt (4.143)
Let ¢ (r) be a solution of

d2

Hy = (—ﬁ + V(r)) U =k (4.144)

satisfying the boundary condition ¢ (0) = 0, but not necessarily the bound-
ary condition at » = R. Such a solution exists for any k. We scale i by
requiring that i, (r) = sin(kr +n) for r > Ry. We now use Lagrange’s
identity to write

) R R
(K — k) / dribe e = / dr {(Hp ) — v (Hibe)}

[atth — Uiy
= sin(kR + n)k' cos(k'R + n)
—kcos(kR +n)sin(k'R +n). (4.145)
Here, we have used v x(0) = 0, so the integrated out part vanishes at the

lower limit, and have used the explicit form of v, 5 at the upper limit.
Now differentiate with respect to k, and then set k = k’. We find

2k /OR dr(g)® = —% sin (2(kR + 77)) +k {R + %} . (4.146)
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In other words,

/OR dr(yr)® = % {R+ %} — i sin<2(kR 4 77)) (4.147)

At this point, we impose the boundary condition at » = R. We therefore
have kR +n = nm and the last term on the right hand side vanishes. The
final result for the normalization integral is therefore

R 1 an
2 — — -
/0 dr|vg|* = 5 {R+ 8]{}' (4.148)

Observe that the same expression occurs in both the density of states and
the normalization integral.

The sum over the continuous spectrum in the completeness integral is
therefore

/0 "k (3—;’) Nivw(r)n(r') = (%) /0 "k e (P (). (4.149)

Both the density of states and the normalization factor have disappeared
from the end result. This is a general feature of scattering problems: The
completeness relation must give a delta function when evaluated far from
the scatterer where the wavefunctions look like those of a free particle. So,
provided we normalize 1 so that it reduces to a free particle wavefunction
at large distance, the measure in the integral over £ must also be the same
as for the free particle.

Including any bound states in the discrete spectrum, the full statement
of completeness is therefore

S () + <%) /0 Tk Ve(r) () = 6(r —7').  (4.150)

bound states

Example: We will exhibit a completeness relation for a problem on the entire
real line. We have already met the Poschel-Teller equation,

Hy = (—d—2 —1(l+1) sech%) V= Eqy (4.151)

dx?

in exercise 4.7. When [ is an integer, the potential in this Schrodinger equa-
tion has the special property that it is reflectionless.
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The simplest non-trivial example is [ = 1. In this case, H has a single
discrete bound state at Ey = —1. The normalized eigenfunction is

1
YPo(x) = Esech x. (4.152)

The rest of the spectrum consists of a continuum of unbound states with
eigenvalues E(k) = k? and eigenfunctions
1

Yi(z) = ﬁe“‘“(—z‘k + tanh ). (4.153)

Here, k is any real number. The normalization of ¥ (x) has been chosen so
that, at large |z|, where tanhz — £1, we have

Vi ()i (a') — e, (4.154)

The measure in the completeness integral must therefore be dk /27, the same
as that for a free particle.
Let us compute the difference

= o) - [ @)
_ /_OO dk (6_ik(:c—x) _ wz(x)wk(lj))

o 2T
B /°° dk _ip(e—sy 1 +ik(tanhz — tanha’) — tanh 2 tanh 2’
T 1+ k2 '
(4.155)

We use the standard result,

& dk —'k( _ /) ]_ 1 _‘ _ /‘
—e T = — T 4.156
/_ ot 1+4k2 20 (4.156)
together with its a2’ derivative,
dk gy ik N
/_OO %e m = sgn (SU — X )56 y (4157)

to find

1 /
I= 5{1 +sgn (z — ) (tanh x — tanh ) — tanh z tanh x'}e"x_x | (4.158)
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Assume, without loss of generality, that 2 > z’; then this reduces to

1 / 1
5(1 + tanh z)(1 — tanh 2’)e~ @) = §sechxsech x’

Thus, the expected completeness condition

i) + [

— 00

CUiE() =0 - 2), (4160)

is confirmed.

4.4 Exercises and Problems

We begin with a practical engineering eigenvalue problem.

Exercise 4.8: Whirling drive shaft. A thin flexible drive shaft is supported by
two bearings that impose the conditions '’ =3y’ = x =y =0 at at z = L.
Here z(z), y(z) denote the transverse displacements of the shaft, and the
primes denote derivatives with respect to z.

L X

/\ Q0 7

\, y coonl

The n = 1 even-parity mode of a whirling shaft.

The shaft is driven at angular velocity w. Experience shows that at certain
critical frequencies w,, the motion becomes unstable to whirling — a sponta-
neous vibration and deformation of the normally straight shaft. If the rotation
frequency is raised above w,,, the shaft becomes quiescent and straight again
until we reach w,41, at which frequency the pattern is repeated. Our task is
to understand why this happens.

The kinetic energy of the whirling shaft is

J O
Ek:_ p{'r +y }dZ,
2 )
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and the strain energy due to bending is

L
Viewl =3 [ 2@ + 0/} e

a) Write down the Lagrangian, and from it obtain the equations of motion
for the shaft.
b) Seek whirling-mode solutions of the equations of motion in the form

x(z,t) = (z)coswt,
y(z,t) = (z)sinwt.

Show that this quest requires the solution of the eigenvalue problem
——— =w,t, ¥(=L)=v(-L) =¢'(L) =¢(L) =0.

c) Show that the critical frequencies are given in terms of the solutions &,
to the transcendental equation

tanh &, = £ tang,, (%)

- (5
n p L )

Show that the plus sign in x applies to odd parity modes, where 1)(z) =
—1)(—z), and the minus sign to even parity modes where 1)(z) = ¥(—2z).

as

Whirling, we conclude, occurs at the frequencies of the natural transverse
vibration modes of the elastic shaft. These modes are excited by slight imbal-
ances that have negligeable effect except when the shaft is being rotated at
the resonant frequency.

Insight into adjoint boundary conditions for an ODE can be obtained by
thinking about how we would impose these boundary conditions in a numer-
ical solution. The next exercise explores this.

Exercise 4.9: Discrete approximations and self-adjointness. Consider the sec-
ond order inhomogeneous equation Lu = u” = g(z) on the interval 0 <z <1.
Here g(x) is known and u(x) is to be found. We wish to solve the problem on a
computer, and so set up a discrete approximation to the ODE in the following
way:
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e replace the continuum of independent variables 0 <z <1 by the discrete
lattice of points 0 <z, = (n — %)/N < 1. Here N is a positive integer
andn=1,2,...,N;

e replace the functions u(x) and g(z) by the arrays of real variables u,, =
u(zy,) and g, = g(wn);

e replace the continuum differential operator d?/dz? by the difference op-
erator Dz, defined by D?u,, = Upt1 — 2Up + Up—1.

Now do the following problems:

a) Impose continuum Dirichlet boundary conditions u(0) = u(1) = 0. De-
cide what these correspond to in the discrete approximation, and write
the resulting set of algebraic equations in matrix form. Show that the
corresponding matrix is real and symmetric.

b) Impose the periodic boundary conditions u(0) = u(1) and «/(0) = u/(1),
and show that these require us to set ug = uy and uyy1 = u;. Again
write the system of algebraic equations in matrix form and show that
the resulting matrix is real and symmetric.

c¢) Consider the non-symmetric N-by-/N matrix operator

0 O 0 0 0o ... 0 uN
1 -2 1 0 0O ... 0 UN-1
o 1 -2 1 0O ... 0 UN-2
Du=|: T Do :
0O ... O 1 -2 1 0 U3
0O ... 0 0 1 -2 1 U9
0O ... O 0 0 0 0 Uy

i) What vectors span the null space of D??
ii) To what continuum boundary conditions for d?/dz? does this matrix
correspond?
iii) Consider the matrix (D?)f, To what continuum boundary condi-
tions does this matrix correspond? Are they the adjoint boundary
conditions for the differential operator in part ii)?

Exercise 4.10: Consider the eigenvalue problem for the one-dimensional Dirac
Hamiltonian on the half-line:

_ (=10, m (3 _ (03
wo=(2 ) (5) e (%), oo

Show that the boundary condition
P1(0) g

Ua(0)




146 CHAPTER 4. LINEAR DIFFERENTIAL OPERATORS

where 6 is a real number, makes H into a self-adjoint operator.

Here are three further problems involving the completeness of operators with
a continuous spectrum:

Exercise 4.11: Missing State. In exercise 4.7 you will have found that the
Schrodinger equation

 da?

< d—2 —286Ch2x>1/1:Ew

has eigensolutions
Y (x) = e (—ik + tanh z)

with eigenvalue E = k2.

e For z large and positive 1, (z) ~ A e *) while for z large and neg-
ative iy (z) ~ Ae*e="k) the (complex) constant A being the same
in both cases. Express the phase shift n(k) as the inverse tangent of an
algebraic expression in k.

e Impose periodic boundary conditions ¢)(—L/2) = ¢(+L/2) where L > 1.
Find the allowed values of k and hence an explicit expression for the k-
space density, p(k) = fl—z, of the eigenstates.

e Compare your formula for p(k) with the corresponding expression, po(k)
L /27, for the eigenstate density of the zero-potential equation and com-
pute the integral

AN = [~ {ol0) = ot}

e Deduce that one eigenfunction has gone missing from the continuum and
become the localized bound state 1 (z) = %sech x.

Exercise 4.12:Continuum Completeness. Consider the differential operator

d2

with self-adjoint boundary conditions % (0)/1’(0) = tan # for some fixed angle

6.

e Show that when tan 6 < 0 there is a single normalizable negative-eigenvalue
eigenfunction localized near the origin, but none when tan > 0.
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e Show that there is a continuum of positive-eigenvalue eigenfunctions of
the form 1 (z) = sin(kz + n(k)) where the phase shift 7 is found from

1+ iktand
V1+k2tanZ0

e Write down (no justification required) the appropriate completeness re-
lation

ein(k) —

dn

S(x —2') = T

bound

with an explicit expression for the product (not the separate factors) of
the density of states and the normalization constant N ,3, and with the
correct limits on the integral over k.

e Confirm that the v, continuum on its own, or together with the bound
state when it exists, form a complete set. You will do this by evaluating
the integral

I(z,2) = % /000 sin(kx + n(k)) sin(kx’ + n(k)) dk

and interpreting the result. You will need the following standard integral

/°° dk ke 1 _ 1 oy
0o 2 14+ K22 2|t ’

Take care! You should monitor how the bound state contribution switches
on and off as 6 is varied. Keeping track of the modulus signs |...| in the
standard integral is essential for this.

Exercise 4.13: Levinson’s Theorem and the Friedel sum rule. The interaction
between an attractive impurity and (S-wave, and ignoring spin) electrons in
a metal can be modelled by a one-dimensional Schrédinger equation

d%x

——S +V(r)x = k2.
Here r is the distance away from the impurity and V(r) is the (spherically
symmetric) impurity potential and x(r) = v4wri(r) where ¢(r) is the three-
dimensional wavefunction. The impurity attracts electrons to its vicinity. Let
X2 (r) = sin(kr) denote the unperturbed wavefunction, and x(r) denote the

perturbed wavefunction that beyond the range of impurity potential becomes
sin(kr + n(k)).
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e Show that the continuous-spectrum contribution to the change in the
number of electrons within a sphere of radius R surrounding the impurity
is given by

k R
27 (] u = @R} ar) ak = 2 k) = n(0) osctations.

Here ky is the Fermi momentum, and “oscillations” refers to Friedel oscil-
lations = cos(2(kfR + n)). You should write down an explicit expression
for the Friedel oscillation term, and recognize it as the Fourier transform
of a function o k=1 sinn(k).

e Appeal to the Riemann-Lebesgue lemma to argue that the Friedel density
oscillations make no contribution to the accumulated electron number in
the limit R — oo.

(Hint: You may want to look ahead to the next part of the problem in
order to show that k=1 sinn(k) remains finite as k — 0.)

The impurity-induced change in the number of unbound electrons in the in-
terval [0, R] is generically some fraction of an electron, and, in the case of
an attractive potential, can be negative — the phase-shift being positive and
decreasing steadily to zero as k increases to infinity. This should not be sur-
prising. Each electron in the Fermi sea speeds up as it enters an attractive
potential well, spends less time there, and so makes a smaller contribution
to the average local density than it would in the absence of the potential.
We would, however, surely expect an attractive potential to accumulate a net
positive number of electrons.

e Show that a negative continuous-spectrum contribution to the accumu-
lated electron number is more than compensated for by a positive number

N = /Ooo(,oo(k) — p(R))dk = — /OOO %% dk — %n(o).

of electrons bound to the potential After accounting for these bound
electrons, show that the total number of electrons accumulated near the
impurity is
Qtot = %U(kf)-

This formula (together its higher angular momentum versions) is known
as the Friedel sum rule. The relation between n(0) and the number of
bound states is called Levinson’s theorem. A more rigorous derivation
of this theorem would show that 7(0) may take the value (n + 1/2)7
when there is a non-normalizable zero-energy “half-bound” state. In
this exceptional case the accumulated charge will depend on R.



Chapter 5

Green Functions

In this chapter we will study strategies for solving the inhomogeneous linear
differential equation Ly = f. The tool we use is the Green function, which
is an integral kernel representing the inverse operator L=!. Apart from their
use in solving inhomogeneous equations, Green functions play an important
role in many areas of physics.

5.1 Inhomogeneous Linear equations

We wish to solve Ly = f for y. Before we set about doing this, we should
ask ourselves whether a solution ezists, and, if it does, whether it is unique.
The answers to these questions are summarized by the Fredholm alternative.

5.1.1 Fredholm alternative

The Fredholm alternative for operators on a finite-dimensional vector space
is discussed in detail in the appendix on linear algebra. You will want to
make sure that you have read and understood this material. Here, we merely
restate the results.
Let V' be finite-dimensional vector space equipped with an inner product,
and let A be a linear operator A : V — V on this space. Then
[. Either
i) Ax = b has a unique solution,
or
ii) Az = 0 has a non-trivial solution.

149
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II. If Az = 0 has n linearly independent solutions, then so does ATz = 0.
II1. If alternative ii) holds, then Ax = b has no solution unless b is perpen-
dicular to all solutions of Atz = 0.
What is important for us in the present chapter is that this result continues
to hold for linear differential operators L on a finite interval — provided that
we define L as in the previous chapter, and provided the number of boundary
conditions is equal to the order of the equation.

If the number of boundary conditions is not equal to the order of the
equation then the number of solutions to Ly = 0 and Lfy = 0 will differ in
general. It is still true, however, that Ly = f has no solution unless f is
perpendicular to all solutions of Ly = 0.

Example: As an illustration of what happens when an equation with too
many boundary conditions, consider
dy

Ly=—. y(0) = y(1) = 0. (5.1)

Clearly Ly = 0 has only the trivial solution y = 0. If a solution to Ly = f
exists, therefore, it will be unique.

We know that LT = —d/dz, with no boundary conditions on the functions
in its domain. The equation LTy = 0 therefore has the non-trivial solution
y = 1. This means that there should be no solution to Ly = f unless

1
(1, f) = / fdx=0. (5.2)
0
If this condition is satisfied then
vw) = [ fla)do (5.3)
0

satisfies both the differential equation and the boundary conditions at x =
0, 1. If the condition is not satisfied, y(x) is not a solution, because y(1) # 0.

Initially we only solve Ly = f for homogeneous boundary conditions.
After we have understood how to do this, we will extend our methods to deal
with differential equations with inhomogeneous boundary conditions.

5.2 Constructing Green Functions

We will solve Ly = f, a differential equation with homogeneous boundary
conditions, by finding an inverse operator L', so that y = L~'f. This
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inverse operator L~! will be represented by an integral kernel
(LY = G(x,2), (5.4)

with the property

L,G(z,2') = (x —2). (5.5)
Here, the subscript  on L indicates that L acts on the first argument of G.
Then

y(x) = /G(x,x')f(x') da’ (5.6)

will obey

L,y = /LxG(x,x')f('a:) dr' = /5(x—x')f(x') dr' = f(x). (5.7)

The problem is how to construct G(z,2"). There are three necessary ingre-
dients:
e the function x(z) = G(x,z’) must have some discontinuous behaviour
at x =" x in order to generate the delta function;
e away from x = 2/, the function x(z) must obey Ly = 0;
e the function y(z) must obey the homogeneous boundary conditions
required of y at the ends of the interval.
The last ingredient ensures that the resulting solution, y(x), obeys the bound-
ary conditions. It also ensures that the range of the integral operator G' coin-
cides with the domain of L, a prerequisite if the product LG = I is to make
sense. The manner in which these ingredients are assembled to construct
G(z,2') is best explained through examples.

5.2.1 Sturm-Liouville equation
We want to find a function G(z,z’) such that y(z) = G(z, ") obeys
Ly = (px) + ax = 0(x — 2'), (5.8)

The function y(z) must also obey the homogeneous boundary conditions that
are to be imposed on the solutions of Ly = f.

Now (5.8) tells us that y(z) must be continuous at x = 2’. For if not, the
two differentiations applied to a jump function would give us the derivative
of a delta function, and we want only a plain §(x — z’). If we write

Glaa') = xio) = { {uefhel) o = 59
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then x(z) is automatically continuous at = = 2’. We take y;(z) to be a
solution of Ly = 0, chosen to satisfy the boundary condition at the left
hand end of the interval. Similarly yr should solve Ly = 0 and satisfy the
boundary condition at the right hand end. With these choices we satisfy
(5.8) at all points away from = = x’.

To work out how to satisfy the equation exactly at the location of the
delta-function, we integrate (5.8) from 2z’ — ¢ to 2’ 4+ ¢ and find that

p@)[X' (2" +¢e) =X (2’ —¢)] =1 (5.10)
With our product form for x(z), this jump condition becomes
Ap(a') (ye(a)ila') = g (2 )yn(e)) =1 (5.11)

and determines the constant A. We recognize the Wronskian W (yp, yr; ')
on the left hand side of this equation. We therefore have A = 1/(pW) and

1 / /
oy (@yr(e), <,
Gz, 2y =< V7 , 5.12

(l’ SL’) {ﬁyL(l’ )yR($)’ > ( )

For the Sturm-Liouville equation the product pW is constant. This fact
follows from Liouville’s formula,

W () = W(0) exp {— /0 (ij—;) d:c’} , (5.13)

and from p; = py = p’ in the Sturm-Liouville equation. Thus

W(a) = WO exp(~llp(o)/p(0)]) =WOLD.  (6.14)
The constancy of pi¥ means that G(x,2’) is symmetric:
G(z,2') =G, ). (5.15)

This is as it should be. The inverse of a symmetric matrix (and the real,
self-adjoint, Sturm-Liouville operator is the function-space analogue of a real
symmetric matrix) is itself symmetric.

The solution to

Ly = (poy) +qu = f(x) (5.16)
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is therefore

_ L
=

Take care to understand the ranges of integration in this formula. In the first
integral 2’ > = and we use G(z,2’) x yr(x)yr(z’). In the second integral
' < x and we use G(z,2") x yr(2')yr(z). It is easy to get these the wrong
way round.

Because we must divide by it in constructing G(x, z’), it is necessary that
the Wronskian W (yr,yg) not be zero. This is reasonable. If W were zero
then y; o yg, and the single function yg satisfies both Lyg = 0 and the
boundary conditions. This means that the differential operator L has yr as
a zero-mode, so there can be no unique solution to Ly = f.

Example: Solve

y()

L) [ o)1 @) e + ) [ ity . 60

~0%y = f(z), y(0)=y(1)=0. (5.18)
We have
Yr = 1—1 LIR LYp = L. .
We find that : ) /
N Jz(l=2"), z<2,
G(x,$> — {l’l(l _ $)’ > ZL‘/, (520)
and

y(x):(1—x)/0xx'f(x')dx'+x/ (1—2")f(2')d'. (5.21)

5.2.2 Initial-value problems

Initial value problems are those boundary-value problems where all boundary
conditions are imposed at one end of the interval, instead of some conditions
at one end and some at the other. The same ingredients go into to construct-
ing the Green function, though.

Consider the problem

Y Q= F@). y(0) =0 (5.22)

We seek a Green function such that

LGt = (% _ Q(t)) Gt = ot — 1) (5.23)
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and G(0,t') = 0.

We need x(t) = G(t,t') to satisfy L;x = 0, except at ¢t = t/, and need
X(0) = 0. The unique solution of L;x = 0 with x(0) = 0is x(¢) = 0. This
means that G(t,0) = 0 for all ¢ < t’. Near ¢t = t' we have the jump condition

Gt +¢,t) -Gt —¢e,t')=1. (5.24)

The unique solution is

t
G(t,t") =60(t —t') exp {/ Q(s)ds} , (5.25)
t/
where 0(t — t') is the Heaviside step distribution
0, t<0,
0(t) = { 1ot o0, (5.26)

Therefore

y(t) = /0 TGl F()

= /Ot exp {/;Q(s) ds} F(t')dt
= exp{/OtQ(s) ds}/otexp{—/ot,Q(s) ds}F(t') dt’. (5.27)

We earlier obtained this solution wvia variation of parameters.
Example: Forced, Damped, Harmonic Oscillator. An oscillator obeys the
equation

i+ 29+ (2 + %)z = F(1). (5.28)

Here ~v > 0 is the friction coeffecient. Assuming that the oscillator is at rest
at the origin at t = 0, we will show that

() = (é) /0 e i Ut — 1) F(r)d (5.29)

We seek a Green function G(t,7) such that x(t) = G(t,7) obeys x(0) =
X'(0) = 0. Again, the unique solution of the differential equation with this
initial data is x(¢) = 0. The Green function must be continuous at ¢t = 7,
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but its derivative must be discontinuous there, jumping from zero to unity
to provide the delta function. Thereafter, it must satisfy the homogeneous
equation. The unique function satisfying all these requirements is

1
ﬁe-ﬂt—ﬂ sin Q(t — 7). (5.30)

Gt,7)=0(t—T1)

Both these initial-value Green functions G(¢,t’) are identically zero when

t < t’. This is because the Green function is the response of the system to a

kick at time ¢ = ¢/, and in physical problems no effect comes before its cause.
Such Green functions are said to be causal.

Physics application: friction without friction—the Caldeira-Leggett
model in real time.

We now describe an application of the initial-value problem Green function
we found in the preceding example.

When studying the quantum mechanics of systems with friction, such as
the viscously damped oscillator, we need a tractable model of the dissipative
process. Such a model was introduced by Caldeira and Leggett.! They
consider the Lagrangian

L= % (Q2 (02 — AQHQ ) QZf,q + Z — wiq}) (5.31)

which describes a macroscopic variable Q(t), linearly coupled to an oscillator
bath of very many simple systems ¢; representing the environment. The

quantity
def i
AQ? = —§ (P) : (5.32)

i 3

is a counter-term which is inserted cancel the frequency shift

RS (i—z) : (5.33)

i K3

LA. Caldiera, A. J. Leggett, Phys. Rev. Lett. 46 (1981) 211.
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caused by the coupling to the bath.?
The equations of motion are

Q+ (X -AP)Q+> fis = 0,
Gi +wig + fiQ = 0. (5.34)

Using our initial value Green function, we solve for the ¢; in terms of Q(¢)

figi = — / t (ﬁ) sinwi(t — )Q(r)dr. (5.35)

The resulting motion of the ¢; feeds back into the equation for @) to give

t

O+ (02— AOYQ + / Pt — )Q(r) dr =0, (5.36)

— 00

where )

F(t) = — Z (f—) sin(w;t) (5.37)

Wi

is a memory function.
It is now convenient to introduce a spectral function

=33 (£) 50—, (539

Wi

in terms of which we can write

Fit) = -2 /0 " J(w) sin(wt) do. (5.39)

™

Although J(w) is defined as a sum of delta function spikes, the oscillator bath
contains a very large number of systems and this makes J(w) effectively a

2The shift arises because a static @) displaces the bath oscillators so that fiq; =
—(f?/w?)Q. Substituting these values for the f;¢; into the potential terms shows that, in
the absence of AQ?, the effective potential seen by @ would be

EQ2Q2+Zf-i+lw-2-2:1 QQ_Z<f_l2) Q>
5 i iq i d; D) i 2 :

2
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smooth function. This is just as the density of a gas (a sum of delta functions
at the location of the atoms) is macroscopically smooth. By taking different
forms for J(w) we can represent a wide range of environments. Caldeira and
Leggett show that to obtain a friction force proportional to Q) we should
make J(w) proportional to the frequency w. To see how this works, consider

1) =0 | ] (5.40)

where A is a high-frequency cutoff introduced to make the integrals over w
converge. With this choice

2 0 2 0 A2piwt
— / J(w) sin(wt) dw = — hwr e
0

- o m dw = sgn (t)’f] A2€_A|t‘ . (541)

Therefore,

/ t F(t—7)Q(r)dr = — / t N\ MTIQ(r) dr

—00 —00

= —nAQM) + Q1) — 5 QW) -+, (5.42)

where the second line results from expanding Q(7) as Taylor series

Q) = Q) + (T —H)QE) +- -, (5.43)

and integrating term-by-term. Now,

2 o o 2
BN I o i B i C)) _2/ A
AQ _;<w2)_7T/0 S =1 mmrgate=nh (544)

2

The —AQ?Q counterterm thus cancels the leading —nAQ(¢) in (5.42), which
would otherwise represent a A-dependent frequency shift. After this cancel-
lation we can safely let A — oo, and so ignore terms with negative powers of
the cutoff. The only surviving term in (5.42) is then Q. This we substitute
into (5.36), which becomes the equation for viscously damped motion:

Q+nQ+Q*Q =0. (5.45)

The oscillators in the bath absorb energy but, unlike a pair of coupled oscil-
lators which trade energy rhythmically back and forth, the incommensurate
motion of the many ¢; prevents them from cooperating for long enough to
return any energy to Q(t).
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5.2.3 Modified Green function

When the equation Ly = 0 has a non trivial-solution, there can be no unique
solution to Ly = f, but there still will be solutions provided f is orthogonal
to all solutions of LTy = 0.

Example: Consider

Ly=—-02y=f(z), y(0)=y(1)=0. (5.46)

The equation Ly = 0 has one non-trivial solution, y(z) = 1. The operator
L is self-adjoint, L' = L, and so there will be solutions to Ly = f provided

(1,f) = [ fdz=0.

We cannot define the the green function as a solution to
~0?G(z,2') = §(x — 2), (5.47)

because fol d(x —2')dr =1 +# 0, but we can seek a solution to

—0?G(z,2)) =6(x —2') — 1 (5.48)
as the right-hand integrates to zero.
A general solution to —9%y = —1 is
L,
y:A+Bx+§x : (5.49)
and the functions
1
Yy = A+ 5‘7:27
1
yp = C—x+ §x2, (5.50)

obey the boundary conditions at the left and right ends of the interval, re-
spectively. Continuity at * = ' demands that A = C' — 2/, and we are left
with D1 /
C—a+32°, O<zx<z
N = 2
Gz, 2) {C—x—ir%xz, ¥ <x <1,

There is no freedom left to impose the condition

(5.51)

G —e ) -G +e2)=1, (5.52)
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but it is automatically satisfied! Indeed,
G2 —e ) = o
G +e2) = -1+, (5.53)

We may select a different value of C' for each z’, and a convenient choice
is

1 1
which makes G' symmetric:
1 .0 z?+a? /
Glaa)={35 CH a0 Osesa (5.55)
3T+, <<,
It also makes fol G(z,2')dx = 0.
The solution to Ly = f is
1
o) = [ Glaa )i+ A (5.56)
0

where A is arbitrary.

5.3 Applications of Lagrange’s Identity

5.3.1 Hermiticity of Green function

Earlier we noted the symmetry of the Green function for the Sturm-Liouville
equation. We will now establish the corresponding result for general differ-
ential operators.

Let G(z,2’) obey L,G(z,2') = 0(z — 2’) with homogeneous boundary
conditions B, and let G'(x,2') obey LIG'(z,2') = 6(x — 2’) with adjoint
boundary conditions BT. Then, from Lagrange’s identity, we have

Q(G.GN = / bdm{(L;wa,x'))*c;(x,x")—(Gf(x,x'))*LG(x,x")}

a

_ / ' e {60~ 2)Gla,a") ~ (G, 2) o — )}
— Q2" - (GT(:C”, x)) (5.57)
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Thus, provided [Q(G, G")]% = 0, which is indeed the case because the bound-
ary conditions for L, LT are mutually adjoint, we have

G o) = (G(x,x’)>*, (5.58)

and the Green functions, regarded as matrices with continuous rows and
columns, are Hermitian conjugates of one another.
Example: Let

L= %, D(L) = {y, Ly € L*[0,1] : y(0) = 0}. (5.59)

In this case G(z,2’) = 6(x — o).
Now, we have

Lt = — D(L) = {y, Ly € L*[0,1] : y(1) = 0} (5.60)

%7
and G'(x,2') = 0(2' — ).

5.3.2 Inhomogeneous boundary conditions

Our differential operators have been defined with linear homogeneous bound-
ary conditions. We can, however, use them, and their Green-function in-
verses, to solve differential equations with inhomogeneous boundary condi-
tions.

Suppose, for example, we wish to solve

—y = f(x),  y(0)=a, y(1)=0 (5.61)

We already know the Green function for the homogeneous boundary-condition
problem with operator

L=-0% D(L)={y, Ly € L*[0,1] : y(0) = 0,y(1) = 0}. (5.62)

It is
z(1—-2a'), =<2,

Z(1—x), x> (5.63)

G(z,2') = {

Now we apply Lagrange’s identity to x(z) = G(x,z’) and y(z) to get

/ e {Gw.a") (<@ — y() (-G ) } = (€ (o) Gl W ()
(5.64)

O
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Here, as usual, G'(x,2') = 0,G(z,2’). The integral is equal to

/ dx {G(a, ') () — y(2)d(x — a')} = / Glx,a')f(x) dx — y(a), (5.65)
whilst the integrated-out bit is
(1= 2)y(0) — 04/(0) — 'y (1) + 05/ (1). (5.66)

Therefore, we have

y(z') = /G(:c,x’)f(x) dr + (1 —2')y(0) + 2'y(1). (5.67)

Here the term with f(x) is the particular integral, whilst the remaining terms
constitute the complementary function (obeying the differential equation
without the source term) which serves to satisfy the boundary conditions.
Observe that the arguments in G(z,x’) are not in the usual order, but, in
the present example, this does not matter because G is symmetric.

When the operator L is not self-adjoint, we need to distinguish between
L and LT, and G and GT. We then apply Lagrange’s identity to the unknown
function u(x) and x(z) = G'(x,2").
Example: We will use the Green-function method to solve the differential

equation

Z_Z _ f(z), ze€0,1], u(0)=a (5.68)

We can, of course, write down the answer to this problem directly, but it
is interesting to see how the general strategy produces the solution. We
first find the Green function G(z, z’) for the operator with the corresponding
homogeneous boundary conditions. In the present case, this operator is

L=20,, D(L)={u,Luec L*0,1]:u(0) =0}, (5.69)

and the appropriate Green function is G(x,2’) = (x — 2’). From G we then
read off the adjoint Green function as G'(z, ') = (G (o, a:)) . In the present

example, we have G'(x,z) = 6(2' — z). We now use Lagrange’s identity in
the form

/ dx{(LlGT(:E,x'))*u(:c) — (GT(a:,x'))* Lxu(:c)} =[Q (GT,u)Ll). (5.70)

0
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In all cases, the left hand side is equal to

/0 dz {8(z — 2'Yulz) — GT (2, 2') f(2)} | (5.71)

where T' denotes transpose, G (z,2') = G(2/, ). The left hand side is there-
fore equal to

u(:L")—/O de G(2',z) f(x). (5.72)

The right hand side depends on the details of the problem. In the present
case, the integrated out part is

1 /
[Q(GT,w)], = — [G (z, 2" Yu()], = u(0). (5.73)
At the last step we have used the specific form G* (z,2") = 6(2’ — z) to find

that only the lower limit contributes. The end result is therefore the expected
one:

Yy
u(y) = u(0) + / f(z) da. (5.74)
0
Variations of this strategy enable us to solve any inhomogeneous boundary-

value problem in terms of the Green function for the corresponding homoge-
neous boundary-value problem.

5.4 Eigenfunction Expansions

Self-adjoint operators possess a complete set of eigenfunctions, and we can
expand the Green function in terms of these. Let

Let us further suppose that none of the \,, are zero. Then the Green function
has the eigenfunction expansion

Glr,2) =" %i*"(x/). (5.76)
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That this is so follows from

L, (Z 7%(:6)5"@)) =D .

= Y gl (@)

= §(xz—1'). (5.77)
Example: : Consider our familiar exemplar
L=-82, D(L)={y Ly e L*[0,1] : y(0) = y(1) = 0}, (5.78)

for which
x(1—2a"), z<a

Gz, ') = {m S ase (5.79)

Computing the Fourier series shows that

Gla,a') = i:: (nfﬁz) sin(nrz) sin(nma’). (5.80)

Modified Green function

When one or more of the eigenvalues is zero, the modified Green function is
obtained by simply omitting the corresponding terms from the series.

mod xZ, I Z (pn Son . (581)
An 70
Then
LyGroa(z,2') = 6(x — ') = Y pulx . (5.82)
7L—0

We see that this G4 is still hermitian, and, as a function of x, is orthogonal
to the zero modes. These are the properties we elected in constructing the
Green function in equation (5.55).



164 CHAPTER 5. GREEN FUNCTIONS

5.5 Analytic Properties of Green Functions

In this section we study the properties of Green functions considered as
functions of a complex variable. Some of the formulae are slightly easier to
derive using contour integral methods, but these are not necessary and we will
not use them here. The only complex-variable prerequisite is a familiarity
with complex arithmetic and, in particular, knowledge of how to take the
logarithm and the square root of a complex number.

5.5.1 Causality implies analyticity

Consider a Green function of the form G(t — 7) and possessing the causal
property that G(t —7) = 0, for t < 7. If the improper integral defining its
Fourier transform,

T—o0

G(w) = /0 h e“'G(t) dt = lim { /0 Temc;(t) dt}, (5.83)

converges for real w, it will converge even better when w has a positive
imaginary part. Consequently G(w) will be a well-behaved function of the
complex variable w everywhere in the upper half of the complex plane. Indeed
it will be analytic there, meaning that its Taylor series expansion about any
point actually converges to the function. For example, the Green function
for the damped oscillator

Le 1t sin(Qt), t>0
5 ) o sin(Qt), , 34
6o -{g ot (5.84)
has Fourier transform
~ 1
Gw) = F (i) (5.85)

which is always finite in the upper half-plane, although it has pole singulari-
ties at w = —iy & Q in the lower half-plane.

The only way that the Fourier transform G of a causal Green function
can have a singularity in the upper half-plane is if G contains a exponential
factor growing in time, in which case the system is unstable to perturbations
(and the real-frequency Fourier transform does not exist). This observation
is at the heart of the Nyquist criterion for the stability of linear electronic
devices.
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Inverting the Fourier transform, we have

1 o 1 o dw
o Lt _ —iwt
G(t) = 0(t) e sin(€21) /_ e e

(5.86)
It is perhaps surprising that this integral is identically zero if ¢ < 0, and
non-zero if ¢ > 0. This is one of the places where contour integral methods
might cast some light, but because we have confidence in the Fourier inversion
formula, we know that it must be correct.

Remember that in deriving (5.86) we have explicitly assumed that the
damping coefficient ~ is positive. It is important to realize that reversing
the sign of v on the right hand side of (5.86) does more than just change
e~ 7" — e on the left-hand side. Naively setting ¥ — —~v on both sides of
(5.86) gives an equation that cannot possibly be true. The right-hand side
is the Fourier transform of a smooth function, and the Riemann-Lebesgue
lemma tells us that such a Fourier transform must become zero when || — oc.
The left-hand side, to the contrary, is a function whose oscillations grow
without bound as ¢ becomes large and positive.

To find the correct equation, observe that we can legitimately effect the
sign change v — —+v by first complex conjugating the integral and then
changing t to —t. Performing these two operations on both sides of (5.86)
leads to

—(9(—75)%6“"5 sin(Q2t) = / ! e ! dw (5.87)

foo 2 — (w—i)? 21

The new left-hand side represents an exponentially growing oscillation which
is suddenly silenced by the kick at ¢ = 0.
The effect of taking the damping parameter + from an infitesimally small
postive value € to an infinitesimally small negative value —e is therefore to
turn the causal Green function (no motion before it is started by the delta-
function kick) of the undamped oscillator into an anti-causal Green function
(no motion after it is stopped by the kick). Ultimately, this is because the the
differential operator corresponding to a harmonic oscillator with initial-value
data is not self-adjoint, and its adjoint operator corresponds to a harmonic
oscillator with final-value data.

This discontinuous dependence on an infinitesimal damping parameter is
the subject of the next few sections.
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Physics application: Caldeira-Leggett in frequency space

If we write the Caldeira-Leggett equations of motion (5.34) in Fourier fre-
quency space by setting

an = [ Srawe, (5.58)
and © 4
qi(t) :/_ %qi(w)e_i“’t, (5.89)

we have (after including an external force Fo to drive the system)
(o + (92— 20)) QW) = Y fiaw) = Funlw),

(—w? +whg(Ww) + fiQw) = 0. (5.90)

Eliminating the g;, we obtain

(—w2 (02— A92)>Q(w) -y in2

QW) = Fex(w). (5.91)

i

As before, sums over the index i are replaced by integrals over the spectral

function 12 2 % W I
; w'J(w
Zi: o /o w'? — w? du, (5.92)
and ) 5 1% I
AP =) (%) — ;/0 Ejf) dw'. (5.93)
Then )
Qw) = <Q2 T H(w)) Foxt(w), (5.94)

where the self-energy Il(w) is given by

T w w w? T w
(5.95)

The expression
1
GW) = = 2s ) (5.96)
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a typical response function. Analogous objects occur in all branches of
physics.

For viscous damping we know that J(w) = nw. Let us evaluate the
integral occuring in IT(w) for this case:

I(w) = /OOO WQL (5.97)

— w2

We will assume that w is positive. Now,

1 1/ 1 1
w’2—w2_%(w’—w_w’+w>’ (5.98)
SO
|1 ) / >
I= l$<ln(w W) — In(w' + w))} = (5.99)

At the upper limit we have In ((oo —w)/(oc0 + w)) =1Inl = 0. The lower
limit contributes

—%(ln(—w) ~In(w)). (5.100)

w
To evaluate the logarithm of a negative quantity we must use

Inw=In|w|+iargw, (5.101)

where we will take arg w to lie in the range —7 < argw < 7.
To get an unambiguous answer, we need to give w an infinitesimal imaginary
part +ie. Depending on the sign of this imaginary part, we find that

T
I(wxic) =+— 102
(wic) =+~ (5.102)
SO
I(w £ ie) = Finw. (5.103)

Now the frequency-space version of

Qt) + nQ + Q*Q = Fexi () (5.104)

18

(—w? —inw + QHQ(W) = Fuge(w), (5.105)
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so we must opt for the small shift in w that leads to II(w) = —inw. This
means that we must regard w as having a positive infinitesimal imaginary
part, w — w+ie. This imaginary part is a good and needful thing: it effects
the replacement of the ill-defined singular integrals

= / et du, (5.106)
0

w? — w?

which arise as we transform back to real time, with the unambiguous expres-
sions

o) 1 ]
]6 — —wwt dw. 1
/0 P (wript (5.107)

The latter, we know, give rise to properly causal real-time Green functions.

5.5.2 Plemelj formula

The functions we are meeting can all be cast in the form

flw) = l/b P g (5.108)

w —w

If w lies in the integration range [a, b], then we divide by zero as we integrate
over w' = w. We ought to avoid doing this, but this interval is often exactly
where we desire to evaluate f. As before, we evade the division by zero by
giving w an infintesimally small imaginary part: w — w + ic. We can then
apply the Plemelj formule, named for the Slovenian mathematician Josip
Plemelj, which say that

1

§<f(w +ig) — flw — zs)) = ip(w),

1(f(uH—z's)+f(cu—i€)> = lP/F p) du'. (5.109)

2 T w —w

As explained in section 2.3.2, the “P” in front of the integral stands for
principal part. Recall that it means that we are to delete an infinitesimal
segment of the w’ integral lying symmetrically about the singular point w’ =
w.

The Plemelj formula mean that the otherwise smooth and analytic func-
tion f(w) is discontinuous across the real axis between a and b. If the dis-
continuity p(w) is itself an analytic function then the line joining the points
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a and b is a branch cut, and the endpoints of the integral are branch-point
singularities of f(w).
The reason for the discontinuity may be understood by considering figure
5.9. The singular integrand is a product of p(w’) with
1 w—uw i€

= + . A1
Ww—(wtie) (W—-w)?+e? (W —w)?+e? (5.110)

The first term on the right is a symmetrically cut-off version 1/(w’ — w) and
provides the principal part integral. The the second term sharpens and tends
to the delta function +imd(w’ —w) as € — 0, and so gives +imp(w). Because
of this explanation, the Plemelj equations are commonly encoded in physics
papers via the “te” cabbala

m _ (w _w) +imd(w — w). (5.111)

If p is real, as it often is, then f(w+in) = (f(w—fm)>*. The discontinuity

across the real axis is then purely imaginary, and

1
—(f(w+i5) +f(w—i5)> (5.112)
2
is purely real. We therefore have
1 ("1 /
Re f(w) = —P/ de’. (5.113)
T J, W—w

This is typical of the relations linking the real and imaginary parts of causal
response functions.

A practical illustration of such a relation is provided by the complex,
frequency-dependent, refractive index, n(w), of a medium. This is defined so
that a travelling electromagnetic wave takes the form

E(z,t) = Egen@he-ivt (5.114)

Here, k = w/c is the in vacuuo wavenumber. We can decompose n into its
real and imaginary parts:

n(w) = nr+ing |
- nR(w)+;—k7(w), (5.115)
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where 7 is the extinction coefficient, defined so that the intensity falls off as
I = Iy exp(—vx). A non-zero v can arise from either energy absorbtion or
scattering out of the forward direction. For the refractive index, we have the
Kramers-Kronig relation

T 22

np(w) =1+ EP/OO MV(A . (5.116)

Formulee like this will be rigorously derived in chapter 7?7 by the use of
contour-integral methods.

5.5.3 Resolvent operator

Given a differential operator L, we define the resolvent operator to be Ry =
(L — AI)~!. The resolvent is an analytic function of \, except when A lies in
the spectrum of L.

We expand R, in terms of the eigenfunctions as

Ry(z,2) =" W. (5.117)

When the spectrum is discrete, the resolvent has poles at the eigenvalues
L. When the operator L has a continuous spectrum, the sum becomes an
integral:

Ao = [ o020 g (5.118)

where p(p) is the eigenvalue density of states. This is of the form that

we saw in connection with the Plemelj formulse. Consequently, when the

spectrum comprises segements of the real axis, the resulting analytic function

R, will be discontinuous across the real axis within them. The endpoints

of the segements will branch point singularities of R), and the segements

themselves, considered as subsets of the complex plane, are the branch cuts.
The trace of the resolvent Tr Ry is defined by

TrRy = /dx {Rx\(z,2)}
_ / dx{;7¢n§i)fn)fx)}
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1
B ;)\n—)\

/% i (5.119)

Applying Plemelj to Ry, we have

Im [hm{TeraH — mp(N). (5.120)

e—0

Here, we have used that fact that p is real, so
Tr Ry_io = (Tr Rm-e) . (5.121)

The non-zero imaginary part therefore shows that R, is discontinuous across
the real axis at points lying in the continuous spectrum.
Example: Consider

L=-0*+m? D)= {y, Ly € L*[—o0, c0]}. (5.122)

As we know, this operator has a continuous spectrum, with eigenfunctions

ikx
= ——=e"". 5.123
Here, L is the (very large) length of the interval. The eigenvalues are E =
k? + m?, so the spectrum is all positive numbers greater than m?. The
momentum density of states is

L
p(k) = o (5.124)
The completeness relation is
/_OO g—f_eik(w_z,) =§(xz — 1), (5.125)

which is just the Fourier integral formula for the delta function.
The Green function for L is

oo * o0 ik(z—y)

dk ) k*>+m? L 2mk24+m2 T 2m
(5.126)

[e.e]
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We can use the same calculation to look at the resolvent Ry = (—92 — \)~L.
Replacing m? by —)\, we have

1
Ry(xz,y) = eVl 5.127
To appreciate this expression, we need to know how to evaluate \/z where
z is complex. We write 2z = |z|e® where we require —m < ¢ < 7. We now

define .
Vz = /|z]e/? (5.128)

When we evaluate /2 for z just below the negative real axis then this defini-
tion gives —z'\/m , and just above the axis we find —H'\/m . The discontinuity
means that the negative real axis is a branch cut for the the square-root func-
tion. The v/—\’s appearing in R, therefore mean that the positive real axis
will be a branch cut for Ry. This branch cut therefore coincides with the
spectrum of L, as promised earlier.

If \ is positive and we shift A — A + ie then

L v eyl L —iVRe—yl—cla—yl/2vX (5.129)

2v/=\ VA

Notice that this decays away as |r — y| — oo. The square root retains a
positive real part when A is shifted to A —ie, and so the decay is still present:

1 7 .
—V=Az—y| +2\/X|:c—y|—£|az—y|/2\/x
—e — ———e€ . 5.130
WY (5.130)

In each case, with A either immediately above or immediately below the
cut, the small imaginary part tempers the oscillatory behaviour of the Green
function so that x(x) = G(z,y) is square integrable and remains an element
of L?[R].

We now take the trace of R by setting x = y and integrating:

L

o2/

o) = ) —L (5.132)

o)

which coincides with our direct calculation.

Tr Ryy- = im0 (5.131)

Thus,
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Example: Let
L= —i0,, D(L)={y, Ly € L*)[R]}. (5.133)

This has eigenfunctions e*** with eigenvalues k. The spectrum is therefore
the entire real line. The local eigenvalue density of states is 1/2w. The
resolvent is therefore

L[> o1
(—iax—x);;,:% elk(””‘“mdk. (5.134)

To evaluate this, first consider the Fourier transforms of

Fi(z) = O(x)e™™,
Fy(z) = —0(—x)e™, (5.135)
where k is a positive real number.
We have - _
Ow)e he ik dy = — , 5.136
/_OO{ (x)e e T= ( )
> , 1 1
_0(_ KT —ikx —
/_OO{ O(—x)e }e dx i (5.137)
Inverting the transforms gives
—KT 1 > 1 ikx
O(x)e RT3 - Z,/ie dk,
—0(—z)e™ = I N N ! (5.138)
A ‘

These are important formulee in their own right, and you should take care
to understand them. Now we apply them to evaluating the integral defining
R,.

If we write A = p + v, we find

1 ° eik(m—x’) 1 die — { ZH(J} . x/)eiu(x—x’)e—l/(x—x')’ V> O, (5139>

o | o k—X —if(z' — x)e@—evl@=2) <,
In each case, the resolvent is oc €* away from 2/, and has jump of +i at
x = 2’ so as produce the delta function. It decays either to the right or to
the left, depending on the sign of v. The Heaviside factor ensures that it is
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—vx

multiplied by zero on the exponentially growing side of e™*, so as to satisfy
the requirement of square integrability.

Taking the trace of this resolvent is a little problematic. We are to set x =
2’ and integrate — but what value do we associate with 6(0)? Remembering
that Fourier transforms always give to the mean of the two values at a jump

discontinuity, it seems reasonable to set 6(0) = % With this definition, we

have ,
sL, TmA >0,
Tr Ry = : (5.140)
—sL, ImA<QO.

Our choice is therefore compatible with Tr Ry, ;. = mp = L/2m. We have
been lucky. The ambiguous expression 6(0) is not always safely evaluated as
1/2.

5.6 Locality and the Gelfand-Dikii equation

The answers to many quantum physics problems can be expressed either as
sums over wavefunctions or as expressions involving Green functions. One
of the advantages of writing the answer in terms of Green functions is that
these typically depend only on the local properties of the differential operator
whose inverse they are. This locality is in contrast to the individual wave-
functions and their eigenvalues, both of which are sensitive to the distant
boundaries. Since physics is usually local, it follows that the Green function
provides a more efficient route to the answer.

By the Green function being local we mean that its value for x,y near
some point can be computed in terms of the coefficients in the differential
operator evaluated near this point. To illustrate this claim, consider the
Green function G(z,y) for the Schrodinger operator —9? + g(z) + A on the
entire real line. We will show that there is a not exactly obvious (but easy
to obtain once you know the trick) local gradient expansion for the diagonal
elements D(x) = G(x,x). These elements are often all that is needed in
physics. We begin by recalling that we can write

G(z,y) oc u(z)v(y)

where u(x), v(z) are solutions of (=92 + g(x) + A\)y = 0 satisfying suitable
boundary conditions to the right and left respectively. We set D(z) = G(z, x)



5.6. LOCALITY AND THE GELFAND-DIKII EQUATION 175

and differentiate three times with respect to . We find

?D(x) = u®v+3u" 4 3uv" + uw®
= (Oulg+ M) v+ 3(g + A)0x(uv) + (0u(g + A)v) .

Here, in passing from the first to second line, we have used the differential
equation obeyed by u and v. We can re-express the second line as

(40, + Drg — %82)D(x) — _9),D(x). (5.141)

This relation is known as the Gelfand-Dikii equation. Using it we can find
an expansion for the diagonal element D(x) in terms of ¢ and its derivatives.
We begin by observing that for ¢(z) = 0 we know that D(z) = 1/(2v/X). We
therefore conjecture that we can expand

_ L (@) @) abel@)
D(:c)_Qﬁ(l ) +(2A)2+ +(—1) + )

If we insert this expansion into (5.141) we see that we get the recurrence
relation

(q0; + 0.q — %af;)bn = 0pbp1. (5.142)

We can therefore find b, from b, by differentiation followed by a single
integration. Remarkably, 0,b, 11 is always the exact derivative of a polynomal
in ¢ and its derivatives. Further, the integration constants must be be zero
so that we recover the ¢ = 0 result. If we carry out this process, we find

bi(z) = q(2),

bo(z) — 5q(2a:)3 B 5q’ix)2 - 5q(:l:)2q”(x) N q(4>4(x)’

) = 2 q8(:6)4 3 q(xBLQ/(x)2 35 q(g;zf (@), 2 q;(x)2
+7Q’<I>2q<3><x> . 7q<x>f<4> (2) q<6>8 (@) .

and so on. (Note how the terms in the expansion are graded: Each b,
is homogeneous in powers of ¢ and its derivatives, provided we count two
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x derivatives as being worth one ¢(z).) Keeping a few terms in this series
expansion can provide an effective approximation for G(z, z), but, in general,
the series is not convergent, being only an asymptotic expansion for D(z).
A similar strategy produces expansions for the diagonal element of the
Green function of other one-dimensional differential operators. Such gradient
expansions also exist in in higher dimensions but the higher-dimensional
Seeley-coefficient functions are not as easy to compute. Gradient expansions
for the off-diagonal elements also exist, but, again, they are harder to obtain.

5.7 Further Exercises and problems

Here are some further exercises that are intended to illustrate the material
of this chapter:

Exercise 5.1: Fredholm Alternative. A heavy elastic bar with uniform mass
m per unit length lies almost horizontally. It is supported by a distribution of
upward forces F'(z).

The shape of the bar, y(z), can be found by minimizing the energy

Ulyl = /OL {%/ﬂ(y”)2 — (F(x) - mg)y} dz.

e Show that this minimization leads to the equation

ﬁyzn@:F(x)—mg y'=9y" =0 at z=0,L.
dx?* ’ ’

e Show that the boundary conditions are such that the operator L is self-
adjoint with respect to an inner product with weight function 1.

e Find the zero modes which span the null space of L.

e If there are n linearly independent zero modes, then the codimension of
the range of L is also n. Using your explicit solutions from the previous
part, find the conditions that must be obeyed by F'(z) for a solution of
f/y = F'—mg to exist. What is the physical meaning of these conditions?

e The solution to the equation and boundary conditions is not unique. Is
this non-uniqueness physically reasonable? Explain.

Exercise 5.2: Flexible rod again. A flexible rod is supported near its ends by
means of knife edges that constrain its position, but not its slope or curvature.
It is acted on by by a force F'(x).
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The deflection of the rod is found by solving the the boundary value problem

dly
dxt

We wish to find the Green function G(z,z’) that facilitates the solution of this
problem.

a) If the differential operator and domain (boundary conditions) above is
denoted by L, what is the operator and domain for LT? Is the problem
self-adjoint?

b) Are there any zero-modes? Does F' have to satisfy any conditions for the
solution to exist?

c) Write down the conditions, if any, obeyed by G(z,z’) and its derivatives
0.G(x,2"), 0%,G(z,2"), 03,,G(x,2') at x =0, x = 2’, and = = 1.

d) Using the conditions above, find G(z,z’). (This requires some boring
algebra — but if you start from the “jump condition” and work down,
it can be completed in under a page)

e) Is your Green function symmetric (G(z,z) = G(2',2))? Is this in ac-
cord with the self-adjointness or not of the problem? (You can use this
property as a check of your algebra.)

f) Write down the integral giving the general solution of the boundary value
problem. Assume, if necessary, that F'(z) is in the range of the differential
operator. Differentiate your answer and see if it does indeed satisfy the
differential equation and boundary conditions.

Exercise 5.3: Hot ring. The equation governing the steady state heat flow on
thin ring of unit circumference is

—y'=f 0<z<1, y0)=y(1), ¥ (0)=y(1).

a) This problem has a zero mode. Find the zero mode and the consequent
condition on f(z) for a solution to exist.
b) Verify that a suitable modified Green function for the problem is

1 1
gla.a') = 5o —a')? = Sle -]

You will need to verify that g(x, z’) satisfies both the differential equation
and the boundary conditions.
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Exercise 5.4: Seek a solution to the equation
d?y
da?

with inhomogeneous boundary conditions y'(0) = Fy, y'(1) = Fy. Observe

that the corresponding homogeneous boundary condition problem has a zero
mode. Therefore the solution, if one exists, cannot be unique.

= f(z), z€]0,1]

a) Show that there can be no solution to the differential equation and in-
homogeneous boundary condition unless f(z) satisfies the condition

1
/ f(z)de = Fy— F1. (%)
0
b) Let G(z,&) denote the modified Green function (5.55)

Gy | EEE S o< <
(@8 = Lo+ 238 copct,)
3 2 )

Use the Lagrange-identity method for inhomogeneous boundary condi-
tions to deduce that if a solution exists then it necessarily obeys

1 1
mwzéy@&+écmwvma+amwm—cww%.

c¢) By differentiating with respect to z, show that

1
ymmﬂwzlCM@H@%+G@@H—G&@%+Q

where C' is an arbitrary constant, obeys the boundary conditions.

d) By differentiating a second time with respect to z, show that Yientative ()
is a solution of the differential equation if, and only if, the condition * is
satisfied.

Exercise 5.5: Lattice Green Functions . The k& x k matrices

2 -1 0 0 o ... O 2 -1 0 0 0

-1 2 -1 0 0 0 -1 2 -1 0 0

o -1 2 -1 0 ... 0 o -1 2 -1 0
T, =1 : R ], Ta=| DT e el

o ... 0 -1 2 -1 0 o ... 0 -1 2 -1

0 ... 0 o -1 2 -1 0 ... 0 0o -1 2

0o ... O 0 0o -1 2 o ... O 0 0 -1

represent two discrete lattice approximations to —85% on a finite interval.
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a) What are the boundary conditions defining the domains of the corre-
sponding continuum differential operators? [They are either Dirichlet
(y = 0) or Neumann (3’ = 0) boundary conditions.] Make sure you
explain your reasoning.

b) Verify that

ij
k+1’

[T7'; = min(i,j) —
(T;';; = min(4, ).

¢) Find the continuum Green functions for the boundary value problems
approximated by the matrix operators. Compare each of the matrix
inverses with its corresponding continuum Green function. Are they
similar?

Exercise 5.6: Eigenfunction expansion The resolvent (Green function) R (z,2') =
(L — XY can be expanded as

rxr

1 e n(@)en(a)
(L=Ngw = o

A )
An "

where ¢, (x) is the normalized eigenfunction corresponding to the eigenvalue
An. The resolvent therefore has a pole whenever A approaches \,,. Consider

the case
d? !
R (z,2) = <—@ — w2> ;

xx’!

with boundary conditions y(0) = y(L) = 0.
a) Show that

1
Re(z,2') = msinwx sinw(L —2'), =<2,

1
. . ! !
= ——sinw(L —z)sinwz’, ' <z
wsinwl

b) Confirm that R_» becomes singular at exactly those values of w? corre-
sponding to eigenvalues w2 of —%.

c) Find the associated eigenfunctions ¢, (x) and, by taking the limit of
R, as w? — w2, confirm that the residue of the pole (the coefficient of

1/(w? — w?)) is precisely the product of the normalized eigenfunctions
Pn(2)pn ().
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Exercise 5.7: In this exercise we will investigate the self adjointness of the
operator T' = —id/0x on the interval [a,b] by using the resolvent operator
Ry = (T — \I)~".

a)

The integral kernel Ry (z, ') is a Green function obeying
—z'2 — X)) Ry(z,2") = 6(x — 2')
ax )\ ) *
Use standard methods to show that
/ 1 . / iNz—2x)
RA(:c,x)zi Ky+isgn(x—a') e )

where K is a number that depends on the boundary conditions imposed
at the endpoints a, b, of the interval.

If T is to be self-adjoint then the Green function must be Hermitian, i.e.
Ry(z.2") = [Rx(«/,2)]*. Find the condition on K for this to be true,
and show that it implies that

where ) is some real angle. Deduce that the range of R) is the set of
functions

Dy = {y(x) : y(b) = P y(a)}.

Now the range of R) is the domain of (7" — AI), which should be same
as the domain of T" and therefore not depend on A. We therefore require
that 8, not depend on A. Deduce that T" will be self-adjoint only for
boundary conditions y(b) = e?y(a) — i.e. for twisted periodic boundary
conditions.

Show that with the twisted periodic boundary conditions of part b), we

have

From this, show that Ry (x,2’) has simple poles at A = \,,, where \,, are
the eigenvalues of T'.

Compute the residue of the pole of Ry(x,x’) at the eigenvalue \,, and
confirm that it is a product of the corresponding normalized eigenfunc-
tions.
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Exercise 5.8: By using the observation that the left hand side is 2w x the
eigenfunction expansion of a modified Green function G(x,0) for L = —92 on
a circle of unit radius, show that

inT 1 2

> e 2 ™
Z n2 25(1'—7[') —F, w€[0,27r)

n=—oo

The term with n = 0 is to be omitted from the sum.
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Figure 5.1: The function x(z) = G(z,2’) .

G(t,t')

t'l

Figure 5.2: The Green function G(t,t') for the first-order initial value problem

G(t, 1)

Figure 5.3: The Green function G(t, ) for the damped oscillator problem .
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Figure 5.4: The modified Green function.

0 X 1 0 X 1

Figure 5.5: G(z,2') = 0(x — 2'), and G'(z,2') = 0(2' — x).

t=0 t=0

ly=+E ly=-1€

Figure 5.6: The effect on G(t), the Green function of an undamped oscillator,
of changing iy from +ie to —ic.
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Im w

v Re &

arg ()

Figure 5.7: When w has a small positive imaginary part, arg (—w) ~ —.

Rew |0

‘‘‘‘‘‘‘‘‘‘‘‘‘‘‘‘‘‘‘‘‘‘‘‘‘‘‘ Imw

Figure 5.8: The analytic function f(w) is discontinuous across the real axis
between a and b.

Reg Img

Figure 5.9: Sketch of the real and imaginary parts of g(w') = 1/(w'—(w+ic)).
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Im A
|
7 ot — Re A
e ./ arg(-\)12
' o

Figure 5.10: If Im A > 0, and with the branch cut for \/z in its usual place
along the negative real axis, then v/—\ has negative imaginary part and
positive real part.

1\

X X

—

Figure 5.11: The functions Fy(z) = 6(z)e™"* and Fy(x) = —0(—x)e"™ .
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Figure 5.12: FElastic bar
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Figure 5.13: Simply supported rod.
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Chapter 6

Partial Differential Equations

Most differential equations of physics involve quantities depending on both
space and time. Inevitably they involve partial derivatives, and so are par-
tial differential equations (PDE’s). Although PDE’s are inherently more
complicated that ODE’s, many of the ideas from the previous chapters — in
particular the notion of self adjointness and the resulting completeness of the
eigenfunctions — carry over to the partial differential operators that occur
in these equations.

6.1 Classification of PDE’s

We will focus on second-order equations in two variables, such as the wave
equation

L - —— T = f(x,1), (Hyperbolic) (6.1)

Laplace or Poisson’s equation

Po 0o .
e e f(z,y), (Elliptic) (6.2)

or Fourier’s heat equation

0? 0
8—1? - Ha—f = f(=z,1). (Parabolic) (6.3)
What do the names hyperbolic, elliptic and parabolic mean? In high-
school co-ordinate geometry we learned that a real quadratic curve

az® + 2bxy + cy® + fr+gy+h =0 (6.4)

187
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represents a hyperbola, an ellipse or a parabola depending on whether the
discriminant, ac — b, is less than zero, greater than zero, or equal to zero,
these being the conditions for the matrix

[Z i’} (6.5)

to have signature (+, —), (+,+) or (+,0).
By analogy, the equation

2 2 2
a(z, y)g—w + 2b(z, y)ﬁxgy + c(z, y)—gp + (lower orders) = 0, (6.6)

x? oy?

is said to be hyperbolic, elliptic, or parabolic at a point (z,y) if

) ~ lae 12
b(z,y) c(z,y) ‘ = (ac = b)), (6.7)

is less than, greater than, or equal to zero, respectively. This classification
helps us understand what sort of initial or boundary data we need to specify
the problem.

There are three broad classes of boundary conditions:

a) Dirichlet boundary conditions: The value of the dependent vari-
able is specified on the boundary.

b) Neumann boundary conditions: The normal derivative of the de-
pendent variable is specified on the boundary.

¢) Cauchy boundary conditions: Both the value and the normal deriva-
tive of the dependent variable are specified on the boundary.

Cauchy boundary conditions are analogous to the initial conditions for a
second-order ordinary differential equation. These are given at one end of
the interval only. The other two classes of boundary condition are higher-
dimensional analogues of the conditions we impose on an ODE at both ends
of the interval.

Each class of PDE’s requires a different class of boundary conditions in
order to have a unique, stable solution.

1) Elliptic equations require either Dirichlet or Neumann boundary con-
ditions on a closed boundary surrounding the region of interest. Other
boundary conditions are either insufficient to determine a unique solu-
tion, overly restrictive, or lead to instabilities.
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2) Hyperbolic equations require Cauchy boundary conditions on a open
surface. Other boundary conditions are either too restrictive for a
solution to exist, or insufficient to determine a unique solution.

3) Parabolic equations require Dirichlet or Neumann boundary condi-
tions on a open surface. Other boundary conditions are too restrictive.

6.2 Cauchy Data

Given a second-order ordinary differential equation

poy + o1y +poy=f (6.8)

with initial data y(a), y'(a) we can construct the solution incrementally. We
take a step dx = ¢ and use the initial slope to find y(a + ) = y(a) + ey’ (a).
Next we find y”(a) from the differential equation

y'@) = = (/@) + paye) = F(a) (6.9)
and use it to obtain y'(a 4+ ¢) = y/'(a) + €y”(a). We now have initial data,
y(la+¢€), y'(a+e), at the point a+¢, and can play the same game to proceed
to a + 2¢, and onwards.

Suppose now that we have the analogous situation of a second order
partial differential equation

2

a(x) 8:3‘(‘?:6” + (lower orders) = 0. (6.10)

in R™. We are also given initial data on a surface, I, of co-dimension one in
R™.

n

The surface I' on which we are given Cauchy Data.
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At each point p on I we erect a basis n, tq, to, ... consisting of the normal to
I' and n — 1 tangent vectors. The information we have been given consists
of the value of ¢ at every point p together with

0P qef, Op
i g
on o

the normal derivative of ¢ at p. We want to know if this Cauchy data
is sufficient to find the second derivative in the normal direction, and so
construct similar Cauchy data on the adjacent surface I' + en. If so, we can
repeat the process and systematically propagate the solution forward through
R™.

From the given data, we can construct

(6.11)

82 SO def y,tV 82 SO

not; "t o
Po aek ,,, OCp

= it ——— 6.12
ot; 0t C Qrrdav’ (6.12)
but we do not yet have enough information to determine
¢ de 0?
LA TN . (6.13)

onon e orhoz?

Can we fill the data gap by using the differential equation (6.10)7 Suppose
that
o
oxnozv
where ¢} is a guess that is consistent with (6.12), and ® is as yet unknown,
and, because of the factor of n*n”, does not affect the derivatives (6.12). We
plug into

0"+ nfn"® (6.14)

82
au,,(:ti)ngy + (known lower orders) = 0. (6.15)
and get
a,,n'n”® + (known) = 0. (6.16)

We can therefore find ® provided that
a,,mt'n” # 0. (6.17)

If this expression is zero, we are stuck. It is like having po(x) = 0 in an
ordinary differential equation. On the other hand, knowing & tells us the



6.2. CAUCHY DATA 191

second normal derivative, and we can proceed to the adjacent surface where
we play the same game once more.

Definition: A characteristic surface is a surface X such that a,,n*n" =0
at all points on X. We can therefore propagate our data forward, provided
that the initial-data surface I' is nowhere tangent to a characteristic surface.
In two dimensions the characteristic surfaces become one-dimensional curves.
An equation in two dimensions is hyperbolic, parabolic, or elliptic at at a
point (z,y) if it has two, one or zero characteristic curves through that point,
respectively.

Characteristics are both a curse and blessing. They are a barrier to
Cauchy data, but, as we will see in the next two subsections, are also the
curves along which information is transmitted.

6.2.1 Characteristics and first-order equations

Suppose we have a linear first-order partial differential equation

ale, )G+ bag) 5 + el = fa.y). (6.18)

We can write this in vector notation as (v - V)u + cu = f, where v is the
vector field v = (a,b). If we define the flow of the vector field to be the
family of parametrized curves z(t), y(t) satisfying

dx dy

E = a(x,y), E = b($7y)v (619)

then the partial differential equation (6.18) reduces to an ordinary linear
differential equation

du
7 + c(t)u(t) = f(t) (6.20)
along each flow line. Here,
u(t) = u(z(t),y(t)),

f) = flat),y(t)). (6.21)
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bad!

X

Initial data curve I', and flow-line characteristics.

Provided that a(z,y) and b(z,y) are never simultaneously zero, there will be
one flow-line curve passing through each point in R2. If we have been given
the initial value of u on a curve I' that is nowhere tangent to any of these flow
lines then we can propagate this data forward along the flow by solving (6.20).
On the other hand, if the curve I' does become tangent to one of the flow
lines at some point then the data will generally be inconsistent with (6.18)
at that point, and no solution can exist. The flow lines therefore play a role
analagous to the characteristics of a second-order partial differential equation,
and are therefore also called characteristics. The trick of reducing the partial
differential equation to a collection of ordinary differential equations along
each of its flow lines is called the method of characteristics.

Exercise 6.1: Show that the general solution to the equation

is
o(r,y) =e Vf(r+y),

where f is an arbitrary function.

6.2.2 Second-order hyperbolic equations

Consider a second-order equation containing the operator
2 82 82

(6.22)
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We can always factorize
aX?4+20XY +cY? = (aX + BY)(yX +6Y), (6.23)

and from this obtain
0? 0? 0? 0 0 0 0
a8x2 + 2b8:c8y + 08—y2 = <a8_:c + ﬁﬁ_y) (Va—x + 58_y> + lower,

- g+5g ozg—irﬁﬁ + lower
- Vb oy Ox oy ‘

(6.24)

Here “lower” refers to terms containing only first order derivatives such as

N Al Y SR N
Ox ) Ox’ oy ) oy’ '
A necessary condition, however, for the coefficients «, (3, v, § to be real is that

1
ac—b* = afyo— 1(&5 + 7)?

—%(ac? —By)? <. (6.25)
A factorization of the leading terms in the second-order operator D as the
product of two real first-order differential operators therefore requires that
D be hyperbolic or parabolic. It is easy to see that this is also a sufficient
condition for such a real factorization. For the rest of this section we will
assume that the equation is hyperbolic, and so

ac— b = —=(ad — Bv)* < 0. (6.26)

1
4
With this condition, the two families of flow curves defined by

o dr dy
Cl . E - 04(%1/); dt - ﬁ(l’,y), (627)
and p J
. T Y9 _

are distinct, and are the characteristics of D.
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A hyperbolic second-order differential equation Du = 0 can therefore be
written in either of two ways:

0 0
(aa—x—i—ﬁa—y) U1+F1 —O, (629)
or 5 5
(7% T 5a—y) Uy + Fy =0, (6.30)
where
ou ou
U1 = ’)/% + 50—,
ou ou
U2 = Oéa—x + 68_?;7 (631)

and F) o contain only Ou/0x and Ou/dy. Given suitable Cauchy data, we
can solve the two first-order partial differential equations by the method
of characteristics described in the previous subsection, and so find U;(x,y)
and Us(z,y). Because the hyperbolicity condition (6.26) guarantees that the
determinant

YO0l s

o Bl V6 — ad

is not zero, we can solve (6.31) and so extract from U » the individual deriva-
tives Ou/0z and Ou/dy. From these derivatives and the initial values of w,
we can determine u(x,y).

6.3 Wave Equation

The wave equation provides the paradigm for hyperbolic equations that can
be solved by the method of characteristics.

6.3.1 d’Alembert’s Solution

Let o(z,t) obey the wave equation

Po 1 0%
@—ng(), —00 < & < 0. (6.32)
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We will use the method of characteristics to propagate Cauchy data ¢(x,0) =
wo(x) and $(x,0) = vo(x), given on the curve I' = {x € R, ¢ = 0}, forward
in time.

We begin by factoring the wave equation as

2 2
Thus,
(% + %%) U -V)=0, (6.34)
where
Uzdzg% v:%¢:%%ﬁ (6.35)

The quantity U — V' is therefore constant along the characteristic curves
x — ct = const. (6.36)

Writing the linear factors in the reverse order yields the equation
o 10
(— — ——) (U+V)=0. (6.37)
c

This implies that U 4+ V' is constant along the characteristics
x + ct = const. (6.38)

Putting these two facts together tells us that

Viat) = SWV(et)+ Ul )]+ 5V, t) - Ul 1)

N — N~

1
(V(z+ct' 0)+Ulx+ct'0)] + §[V(1’ —ct',0) = U(x — ct',0)].
(6.39)
The value of the variable V' at the point (z,t’) has therefore been computed

in terms of the values of U and V on the initial curve I'. After changing
variables from t' to £ = x &+ ct’ as appropriate, we can integrate up to find
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that

t
o(x,t) = gp(x,O)—l—c/ V(x, t")dt

0

z+ct z—ct z+ct
— w0 +z [ CE0drg [ ey [ w0

2 ct
1 1 T+ct
= 3 {p(x+ct,0) + p(x —ct,0)} + % /x_ct »(&,0) dg, (6.40)
This result:
1 T+ct
Pat) = g lala+ o)+ anlo =} + 50 [ w(@de (641

is known as d’Alembert’s solution of the wave equation.

(x.t)
X—Cct=const. Xx+ct=const.
s <
- +
X—Ct x+ct

Range of Cauchy data influencing ¢(x,t).

The value of ¢ at x,t, is determined by only a finite interval of the initial
Cauchy data. In more generality, ¢(z,t) depends only on what happens in
the past light-cone of the point, which is bounded by pair of characteristic
curves.

An alternative derivation of d’Alembert’s solution uses a method that
applies most effectively to PDE’s with constant coefficients. We first seek a
general solution to the PDE involving two arbitrary functions. Begin with a
change of variables. Let

& = x+ct,
x — ct. (6.42)
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be light-cone co-ordinates. In terms of them, we have

1
1
t = 2—(5 — ). (6.43)
c
Now,
o Jdrod oJo 1[0 10
a—g—a—ga—ﬂa—ga—i(a—ﬁza)' (6.44)
Similarly
o 10 10
Thus
0? 1 02 o 10 o 10 0?
(@ - _E) = (% + za) (% - za) ~doea, (040
The characteristics of the equation
D¢
o = (6.47)

are & = const. or 1 = const. There are two characteristics curves through
each point, so the equation is still hyperbolic.
With light-cone coordinates it is easy to see that a general solution to

o2 0? o?
(@ - la—t) ¢ = 4560 = (648)
1S
o= f(&) +9(n) = flz+ct)+g(x—ct). (6.49)

We now exploit this solution to propagate the data ¢(x,0) = po(z) and
&(x,0) = vg(x). We do so by fitting the f and g in

o(z,t) = f(x+ct) + gl — ct). (6.50)
We have

f(@)+g9(x) = @ol),
o(f'(z) —g'(x)) = wol), (6.51)



198 CHAPTER 6. PARTIAL DIFFERENTIAL EQUATIONS

SO
Fa)=gfa) = - [ o€ de + 4 (6.52)
Therefore
flx) = %SOO +% . d£+%A,
1 1 1
g(z) = §g00 ~ 2 ), vo(&) d€ — §A. (6.53)
Thus
B 1 1 xr+ct d 4
p(r,t) = B {wo(x + ct) + ol — ct)} + % /x_ct vp(§) d€. (6.54)

Again we find d’Alembert’s solution.

Exercise 6.2: Show that when the operator D in a constant-coefficient second-
order PDE Dy = 0 is reducible, meaning that it can be factored into two
distinct first-order factors D = P; Py where

0 0
P = aj— + Bi=— + i,
o ax—l—ﬁay—l-v

then the general solution to Dy = 0 can be written as ¢ = ¢1 + 2, where

Pi¢p1 =0, Pogpo = 0. Hence, or otherwise, show that the general solution to

the equation
2
A L Y
Oxdy oy Ox oy

(P(wvy) = f(2x - y) + eyg(x),

where f, g, are arbitrary functions.

Exercise 6.3: Show that when the constant-coefficient operator D is of the
form

) ) 2
_ p2 _
D=P _<aaw+ﬂay+’y> ,

with a # 0, then the general solution to Dy = 0 is given by ¢ = ¢1 + x¢2,
where P¢p12=0. (If @ =0 and 8 # 0, then ¢ = ¢1 + y¢2.)
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6.3.2 Fourier’s Solution

Starting from the same Cauchy data as d’Alembert, Joseph Fourier proposed
a completely different approach to solving the wave equation. He sought a
solution in the form

90($7t) — / g_f_ a(k:)eikm_iwkt 4 a*(k)e—ikm—i-iwkt} 7 (655)
where wy, = c|k| is the positive root of w? = ¢*k*. The terms being summed
by the integral are all individually of the form f(x — ct), or f(z + ct), and so
¢(x,t) is indeed a solution of the wave equation. The positive-root convention
means that positive k corresponds to right-going waves, and negative k to
left-going waves.

We find the amplitudes a(k) by fitting to the Fourier transforms of the

initial data
*dk_ .
t=0) = —O(k)e™*
pat=0) = [~ Fager,

ol t=0) = /OO %X(/@)eikx, (6.56)

oo 2T

SO

ok) = a(k)+a*(—k),
(k) = iwk<a*(—k)—a(k:)>. (6.57)

Solving, we find

) = 3 (2+ Zxw).
(k) = %(@(—k)—ix(—k)). (6.58)

For some years after Fourier’s trigonometric series solution was proposed,
doubts persisted as to whether it was as general as that of d’Alembert.
This was because many mathematicians of that era simply refused to believe
that (almost) every function could be represented by a Fourier expansion.
Fourier’s solution is, however, completely equivalent to d’Alembert’s.
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6.3.3 Causal Green Function

We now add a source term:

18% &
Ea—tf - a—:cf = q(z,1). (6.59)

We will solve this equation by finding a Green function such that

1o
(?@ - @) Gl t:€,7) = 6(x — )5t — 7). (6.60)

If the only waves in the system are those produced by the source, we should

demand that the Green function be causal, in that G(z,¢;&,7) =01if t < 7.
To construct the causal Green function, we integrate the equation over

an infinitesimal time interval from 7 — € to 7 + € and so find Cauchy data

Gz, 7+¢e¢&71) = 0,
%G(QZ,T+€;£,7) = Aoz —¢). (6.61)

We plug this into d’Alembert’s solution to get

¢ [oet=T)
G ti&7) = o=z [ e g
= gé’(t—T) {9(:E—§+c(t—7‘)> —Q(z—f—c(t—T))}.

(6.62)

&1

X

Support of G(x,t; &, T) for fixed £, T, or the “domain of influence”.
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Using this we have

z+c(t— T)
oz, t) = / dT/ T)d€
c(t—7)

= §/Qq(f,7')drd§ (6.63)

where the domain of integration () is shown in the figure.

(x.t)

X-c(t-1) - X+ c(t-1)

(&)

The region 2, or the “domain of dependence”.
We can write the causal Green function in the form of Fourier’s solution of
the wave equation. We claim that

=£) ,—iw(t—T)
G@;uéf)zc{/: /’ {§k2 éu+i@2}, (6.64)

where the ie plays the same role in enforcing causality as it does for the
harmonic oscillator in one dimension. This is only to be expected. If we
decompose a vibrating string into normal modes, then each mode is an in-
dependent oscillator of with w? = ¢?k?  and the Green function for the PDE
is simply the sum of the ODE Green functions for each k£ mode. Using our
previous results for the single-oscillator Green function to do the integral
over w, we find

m@mwpﬁwe/ A e L i (let). (6.65)
oo 2m |k

Despite the factor of 1/|k|, there is no singularity at £k = 0, so no ic is
needed to make the integral over k£ well defined. We can do the k integral
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by recognizing that the integrand is nothing but the Fourier representation,

%sin ak, of a square-wave pulse. We end up with

G(x,10,0) = e(:s)% (0(x + ct) — O(z — ct)}, (6.66)

the same expression as from our direct construction. We can also write

o dk [ i o —
G(w,t;O,O)zg / §<|%|) {eilemiklet — gmiketidkliy =g >0, (6.67)

which is in explicit Fourier-solution form with a(k) = ic/2|k|.

Illustration: Radiation Damping. A bead of mass M slides without friction
on the y axis. It is attached to an infinite string which is initially undisturbed
and lying along the x axis. The string has tension 7', and a density such that
the speed of waves on the string is ¢. Show that the wave energy emitted by
the moving bead gives rise to an effective viscous damping force on it.

y

A bead connected to a string.
From the figure we see that Mo = Ty'(0,t), and from the condition of no
incoming waves we know that

y(z,t) = y(xz — ct). (6.68)

Thus y'(0,t) = —y(0,t)/c. But the bead is attached to the string, so v(t) =

9(0,t), and therefore
T
M == (;) v. (6.69)

The effective viscosity coefficient is thus 7 = T'/c. Note that we need an
infinitely long string for this formula to be true for all time. If the string has
a finite length L, then, after a period of 2L /¢, energy will be reflected back
to the bead and will complicate matters.
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We can also derive the radiation damping from the Caldeira-Leggett anal-
ysis of chapter 5. Our bead-string contraption has Lagrangian

= %[y(o,t)ﬁ — V{y(0,t)] + /0 {gyz - gyﬂ} dx. (6.70)

Here V[y] is some potential energy for the bead. Introduce a function ¢g(x)
such that ¢¢(0) = 1 and ¢o(x) decreases rapidly to zero as x increases.

RAR(

The function ¢o(x) and its derivative.
We therefore have —¢p(z) ~ d(z). Expand y(x,t) in terms of ¢o(z) and the
normal modes of a string with fixed ends as

y(x,t) = y(0,t)po(z —l—an \/—smkx (6.71)

Here k,L = nm. Because y(0,t)¢o(x) describes the motion of only an in-
finitesimal length of string, y(0,t) makes a negligeable contribution to the
string kinetic energy, but it provides a linear coupling of the bead to the string
normal modes, ¢,(t), through the T%"*/2 term. Plugging the expansion into
L, and after about half a page of arithmetic, we end up with

L =[O0~V anqn+Z( I = )—gg (i) y(0)"

(6.72)
where w,, = ck,,, and

2
w =Ty —k,. 6.73
f Iy (6.73)
This is exactly the Caldeira-Leggett Lagrangian, including the frequency-

shift counter-term. When L becomes large, the eigenvalue density of states

= 6w —wy) (6.74)
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becomes
plw) =—. (6.75)

The Caldeira-Leggett spectral function

=33 (£) st -w, (6.76)

Wn

is therefore

T 2T°%k* 1 L T

J(w)—2- Lp .k:c.wc_<c)w’ (6.77)
where we have used ¢ = /T/p. Comparing with Caldeira-Leggett’s J(w) =
nw, we see that the effective viscosity is given by n = T'/c, as before. The
necessity of having an infinitely long string here translates into the require-
ment that we must have a continuum of oscillator modes. It is only after the
sum over discrete modes w; is replaced by an integral over the continuum of
w’s that no energy is ever returned to the system being damped.

This formalism can be extended to other radiation damping problems.
For example we may consider! the drag forces induced by the emission of
radiation from accelerated charged particles. We end up with a deeper un-
derstanding of the traditional, but pathological, Abraham-Lorentz equation,

M (v — 7V) = Fey, (6.78)
which is plagued by runaway solutions. (Here
2e2 1 1
T3 LWEJ ’ (6.79)

the factor in square brackets being needed for SI units. It is absent in Gaus-
sian units.)

6.3.4 0Odd vs. Even Dimensions

Consider the wave equation for sound in the three dimensions. We have a
velocity potential ¢ which obeys the wave equation

o P Po 1%
o0 "o tor @ae 0 (6.80)

!G. W. Ford, R. F. O’Connell, Phys. Lett. A 157 (1991) 217.
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and from which the velocity, density, and pressure fluctuations can be ex-
tracted as

v = v¢7
p .
P1 = _C_§¢7
P = pr. (6.81)

In three dimensions, and considering only spherically symmetric waves,
the wave equation becomes

o 192

with solution
T 1

o(r,t) = %f (t - —) +-9 (t + g) : (6.83)

C

Consider what happens if we put a point volume source at the origin (the
sudden conversion of a negligeable volume of solid explosive to a large volume
of hot gas, for example). Let the rate at which volume is being intruded be
q. The gas velocity very close to the origin will be

q(t)
v(r,t) = -t (6.84)
Matching this to an outgoing wave gives
q(t) 0] 1 ( r) 1, ( r)
= )=—=—5f(t——)——f(t—-). :
drrz L (r?) or r2 c rcf c (6.85)

Close to the origin, in the near field, the term oc f/r? will dominate, and so

1

—d(t) = £(0). (6:86)

Further away, in the far field or radiation field, only the second term will

survive, and so
0 1
=2 Ly (t - f) . (6.87)

T o e c
The far-field velocity-pulse profile v; is therefore the derivative of the near-
field v; pulse profile.
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The pressure pulse

Pr=—pod =i (t =) (6.89)

Ar c

is also of this form. Thus, a sudden localized expansion of gas produces an
outgoing pressure pulse which is first positive and then negative.

'Y vor P

- X > X

Near field Far field

Three-dimensional blast wave.

This phenomenon can be seen in (old, we hope) news footage of bomb blasts
in tropical regions. A spherical vapour condensation wave can been seen
spreading out from the explosion. The condensation cloud is caused by the
air cooling below the dew-point in the low-pressure region which tails the
over-pressure blast.

Now consider what happens if we have a sheet of explosive, the simultane-
ous detonation of every part of which gives us a one-dimensional plane-wave
pulse. We can obtain the plane wave by adding up the individual spherical
waves from each point on the sheet.
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Sheet-source geometry.
Using the notation defined in the figure, we have

(]b(x,t):QW/OOO\/%Wf (t—#) sds

with f(t) = —q(t)/4m, where now ¢ is the rate at which volume is being
intruded per unit area of the sheet. We can write this as

QW/OOf (t— M) dvz? 4 s2,
0

C

(6.89)

t—x/c

- / F(r) dr.

—00

c t—x/c
= —5/ q(7)dr. (6.90)
In the second line we have defined 7 = t — v/a? + s2/¢, which, inter alia,
interchanged the role of the upper and lower limits on the integral.

Thus, vy = ¢/(z,t) = 34(t — z/c). Since the near field motion produced
by the intruding gas is vi(r) = 3¢(t), the far-field displacement exactly re-
produces the initial motion, suitably delayed of course. (The factor 1/2 is
because half the intruded volume goes towards producing a pulse in the neg-

ative direction.)
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In three dimensions, the far-field motion is the first derivative of the near-
field motion. In one dimension, the far-field motion is exactly the same as
the near-field motion. In two dimensions the far-field motion should there-
fore be the half-derivative of the near-field motion — but how do you half
differentiate a function? An answer is suggested by the theory of Laplace
transformations as

(%)%F(t) déf%/_; ;:%dr (6.91)

Let us now repeat the explosive sheet calculation for an exploding wire.

Line-source geometry.
Using

rdr
ds =d (V r2 — 1'2) - ﬁ, (6.92)

and combining the contributions of the two parts of the wire that are the
same distance from p, we can write

ot = (-0
- 2/:Of<t—£> %, (6.93)

with f(t) = —¢(t)/4mr, where now ¢ is the volume intruded per unit length.
We may approximate 72 — x? & 2x(r — ) for the near parts of the wire where
r & x, since these make the dominant contribution to the integral. We also
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set 7 =t —1/c, and then have

t—x/c dr
ol t) = F/ FO)

N \/%/ . x/c ' Jt—zjc) -1 —CiT/@—T’ (6:94)

The far-field velocity is the x gradient of this,

pap .
v (r,t) = QLWC\/% [ im (t_fi/c)_T, (6.95)

and is therefore proportional to the 1/2-derivative of ¢(t — r/c).

Near field Far field

In two dimensions the far-field pulse has a long tail.
The far-field pulse never completely dies away to zero, and this long tail
means that one cannot use digital signalling in two dimensions.
Moral Tale: A couple of years ago one of our colleagues was performing
numerical work on earthquake propagation. The source of his waves was a
long deep linear fault, so he used the two-dimensional wave equation. Not
wanting to be troubled by the actual creation of the wave pulse, he took as
initial data an outgoing finite-width pulse. After a short propagation time
his numerics always went crazy. He wasted several months in vain attempt to
improve the stability of his code before it was pointed out him that what he
was seeing was real. The lack of a long tail on his pulse meant that it could
not have been created by a well-behaved line source. The numerical craziness
was a consequence of the source striving to do the impossible. Moral: Always
check that a solution actually exists before you waste your time trying to
compute it.
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Exercise 6.4: Use the calculus of improper integrals to show that, provided
F(—o00) = 0, we have

d{1 [t F) 1t F(r)
zﬁ&ﬁ[mﬂfﬁﬂ‘iﬁlmﬂfﬁ“ (699
This means that
OREC EEE

6.4 Heat Equation

Fourier’s heat equation
op ¢
at " or
is the archetypal parabolic equation. It often comes with initial data ¢(z,t = 0),
but this is not Cauchy data, as the curve t = const. is a characteristic.
The heat equation is also known as the diffusion equation.

(6.98)

6.4.1 Heat Kernel

If we Fourier transform the initial data

< dk -+ ikx
oot =0) = [ Famer, (6.99)
and write © gk
o(x,t) = / — ok, t)e, (6.100)
oo 2m
we can plug this into the heat equation and find that
¢ 27
— = —kk*¢. 6.101
0 = (6.101)
Hence,

 dk ~ -
oat) = [ Grolkpe

—00

- / Z_i&(k, 0)ekr—rk?t, (6.102)

— 00
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We may now express ¢(k,0) in terms of ¢(z,0) and rearrange the order of
integration to get

oz, t) = /_ % (/_ B(&,0)ee df) pike—rk?t

- /_Z (/_O; %eik(w—ﬁ)—nkzt) 6(£,0)de
- /_ G(x,&,1)¢(¢,0) de, (6.103)

where

< dk 2 1 1
t) = ik(z—&)—rkt — _ —&)? . .104

Here, G(x,&,t) is the heat kernel. It represents the spreading of a unit blob
of heat.

1G(X, & ,t)

> X
&

The heat kernel at three successive times.
As the heat spreads, the area under the curve remains constant:

/_ \/z;rWeXp{_élimt(x_OQ} dr = 1. (6.105)

The heat kernel possesses a semigroup property

G(‘IJ 57 tl + t2) = /OO G(ZL’, , t2)G(77; 57 t1>d77 (6106)

Exercise: Prove this.
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6.4.2 Causal Green Function

Now we consider the inhomogeneous heat equation

ou  *u
E q(z,1t), (6.107)
with initial data u(x,0) = ug(z). We define a Causal Green function by
9 8—2 Gz, t;&6,7) =0d(x — &)o(t — 1) (6.108)
ot 0x? e '

and the requirement that G(x,t;&,7) = 0 if t < 7. Integrating the equation
fromt=7—¢ctot=r7+ ¢ tells us that

Gz, 7 +¢,& 1) =0(x— ). (6.109)

Taking this delta function as initial data ¢(x,t = 7) and inserting into (6.103)
we read off

1 1 ,
G(x,t;¢,7) :0(t—7)mexp{—m(x—§) } (6.110)

We apply this Green function to the solution of a problem involving both
a heat source and initial data given at t = 0 on the entire real line. We
exploit a variant of the Lagrange-identity method we used for solving one-
dimensional ODE’s with inhomogeneous boundary conditions. Let

0 0?
= o (6.111)
and observe that its formal adjoint,
0 0?

is a “backward” heat-equation operator. The corresponding “backward”
Green function

Gl (z,t;&,7) = 0(1 — t)ﬁ exp {—4(7_1_ ny (x — {)2} (6.113)

obeys
DI Gl (x,t;€,7) = 6(x — £)o(t — 7), (6.114)
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with adjoint boundary conditions. These make G anti-causal, in that GT(t — 7)
vanishes when t > 7. Now we make use of the two-dimensional Lagrange
identity

/_C: dx /OT dt {u(x, t)D;tGT(x, &, T) — (Dx,tU(x, t))@ﬁ(x’ t€ 7_)}
- /_: dz {u(z,0)G'(2,0;6,7)} - /_: dz {u(e, T)G (x,T;€,7)} . (6.115)

Assume that (£, 7) lies within the region of integration. Then the left hand
side is equal to

- /_OO dx/o dt {q(x,t)GT(Lt;{,T)}. (6.116)

On the right hand side, the second integral vanishes because G' is zero on
t =T. Thus,

u(&, 1) = /dx/ dt q(z, )G (x, t; €, 7) /{uzO (,0;¢, 7 }dx

(6.117)
Rewriting this by using

G'(z,t;¢,7) = G(&, 753, 1), (6.118)

and relabeling z < ¢ and t <> 7, we have

u(z,t) = /_OO G(z,t;€,0)up(€) df—i—/_oo/o G(z,t;€,7)q(§, T)dEdT. (6.119)

Note how the effects of any heat source g(x,t) active prior to the initial-data
epoch at t = 0 have been subsumed into the evolution of the initial data.

6.4.3 Duhamel’s Principle

Often, the temperature of the spatial boundary of a region is specified in
addition to the initial data. Dealing with this type of problem leads us to a
new strategy.
Suppose we are required to solve
ou 0u
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for a semi-infinite rod 0 < x < co. We are given a specified temperature,
u(0,t) = h(t), at the end = 0, and for all other points x > 0 we are given
an initial condition u(x,0) = 0.

h(t)

— |

Semi-infinite rod heated at one end.
We begin by finding a solution w(x,t) that satisfies the heat equation with
w(0,t) = 1 and initial data w(z,0) = 0, x > 0. This solution is constructed
in the problems, and is

w=0(t) {1 — erf (%) } . (6.121)

Here erf(x) is the error function

erf(z) = % /0 e, (6.122)

which obeys erf(0) = 0 and erf(z) — 1 as z — 0.

erf(x)

Error function.
If we were given
h(t) = hof(t — to), (6.123)

then the desired solution would be

u(x,t) = how(z,t — to). (6.124)
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For a sum

h(t) = hab(t —t,), (6.125)

the principle of superposition (i.e. the linearity of the problem) tell us that
the solution is the corresponding sum

u(z,t) = Z hpw(z,t —1t,). (6.126)
We therefore decompose h(t) into a sum of step functions

ht) = h(0)+ / th(T)dT

= h(0)+ /000 O(t — 7)h(7)dr. (6.127)

It is should now be clear that

u(z,t) = /0 w(z,t —7)h(T)dr 4+ h(0)w(z, 1)

- —/Ot (%w(x,t—ﬂ) h(r)dr

_ /0 t (%w(x,t - 7)) h(r) dr. (6.128)

This is called Duhamel’s solution, and the trick of expressing the data as a
sum of Heaviside step functions is called Duhamel’s principle.

We do not need to be as clever as Duhamel. We could have obtained
this result by using the method of images to find a suitable causal Green
function for the half line, and then using the same Lagrange-identity method
as before.

6.5 Laplace’s Equation

The topic of potential theory, as problems involving the Laplacian are known,
is quite extensive. Here we will only explore the foothills.

Poisson’s equation, —V?y = f(r), r € €, and the Laplace equation to
which it reduces when f(r) = 0, come with various boundary conditions, of
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which the commonest are

x = p(x) on 011, (Dirichlet)
(n-V)x=¢q(x) on 0O (Neumann) (6.129)

A function for which V2y = 0 in some region {2 is said to be harmonic there.

Uniqueness and Existence of Solutions

A function harmonic in a bounded subset € of R? is uniquely determined by
its values on the boundary of €). To see that this is so, suppose that ¢, and ¢,
both satisfy VZp = 0 in , and take the same values on the boundary. Then
X = 1 — o obeys V2y = 0 in , and is zero on the boundary. Integrating
by parts we find that

/Q IVx|?d"r = /m x(n-V)xdS = 0. (6.130)

Here dS is the element of area on the boundary and n the outward-directed
normal. Now, because the second derivatives exist, the partial derivatives
entering into Vy must be continuous, and so the vanishing of integral of
|Vx|? tells us that V is zero everywhere in 2. This means that y is constant
— and because it is zero on the boundary it is zero everywhere.

An almost identical argument show that if ¢; and , both satisfy VZ¢ = 0
in © and have the same values of (n - V)p on the boundary then ¢; =
w9 + const. We have therefore shown that, if it exists, the solutions of the
Dirichlet boundary value problem is unique, and the solution of the Neumann
problem is unique up to the addition of an arbitrary constant.

In the Neumann case, with boundary condition (n-V)p = ¢, the integral

/V2g0d":B :/ (n-V)pdS :/ qdS =0 (6.131)
Q o9 o0
shows that boundary data ¢(z) must satisfy fquS = 0, if a solution to
VZ2p = 0 is to exist. This is an example the Fredhom alternative that re-
lates the existence of a non-trivial null space to constraints on the source
terms. For the inhomogeneous equation V¢ = f, the condition is [,, ¢dS =
fQ fd'x.

Given that we have satisfied any Fredholm constraint, do solutions to the
Dirichlet and Neumann problem always exist? That solutions should exist is
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suggested by physics: the Dirichlet problem corresponds to an electrostatic
problem with specified boundary potentials and the Neumann problem cor-
responds to finding the electric potential due to specified boundary charges.
The Fredholm constraint is then the Gauss-law condition that the total
electric charge within a hollow conductor must be zero. Surely solutions
always exist to these physics problems? In the Dirichlet case we can even
make a mathematically plausible argument for existence: We observe that
the boundary-value problem is solved by the ¢ that minimizes the functional

Jlp] = /Q Vl2d™x (6.132)

over the set of twice-differentiable functions taking the given boundary values.
Since J is positive, and hence bounded below, it seems intuitively obvious
that there must be some function ¢ for which J is a minimum. The appeal
of this Dirichlet principle argument led even Riemann astray. The fallacy
was exposed by Weierstrass who provided counterexamples. The problem
reveals itself in three or more dimensions when the boundary of 2 has a
sharp re-entrant spike that is held at a different potential from the rest of
the boundary. One can then find a sequence of trial functions for which J
becomes arbitrarily small, but the sequence of functions has no limit consis-
tent with the boundary data. The physics argument also fails: if we tried
to create a physical realization of this situation, the electric field would be-
come infinite near the spike, and the charge would leak off and and thwart
our attempts to establish the potential difference. For reasonably smooth
boundaries, however, a minimizing function does exist. In two dimensions,
and provided the boundary is connected, a solution exists even when the
boundary is very jagged.

Here is a simple illustration of how a functional minimization problem
can fail to provide a satisfactory solution: Suppose we are required to find a
continuous function y(x) that minimizes

J[y]=/01y2dx

subject to the conditions y(0) = 0, y(1) = 1. Since J[y] is bounded below by
zero it seems plausible that such a y exists. We try the functions y,, = z",
n=1,2,..., all of which satisfy the boundary data. We find

1
2n+1

Jlyn] =

Y
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and this can be made arbitrarily small provided we take n large enough.
Thus the infimum of J must be zero. If, however, there were a continuous y
such that J[y| actually took the value zero, then the continuity of y ensures
that y must be zero — but y(z) = 0 is inconsistent with the boundary data.

Exercise 6.5: Helmholtz decomposition

a) Cite the conditions for the existence of a solution to the Neumann prob-
lem to show that if ) is a three-dimensional region and u is a smooth
vector field defined in €, then there exist a unique solenoidal (i.e having
zero divergence) vector field v with v -n = 0 on the boundary of 2, and
a unique scalar field ¢ such that

u=v+Vo.

Here n is the normal to the (assumed smooth) bounding surface of €.

b) In many cases (but not always) we can write v = curlw. Show that
if we can do this, then w is not unique, but we can always make it
unique by demanding it to obey the conditions divw = 0 and w-n = 0.
(In general u = V¢ + curl w + h where h obeys V2h = 0 and suitable
boundary conditions. See exercise 6.14 for a discussion.)

c¢) Use the Helmholtz decomposition of part a) with u — (v - V)v to show
that in the Fuler equation

ov

ot
governing the motion of an incompressible (divv = 0) fluid the instan-
taneous flow field v(z,y, z,t) uniquely determines v, and hence the time
evolution of the flow. (This observation provides the basis of practical
numerical algorithms for incompressible flow.)

+(v-V)v=-=VP, v-n=0onodN

6.5.1 Separation of Variables
Cartesian Coordinates

When the region of interest is a square or a rectangle, we can solve Laplace
boundary problems by separating the Laplace operator in cartesian co-ordinates.
Let o 2
4 4
— + — =0, 6.133
ox?  0y? ( )
and write

= X(2)Y(y), (6.134)
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so that L2X 15y
————+—=—==0. 6.135
X 0z * Y 0y? ( )
Since the first term is a function of = only, and the second of y only, both
must be constants and the sum of these constants must be zero. Therefore

1 0°X )

X 022 -+

%8;71; = k% (6.136)
or, equivalently

%2;§+k2X = 0,

%—HY = 0. (6.137)

The number that we have, for later convenience, written as k2 is called a
separation constant. The solutions are X = e*** and Y = e**¥. Thus

p = ettty (6.138)

or a sum of such terms where the allowed k’s are determined by the boundary
conditions.

How do we know that the separated form X (z)Y (y) captures all possible
solutions? We can be confident that we have them all if we can use the sep-
arated solutions to solve boundary-value problems with arbitrary boundary
data.

Ay

Square region.
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We can use our separated solutions to construct the unique harmonic function
taking given values on the sides a square of side L. To see how to do this,
consider the four families of functions

2 1 . nwx . . NIy
Pln = \/;sinhmr ST Sth’

2 1 . .onmr . nwy
Pon = \/;sinh nm sinh L T

2 1 . nmx . nr(L—1y)
Pan = \/;sinh oL sinh L ’

2 1 . nm(L—x) . nmy
= = h . d
Oan \/ T s Sin 7 sin — (6.139)

Each of these comprises solutions to VZp = 0. The family ¢ ,(x, y) has been
constructed so that every member is zero on three sides of the square, but
on the side y = L it becomes ¢y (v, L) = y/2/Lsin(nmxz/L). The ¢ ,(x, L)
therefore constitute an complete orthonormal set in terms of which we can
expand the boundary data on the side y = L. Similarly, the other other
families are non-zero on only one side, and are complete there. Thus, any
boundary data can be expanded in terms of these four function sets, and the
solution to the boundary value problem will be a sum

P, y) = D) tmnPma(@,y). (6.140)

The solution to V2p = 0 in the unit square with ¢ = 1 on the side y = 1
and zero on the other sides is, for example,

o(x,y) = i (2nj— T sinh(271 gy sin<(2n + 1)7r:c) sinh<(2n + 1)7mc>
(6.141)

n=0
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Plot of first thiry terms in (6.141).

For cubes, and higher dimensional hypercubes, we can use similar bound-
ary expansions. For the unit cube in three dimensions we would use

1
nm ‘/'E’ ) ':L' = .
Pram (Y, 2) sinh (m/ n? + m2)

sin(nmzx) sin(mmy) sinh (7rzv n? + m2) :

to expand the data on the face z = 1, together with five other solution
families, one for each of the other five faces of the cube.

If some of the boundaries are at infinity, we may need only need some of
these functions.

Example: We have three conducting sheets, each infinite in the z direction.
The central one has width a, and is held at voltage V). The outer two extend
to infinity also in the y direction, and are grounded. The resulting potential
should tend to zero as |z, |y| — oo.
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Conducting sheets.
The voltage in the x = 0 plane is

gk
<,0(0,y,z) = / _a(k)e—zky7 (6142)
oo 2m
where P
a ' 9
a(k) = Vi / e dy — %sin(lmﬂ). (6.143)
—a/2

Then, taking into account the boundary condition at large z, the solution to
Vip=0is
Tk ek Iz
olx,y,z) = —a(k)e "e ) (6.144)
The evaluation of this integral, and finding the charge distribution on the
sheets, is left as an exercise.

The Cauchy Problem is Ill-posed

Although the Laplace equation has no characteristics, the Cauchy data prob-
lem is ill-posed, meaning that the solution is not a continuous function of the
data. To see this, suppose we are given V2 = 0 with Cauchy data on y = 0:

90(1'7 0) = 0,

ad = csinkx. (6.145)
Y |,—0
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Then .
olz,y) = z sin(kx) sinh(ky). (6.146)

Provided k is large enough — even if ¢ is tiny — the exponential growth of the
hyperbolic sine will make this arbitrarily large. Any infinitesimal uncertainty
in the high frequency part of the initial data will be vastly amplified, and
the solution, although formally correct, is useless in practice.

Polar coordinates

We can use the separation of variables method in polar coordinates. Here,

Px 1ox | 1%

2 _OX 1 —YX
VX=55 s T e (6.147)
Set
x(r,8) = R(r)©(0). (6.148)
Then V?y = 0 implies
) _ (R 10RY 10
R \or2  ror © 00?
= m? - m?, (6.149)

where in the second line we have written the separation constant as m?.

Therefore,

— +m?0 =0, (6.150)
implying that © = €, where m must be an integer if © is to be single-
valued, and

rP—— +r— —m*R =0, (6.151)

whose solutions are R = r*™ when m # 0, and 1 or Inr when m = 0. The
general solution is therefore a sum of these

X = AO + BO ln/r’ —+ Z(Am,r.lm| + Bm/ra_|m|)6im9‘ (6152)
m#0

The singular terms, In7 and 7~™!, are not solutions at the origin, and should
be omitted when that point is part of the region where V?y = 0.
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Example: Dirichlet problem in the interior of the unit circle. Solve V?y = 0
in Q= {reR?:|r| <1} with y = f(0) on 9Q = {|r| = 1}.

ol 0

Dirichlet problem in the unit circle.
We expand

x(r.0) = Z A,rmleimd (6.153)

m=—0Q

and read off the coefficients from the boundary data as

1 21 o
An=gn [ €@ b 6.154
21 J, € f(0) ( )
Thus,
1 2 o] ' /
== Im| ,im(6—6") / ,
X or ), L;oor e ] f(@)de. (6.155)
We can sum the geometric series
i plmlgim(0—-0")  _ 1 N re—i(0-0")
= 1 —ret@=9) 1 —re-i0-0)
1—r?
N : 6.156
1—2rcos(6 —0") + r? ( )
Therefore,

1 o 1—7? / /
X(r,0) /0 (1 —2TCOS(9—9’)+T2> £ do’. (6.157)
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This expression is known as the Poisson kernel formula. Observe how the
integrand sharpens towards a delta function as r approaches unity, and so
makes the value of x(r,#) given by the integral consistent with the boundary
data.

If we set » = 0 in the Poisson formula, we find

2 (0,0) = % /0 " ae. (6.158)

We deduce that if V2y = 0 in some domain then the value of y at a point
in the domain is the average of its values on any circle centred on the chosen
point and lying wholly in the domain.

This average-value property means that y can have no local maxima or

minima within {2. The same result holds in R", and a formal theorem to this
effect can be proved:
Theorem (The mean-value theorem for harmonic functions): If y is harmonic
(V?x = 0) within the bounded (open, connected) domain Q € R", and is
continuous on its closure Q, and if m < y < M on 09, then m < x < M in
) — unless, that is, m = M, when Y is constant.

Pie-shaped regions

A pie-shaped region of opening angle «.
Electrostatics problems involving regions with corners can often be under-
stood by solving Laplace’s equation within a pie-shaped region.
Suppose we have a pie-shaped region of opening angle a and radius R.
If the boundary value of the potential is zero on the wedge and non-zero on
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the boundary arc, we can seek solutions as a sum of r, 6 separated terms

o(r,0) = Zanr"“/o‘ sin (n_7r9) : (6.159)

n=1 @

Here the trigonometric function is not 27 periodic, but instead has been
constructed so as to make ¢ vanish at §# = 0 and § = «. These solutions
show that close to the edge of a conducting wedge of external opening angle
«, the surface charge density o usually varies as o(r) oc /71,

If we have non-zero boundary data on the edge of the wedge at 0 = «,
but have ¢ = 0 on the edge at § = 0 and on the curved arc r = R, then the
solutions can be expressed as a continuous sum of r, 6 separated terms

wrt) = 3 [T ((7) - (7)) Sy

_ /0 " a(v) sinfy In(r/ 7)) 2200

Snn(a) (6.160)

The Mellin sine transformation can be used to computing the coefficient
function a(v). This transformation lets us write

f(r)= %/OO Fv)sin(vlnr)dv, 0<r <1, (6.161)
where .
F(v) = /0 sin(vInr)f(r) % (6.162)

The Mellin sine transformation is a disguised version of the Fourier sine
transform of functions on [0,00). We simply map the positive x axis onto
the interval (0, 1] by the change of variables x = —Inr-.

Despite its complexity when expressed in terms of these formulae, the
simple solution ¢(r, §) = af is often the physically relevant one when the two
sides of the wedge are held at different potentials and the potential is allowed
to vary on the curved arc.

Example: Consider a pie-shaped region of opening angle 7w and radius R =
oo. This region can be considered to be the upper half-plane. Suppose that
we are told that the positive x axis is held at potential +1/2 and the negative
x axis is at potential —1/2, and are required to find the potential for positive
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y. If we separate Laplace’s equation in cartesian co-ordinates and match to
the boundary data on the x-axes, we end up with

1 [1
Pay(T,y) = ;/0 Ee_ky sin(kx) dk.

On the other hand, the function

prolr,0) = ~ (/2 6)

satisfies both Laplace’s equation and the boundary data. At this point we
ought to worry that we do not have enough data to determine the solution
uniquely — nothing was said in the statement of the problem about the
behavior of ¢ on the boundary arc at infinity — but a little effort shows that

1 [*~1 1
- / —e Msin(kz)dk = —tan™! il , y>0,
o k )

™

(6.163)

and so the two expressions for ¢(z,y) are equal.

6.5.2 Eigenfunction Expansions

Elliptic operators are the natural analogues of the one-dimensional linear
differential operators we studied in earlier chapters.

The operator L = —V? is formally self-adjoint with respect to the inner
product

(¢, x) = / ¢ x dxdy. (6.164)

This property follows from Green’s identity

/ / [6°(-V2x) — (—V20)'x} dedy = | {6(=Vx) — (—V)*x} - nds
N - (6.165)

where 0 is the boundary of the region €2 and n is the outward normal on
the boundary.
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The method of separation of variables also allows us to solve eigenvalue
problems involving the Laplace operator. For example, the Dirichlet eigen-
value problem requires us to find the eigenfunctions and eigenvalues of the
operator

L=-V?* DL)={¢pcL?Q:¢=0,on 9} (6.166)

Suppose € is the rectangle 0 <2 < L,, 0 <y < L,. The normalized
eigenfunctions are

4
(2. = [ ("gj) in (mLy) | (6.167)

n27T2) <m27r2)
A = ( + . (6.168)
L2 L2

The eigenfunctions are orthonormal,

with eigenvalues

/ Prm P ATy = Oy Oy (6.169)

and complete. Thus, any function in L2[Q)] can be expanded as

fl@y) =D Aumbnm(®,y), (6.170)

m,n=1

where

A = // Onm(z,y) f(z,y) dedy. (6.171)

We can find a complete set of eigenfunctions in product form whenever we
can separate the Laplace operator in a system of co-ordinates &; such that the
boundary becomes &; = const. Completeness in the multidimensional space
is then guaranteed by the completeness of the eigenfunctions of each one-
dimensional differential operator. For other than rectangular co-ordinates,
however, the separated eigenfunctions are not elementary functions.

The Laplacian has a complete set of Dirichlet eigenfunctions in any region,
but in general these eigenfunctions cannot be written as separated products
of one-dimensional functions.
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6.5.3 Green Functions

Once we know the eigenfunctions ¢,, and eigenvalues ), for —V? in a region
(), we can write down the Green function as

mﬂzzimwwm

For example, the Green function for the Laplacian in the entire R" is given
by the sum over eigenfunctions

Ak 6ikv(r—r’)
g(r,r/) = /WT (6172)
Thus
2 / d"k ik-(r—r’) n /
—Vig(r,x') = (27r)”6 =¢"(r—1'). (6.173)

We can evaluate the integral for any n by using Schwinger’s trick to turn the
integrand into a Gaussian:

- 'k
o) = [ s e

::lA ds(Vﬁ§> @;we_%wq%

— ]' / dtt%—2e—t|l‘—rl‘2/4

ongn/2 0

_ 1 F(n 1) Ir— 2\
o 2ngn/20 \2 4

=N o

Here, I'(z) is Euler’s gamma function:

H@:/iﬁﬂ*fﬁ (6.175)
0

and
27Tn/2

1 = T 2)

(6.176)
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is the surface area of the n-dimensional unit ball.
For three dimensions we find

1 1
rr)=——-——, n = 3. 6.177
g( ) 47T ‘r _ r/| ( )
In two dimensions the Fourier integral is divergent for small £. We may
control this divergence by using dimensional reqularization. We treat n as
being a continuous variable and use

1
[(x) = Ef(x +1) (6.178)
together with
a* =e™ =14alnw +--- (6.179)
to to examine the behaviour of g(r,r’) near n = 2:
1 I'(n/2
g(r,r) = E% (1—(n/2=1)In(x|r —1'|*) + O [(n — 2)?])
1 1
— ([ olm|r—v|-Inm—y ). 6.180
i (g 2wl vl =tr =y ) (6.180)

Here v = —I""(1) = .57721... is the Fuler-Mascheroni constant. Although
the pole 1/(n—2) blows up at n = 2, it is independent of position. We simply
absorb it, and the — In7 — =, into an undetermined additive constant. Once
we have done this, the limit n — 2 can be taken and we find

1
g(r,r') = 5 In |r — 1’| 4 const., n=2. (6.181)
T

The constant does not affect the Green-function property, so we can chose
any convenient value for it.

Although we have managed to sweep the small-£ divergence of the Fourier
integral under a rug, the hidden infinity still has the capacity to cause prob-
lems. The Green function in R? allows us to to solve for (r) in the equation

_vzgp = Q(r>7

with the boundary condition ¢(r) — 0 as |r| — oo, as

o(r) = / o(r,)g(r') .
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In two dimensions, however we try to adjust the arbitrary constant in (6.181),
the divergence of the logarithm at infinity means that there can be no so-
lution to the corresponding boundary-value problem unless f q(r) d®r = 0.
This is not a Fredholm-alternative constraint because once the constraint is
satisfied the solution is unique. The two-dimensional problem is therefore
pathological from the viewpoint of Fredholm theory. This pathology is of
the same character as the non-existence of solutions to the three-dimensional
Dirichlet boundary-value problem with boundary spikes.

Exercise 6.6: Evaluate our formula for the R™ Laplace Green function,

1
n—2)S,_1|r —r’/|n—2

g(rvr)=(

with S,_1 = 27™2/T(n/2), for the case n = 1. Show that the resulting
expression for g(x,z’) is not divergent, and obeys

d2

—wg(:n,:n') =(z — ).

Our formula therefore makes sense as a Green function — even though the
original integral (6.172) is linearly divergent at kK = 0! We will have to defer
an explanation of this miracle until we discuss analytic continuation in the
context of complex analysis.

(Hint: recall that I'(1/2) = /7)

6.5.4 Boundary-value problems

We now look at how we the Green function can be used to solve the interior
Dirichlet boundary-value problem in regions where the method of separation
of variables is not available. Suppose €2 to be a finite region with a smooth
boundary 0f2.
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Interior Dirichlet problem.
We wish to solve —V?2p = ¢(r) for r € Q and with ¢(r) = f(r) for r € 9.
Suppose we have found a Green function that obeys

~Vig(r,r') =0"(r -1, r,r'eq, g(r,r') =0, reoQ. (6.182)

We first show that g(r,r’) = g(r’,r) by the same methods we used for one-
dimensional self-adjoint operators. Next we follow the strategy that we used
for one-dimensional inhomogeneous differential equations: we use Lagrange’s
identity (in this context called Green’s theorem) to write

/anr {g(r, ) VZp(r) — (r)Vig(r,x')}

- / S {g(r ) Vi) = () Vig(r.)} (6159)

where dS, = ndS,, with n the outward normal to 992 at the point r. The
left hand side is

LHS. — / I {—g(r,1)q(r) + p(£)6"(x — 1)},
_ / dr g(r, 1) g(x) + o(r'),
Q

= — [ gt ate) + o), (6.184)

On the right hand side, the boundary condition on g(r,r’) makes the first
term zero, so

R.H.S = — /39 dS,f(r)(n-Vy)g(r,r). (6.185)
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Therefore,

o(r') = /Qg(r’,r) q(r)d"r — . f(r)(n-Vy)g(r,r')dS,. (6.186)

In the language of chapter 3, the first term is a particular integral and the
second (the boundary integral term) is the complementary function.

Exercise 6.7: Show that the limit of ¢(r’) as r’ approaches the boundary is
indeed f(r’). (Hint: When r, r’ are very close to it, assume that the boundary
can be approximated by a straight line segment, and so g(r,r’) can be found
by the method of images.)

I

Exterior Dirichlet problem.
A similar method works for the exterior Dirichlet problem. In this case we
seek a Green function obeying

—Vig(r,r')=0"(r—r'), rxr'eR"\Q g(rr)=0, redQ (6.187)

(The notation R™\ €2 means the region outside €2.) We also impose a further
boundary condition by requiring g(r,r’), and hence ¢(r), to tend to zero as
|r| — oo. The final formula for ¢(r) is the same except for the region of
integration and the sign of the boundary term.

The hard part of both the interior and exterior problems is to find the
Green function for the given domain.

Exercise 6.8: Suppose that ¢(z,y) is harmonic in the half-plane y > 0, tends
to zero as y — oo, and takes the values f(z) on the boundary y = 0. Show
that

1 [ Y
o(z,y) = ;/_OO mf(m’)dm’, y > 0.
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Deduce that the “energy” functional

of 1 1 [ 0
st [ Vpl? dady = — JRCE
y>

— 00

can be expressed as

stn= L [ (£

The non-local functional S[f] appears in the quantum version of the Caldeira-
Leggett model. See also exercise 2.24.

Method of Images

When 02 is a sphere or a circle we can find the Dirichlet Green functions for
the region €2 by using the method of images.
Consider a circle of radius R.

Points inverse with respect to a circle.

Given B outside the circle, and a point X on the circle, we construct A inside
and on the line OB, so that ZOBX = ZOXA. We now observe that AXOA
is similar to ABOX, and so

OA OX

OX OB’
Thus, OA x OB = (OX)? = R?%. The points A and B are therefore mutually
inverse with respect to the circle. In particular, the point A does not depend
on which point X was chosen.

Now let AX=r;, BX= rq and OB= B. Then, using similarity again, we

have

(6.188)

AX  BX
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or

B
E = —, (6.190)

Ty To

and so /R )
—|=]—-—=0. 6.191
T (B) To ( )

Interpreting the figure as a slice through the centre of a sphere of radius R,
we see that if we put a unit charge at B, then the insertion of an image charge
of magnitude ¢ = —R/B at A serves to the keep the entire surface of the
sphere at zero potential.

Thus, in three dimensions, and with €2 the region exterior to the sphere,
the Dirichlet Green function is

1 1 R 1
= — — . .192
ga(r,s) 47r(\r—rB| (\rB\)|r—rA|) (6.192)

In two dimensions, we find similarly that

1
go(r,rR) = —%On It —rg| —In|r —ra| — ln(|rB|/R)), (6.193)

has go(r,rg) = 0 for r on the circle. Thus, this is the Dirichlet Green function
for €2, the region exterior to the circle.

We can use the same method to construct the interior Green functions
for the sphere and circle.

6.5.5 Kirchhoff vs. Huygens

Even if we do not have a Green function tailored for the specific region in
which were are interested, we can still use the whole-space Green function
to convert the differential equation into an integral equation, and so make
progress. An example of this technique is provided by Kirchhoft’s partial
justification of Huygens’ construction.

The Green function G(r,r’) for the elliptic Helmholtz equation

(—=V% + k)G (r, 1) = 3*(r — 1) (6.194)

in R3 is given by

Bk e r=r) 1 ,
_ —k|r—r’|
/ (2m)3 k2 + K2 4drm|r — 1| ‘ ' (6.195)
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Exercise 6.9: Perform the k integration and confirm this.

For solutions of the wave equation with e=®* time dependence, we want
a Green function such that

[—W — <“’—2)] G(r,v') =& — 1), (6.196)

c2

and so we have to take x? negative. We therefore have two possible Green
functions

1 I
Gi(r,r) = —— eFiklr—r] (6.197)

 Adxlr 1|

where k = |w|/c. These correspond to taking the real part of x* negative, but

giving it an infinitesimal imaginary part, as we did when discussing resolvent

operators in chapter 5. If we want outgoing waves, we must take G = G ..
Now suppose we want to solve

(V2+ kM =0 (6.198)

in an arbitrary region ). As before, we use Green’s theorem to write
J G (V24 B0(0) = 0@V 4 K6}
Q

= » {G(r, v )V )(r) — (r)V,.G(r, ')} - dS, (6.199)

where dS, = ndS,, with n the outward normal to 992 at the point r. The
left hand side is

np — ) dhe — Y(r'), e
/Qw(r)cs (r )d {O, YO (6.200)
and so
P(r') = ” {G(r,r")(n -V )Y(r) —(r)(n-V,)G(r, )} dS,, 1’ €.
(6.201)

This must not be thought of as solution to the wave equation in terms of an
integral over the boundary, analogous to the solution (6.186) of the Dirichlet
problem that we found in the last section. Here, unlike that earlier case,
G(r,r’) knows nothing of the boundary 02, and so both terms in the surface
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integral contribute to ©¥. We therefore have a formula for ¥)(r) in the interior
in terms of both Dirichlet and Neumann data on the boundary 0f2, and
giving both over-prescribes the problem. If we take arbitrary values for v
and (n - V)y on the boundary, and plug them into (6.201) so as to compute
¥ (r) within €2 then there is no reason for the resulting v (r) to reproduce, as r
approaches the boundary, the values ¥ and (n-V) appearing in the integral.
If we demand that the output ¥ (r) does reproduce the input boundary data,
then this is equivalent to demanding that the boundary data come from a
solution of the differential equation in a region encompassing §2.

The mathematical inconsistency of assuming arbitrary boundary data
notwithstanding, this is exactly what we do when we follow Kirchhoff and
use (6.201) to provide a justification of Huygens’ construction as used in
optics. Consider the problem of a plane wave, 1 = ¢ incident on a screen
from the left and passing though the aperture labelled AB in the following
figure.

Huygens’ construction.

We take the region 2 to be everything to the right of the obstacle.
The Kirchhoff approximation consists of assuming that the values of ¢ and
(n- V)t on the surface AB are e** and —ike’*® the same as they would be
if the obstacle were not there, and that they are identically zero on all other
parts of the boundary. In other words, we completely ignore any scattering
by the material in which the aperture resides. We can then use our formula
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to estimate 1 in the region to the right of the aperture. If we further set

r—r) .o
V.G(r, 1) ~ ik:(ielk'r_rl, 6.202
r ( ) |I' - I'/P ( )
which is a good approximation provided we are more than a few wavelengths
away from the aperture, we find

N k eik|r—r’\ 0\dS
P(r') ~ - /amrtum P (1 + cos0)dS,. (6.203)
Thus, each part of the wavefront on the surface AB acts as a source for the
diffracted wave in €.

This result, although still an approximation, provides two substantial
improvements to the naive form of Huygens’ construction as presented in
elementary courses:

i) There is factor of (1 4 cosf) which suppresses backward propagating
waves. The traditional exposition of Huygens construction takes no
notice of which way the wave is going, and so provides no explanation
as to why a wavefront does not act a source for a backward wave.

ii) There is a factor of i~ = e~¥/2 which corrects a 90° error in the phase
made by the naive Huygens construction. For two-dimensional slit
geometry we must use the more complicated two-dimensional Green
function (it is a Bessel function), and this provides an e~*"/* factor
which corrects for the 45° phase error that is manifest in the Cornu
spiral of Fresnel diffraction.

For this reason the Kirchhoff approximation is widely used.

Exercise 6.10: Use the method of images to construct i) the Dirichlet, and
ii) the Neumann, Green function for the region £, consisting of everything to
the right of the screen. Use your Green functions to write the solution to the
diffraction problem in this region a) in terms of the values of ) on the aperture
surface AB, b) in terms of the values of (n- V) on the aperture surface. In
each case, assume that the boundary data are identically zero on the dark side
of the screen. Your expressions should coincide with the Rayleigh-Sommerfeld
diffraction integrals of the first and second kind, respectively?. Explore the
differences between the predictions of these two formulse and that of Kirchhoff

for case of the diffraction of a plane wave incident on the aperture from the
left.

2M. Born and E. Wolf Principles of Optics 7Tth (expanded) edition, section 8.11.
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6.6 Exercises and problems

Exercise 6.11: Critical Mass. An infinite slab of fissile material has thickness
L. The neutron density n(x) in the material obeys the equation

on 0*n

— =D— 4+ n+pu,

ot Ox2 a
where n(x,t) is zero at the surface of the slab at z = 0,L. Here D is the
neutron diffusion constant, the term An describes the creation of new neutrons
by induced fission, and the constant p is the rate of production per unit volume
of neutrons by spontaneous fission.

a) Expand n(x,t) as a series
n(@,t) = am(t)pm(x)

where the ¢,,(x) are a complete set of functions you think suitable for
solving the problem.

b) Find an explicit expression for the coefficients a,,(t) in terms of their
intial values an,(0).

c¢) Determine the critical thickness, L, above which the slab will explode.

d) Assuming that L < L, find the equilibrium distribution neq(z) of
neutrons in the slab. (You may either sum your series expansion to get an
explicit closed-form answer, or use another (Green function?) method.)

Exercise 6.12: Semi-infinite Rod. Consider the heat equation

%:sze, 0<zr<oo
ot

with the temperature 6(z,t) obeying the initial condition 6(z,0) = 6y for
0 < x < 00, and the boundary condition #(0,t) = 0.

a) Show that the boundary condition at x = 0 may be satisfied at all times
by introducing a suitable mirror image of the initial data in the region
—o0 < x < 0, and then applying the heat kernel for the entire real
line to this extended initial data. Show that the resulting solution of the
semi-infinite rod problem can be expressed in terms of the error function

erf (x) = % /Ox e_ézdfa

0(x,t) = O exf (%) .

as
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b) Solve the same problem by using a Fourier integral expansion in terms
of sin kxz on the half-line 0 < x < oo and obtaining the time evolution
of the Fourier coefficients. Invert the transform and show that your
answer reduces to that of part a). (Hint: replace the initial condition by
0(x,0) = pe™“*, so that the Fourier transform converges, and then take
the limit € — 0 at the end of your calculation.)

Exercise 6.13: Seasonal Heat Waves. Suppose that the measured temperature
of the air above the arctic permafrost is expressed as a Fourier series

0(t) =6y + Z 6, cos nwt,

n=1
where T' = 27 /w is one year. Solve the heat equation for the soil temperature

00 020

— =Kk, 0<z<o
ot 022

with this boundary condition, and find the temperature 6(z,t) at a depth z
below the surface as a function of time. Observe that the sub-surface temper-
ature fluctuates with the same period as that of the air, but with a phase lag
that depends on the depth. Also observe that the longest period temperature
fluctuations penetrate the deepest into the ground. (Hint: for each Fourier
component, write 0 as Re[A, (z) expinwt] where A,, is a complex function of

z.)
The next problem is an illustration of a Dirichlet principle.

Exercise 6.14: Helmholtz-Hodge decomposition. Given a three-dimensional
region  with smooth boundary 952, introduce the real Hilbert space L2, ()
of finite-norm vector fields, with inner product

(u,v) = / u-vdiz.
Q

Consider the spaces £L = {v :v = V¢} and 7 = {v : v = curl w} consisting
of vector fields in L2..(2) that can can be written as gradients and curls,
respectively. (Strictly speaking, we should consider the completions of these

spaces.)

a) Show that if we demand that either (or both) of ¢ and the tangential
component of w vanish on 0f), then these two spaces are mutually or-
thogonal with respect to the the L2 (€2) inner product.

vec
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Let u € L2,.(€2). We will try to express u as the sum of a gradient and a curl

by seeking to make the distance functional
Fulp,w] = |lu—V¢—curlw|?
/ lu— V¢ — curlw|? &z
Q

equal to zero.

b) Show that if we find a w and ¢ that minimize F\,[¢, w], then the residual
vector field
h=u—-V¢-—curlw

obeys curlh = 0 and divh = 0, together with boundary conditions
determined by the constraints imposed on ¢ and w:

i) If ¢ is unconstrained on 02, but the tangential boundary component
of w is required to vanish, then the component of h normal to the
boundary must be zero.

ii) If ¢ = 0 on 0L, but the tangential boundary component of w is
unconstrained, then the tangential boundary component of h must
be zero.

iii) If = 0 on 0N and also the tangential boundary component of w is
required to vanish, then h need satisfy no boundary condition.

c) Assuming that we can find suitable minimizing ¢ and w, deduce that
under each of the three boundary conditions of the previous part, we
have a unique L2..(Q)) orthogonal Helmholtz-Hodge decomposition

vec

u=V¢+curlw + h.

Observe that the residual vector field h is harmonic — i.e. it satisfies
the equation V2h = 0, where

v2h & grad divh — curlcurlh

is the vector Laplacian acting on h.

If u is sufficiently smooth, we will be able to find ¢ and w that minimize the
distance ||u — V¢ — curl w|| and satisfy the boundary conditions. Whether or
not h is needed in the decomposition is another matter. It depends both on
how we constrain ¢ and w, and on the topology of €. At issue is whether or
not the boundary conditions imposed on h are sufficient to force it to be zero.
If 2 is the interior of a torus, for example, then h can be non-zero whenever
its tangential component is unconstrained.
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The Helmholtz-Hodge decomposition is closely related to the vector-field
eigenvalue problems commonly met with in electromagnetism or elasticity.
The next few exercises lead up to this connection.

Exercise 6.15: Self-adjointness and the Vector Laplacian. Consider the vector
Laplacian (defined in the previous problem) as a linear operator on the Hilbert
space L2..(Q) .

vec

a) Show that

/dga: {u-(V?v) —v-(V?u)} = {(n-u)divv—(n-v)divu
Q o0
—u- (nxcurlv) +v-(nxcurlu)}dS

b) Deduce from the identity in part a) that the domain of V? coincides
with the domain of (V2)T, and hence the vector Laplacian defines a truly
self-adjoint operator with a complete set of mutually orthogonal eigen-
functions, when we take as boundary conditions one of the following:

o) Dirichlet-Dirichlet: n-u =0 and n x u =0 on 99,
i) Dirichlet-Neumann: n-u =0 and n X curlu = 0 on 09,
ii) Neumann-Dirichlet: divu =0 and n x u =0 on 99,
ili) Neumann-Neumann: divu = 0 and n x curlu = 0 on 0f2.
¢) Show that the more general mized (or Robin) boundary conditions

a(n-u)+ fdiva = 0,
A(n xu)+ p(n x curlu) = 0,

where a 3, p v can be position dependent, also give rise to a truly self-
adjoint operator.

Exercise 6.16: Cavity electrodynamics and the Hodge-Weyl decomposition.
Fach of the self-adjoint boundary conditions in the previous problem gives
rise to a complete set of mutually orthogonal vector eigenfunctions obeying

—Vu,, = kiun.

For these eigenfunctions to describe the normal modes of the electric field
E and the magnetic field B (= H) within a cavity bounded by a perfect
conductor, we need to additionally impose the Maxwell equations divB =
div E = 0 everywhere within €2, and to satisfy the perfect-conductor boundary
conditions n x E=n-B = 0.
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a) For each eigenfunction u,, corresponding to a non-zero eigenvalue k2,
define

vy = k—%curl (curluy,), w,= —k—%grad (divuy,),
so that u, = v, + w,. Show that v, and w,, are, if non-zero, each
eigenfunctions of —V? with eigenvalue k2. The vector eigenfunctions
that are not in the null-space of V2 can therefore be decomposed into
their transverse (the v, which obey divv,, = 0) and longitudinal (the
W, which obey curl w,, = 0) parts. However, it is not immediately clear
what boundary conditions the v,, and w,, separately obey.

b) The boundary-value problems of relevance to electromagnetism are the

cases
i): —V?h,, = k‘,%hn, within Q
' n-h,=0, nxcurlh,=0 on 09,
if): —V2e, = k2e,, within
' dive, =0, nxe,=0, on 9.
i): ~V?b,, = k2by, within
) divb, =0, nxcurlb, =0, on 09,

These are respectively the Dirichlet-Neumann, Neumann-Dirichlet, and
Neumann-Neumann boundary conditions from the previous problem.
Show that the divergence-free transverse eigenfunctions

1 1 1
H, = k—20url (curlh,), E,= k—20url (curle,), B, = k—zcurl (curlby,),

n n n

obey n-H,, = nx E, = n x curl B, = 0, and that from these and
the eigenvalue equations we can deduce that n x curlH, = n-B, =
n-curl E, = 0. The perfect-conductor boundary conditions are therefore
satisfied.

Simultaneously show that the corresponding longitudinal eigenfunctions

n, = iglrad (divh,), €,= kigrad (dive,), B,= k%grad (divby)

2 2
kn n

obeyn-n,=nxe,=nxg,=0.

c¢) By considering the counterexample provided by a rectangular box, show
that the Dirichlet-Dirichlet boundary condition is not compatible with a
longitudinal+transverse decomposition. (A purely transverse wave inci-
dent on such a boundary will, on reflection, acquire a longitudinal com-
ponent.)
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d) Show that

oz/anmfxz/QmEmfxz/ﬁ”Bmf@
Q Q Q

but that the v,, and w,, obtained from the Dirichlet-Dirichlet boundary
condition u,’s are not in general orthogonal to each other. Use the
continuity of the L2 () inner product

vec
X, =X =  (Xpy) — (XY)

to show that this individual-eigenfunction orthogonality is retained by
limits of sums of the eigenfunctions. Deduce that, for each of the bound-
ary conditions i)-iii) (but not for the Dirichlet-Dirichlet case), we have
the Hodge- Weyl decomposition of L2,.(Q) as the orthogonal direct sum

vec

2. (Q)=LaTaN

vec

where £, 7 are respectively the spaces of functions representable as in-
finite sums of the longitudinal and transverse eigenfunctions, and N is
the finite-dimensional space of harmonic (nullspace) eigenfunctions.

Complete sets of vector eigenfunctions for the interior of a rectangular box,
and for each of the four sets of boundary conditions we have considered, can
be found in Morse and Feshbach §13.1.

Exercise 6.17: Hodge-Weyl and Helmholtz-Hodge. In this exercise we con-
sider the problem of exactly what classes of vector-valued functions can be
expanded out in terms of the various families of eigenfunctions of the previous
problem. It is tempting (but wrong) to think that we are restricted to expand-
ing functions that obey the same boundary conditions as the eigenfunctions
themselves. Thus, we might erroniously expect that the E,, are good only for
expanding functions whose divergence vanishes and have vanishing tangential
boundary components, or that the n,, can expand out only curl-free vector
fields with vanishing normal boundary component. That this supposition can
be false was exposed in section 2.2.3 where we showed that functions that
are zero at the endpoints of an interval can be used to expand out functions
that are not zero there. The key point is that each of our four families of u,,
constitute a complete orthonormal set in L2..(Q), and can therefore expand
any vector field. As a consequence, the infinite sum > a,B, € 7 can, for
example, represent any vector-valued function u € L2, () provided only that
u possesses no component lying either in the subspace £ of the longitudinal
eigenfunctions 3,,, or in the nullspace N.
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a) Let 7 =< E, > be space of functions representable as infinite sums of
the E,,. Show that

< E, >T={u: curlu = 0 within Q, n x u = 0 on 9Q}.

Find the corresponding perpendicular spaces for each of the other eight
orthogonal decomposition spaces.
b) Exploit your list of perpendicularity conditions from part a) to show that

<mn, > = {u:curlu=0 within 2, no condition on 02}
<H, > = {u:divu=0 within Q, n-u=0 on 00}
<€,> = {u:curlu=0 within Q, n x u=0on 90}
<E,> = {u:divu=0 within ©Q, no condition on 9Q}
<B,> = {u:curlu=0 within Q, n xu=0on 90}

<B, > = {u:divu=0 within 2, n-u=0 on 09}

c) Conclude from the previous part, that any vector vector field u €

L2..(Q) can be uniquely decomposed as the L2 _.(2) orthogonal sum

u=V¢+curlw + h,

where Vo € L, curlw € 7, and h € N/, under each of the following sets

of conditions:

i) The scalar ¢ is unrestricted, but w obeys n x w = 0 on 012, and
the harmonic h obeys n-h = 0 on 9. (The condition on w makes
curl w have vanishing normal boundary component.)

ii) The scalar ¢ is zero on 0f2, while w is unrestricted on 9. The
harmonic h obeys n x h = 0 on Q. (The condition on ¢ makes V¢
have zero tangential boundary component.)

iii) The scalar ¢ is zero on 0f2, the vector w obeys n x w = 0 on
0%, while the harmonic h requires no boundary condition. (The
conditions on ¢ and w make V¢ have zero tangential boundary
component and curl w have vanishing normal boundary component.)

d) As an illustration of the practical distinctions between the decomposi-

tions in part c), take © to be the unit cube in R3, and u = (1,0,0) a

constant vector field. Show that with conditions i) we have u € £, but

for ii) we have u € 7, and for iii) we have u € N.

We see that the Hodge-Weyl decompositions of the eigenspaces correspond
one-to-one with to the Helmholtz-Hodge decompositions of problem 6.14.
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Chapter 7

The Mathematics of Real
Waves

Waves are found everywhere in the physical world, but we often need more
than the simple wave equation to understand them. The principal compli-
cations are non-linearity and dispersion. In this chapter we will digress a
little from our monotonous catalogue of linear problems, and describe the
mathematics lying behind some commonly observed, but still fascinating,
phenomena.

7.1 Dispersive waves

In this section we will investigate the effects of dispersion, the dependence
of the speed of propagation on the frequency of the wave. We will see that
dispersion has a profound effect on the behaviour of a wave-packet.

7.1.1 Ocean Waves

The most commonly seen dispersive waves are those on the surface of water.
Although often used to illustrate wave motion in class demonstrations, these
waves are not as simple as they seem.

In chapter one we derived the equations governing the motion of water
with a free surface. Now we will solve these equations. Recall that we
described the flow by introducing a velocity potential ¢ such that, v = V¢,
and a variable h(x,t) which is the depth of the water at abscissa .

247
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Water with a free surface.

Again looking back to chapter one, we see that the fluid motion is determined
by imposing

V3 =0 (7.1)
everywhere in the bulk of the fluid, together with boundary conditions
g_j = 0, on y=0, (7.2)
dp 1 2
o + §(V¢) +gy = 0, on the free surface y = h, (7.3)
g_il _ g_z + %% = 0, on the free surface y = h. (7.4)

Recall the physical interpretation of these equations: The vanishing of the
Laplacian of the velocity potential simply means that the bulk flow is incom-
pressible

V.-v=V2=0. (7.5)
The first two of the boundary conditions are also easy to interpret: The first
says that no water escapes through the lower boundary at y = 0. The second,
a form of Bernoulli’s equation, asserts that the free surface is everywhere at
constant (atmospheric) pressure. The remaining boundary condition is more
obscure. It states that a fluid particle initially on the surface stays on the
surface. Remember that we set f(z,y,t) = h(x,t) — y, so the water surface
is given by f(x,y,t) = 0. If the surface particles are carried with the flow
then the convective derivative of f,

af _ of
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should vanish on the free surface. Using v = V¢ and the definition of f, this
reduces to

oh 0pOh  0¢

At S g 7.7

ot * Ordx Oy ’ (77)
which is indeed the last boundary condition.

Using our knowledge of solutions of Laplace’s equation, we can immedi-
ately write down a wave-like solution satisfying the boundary condition at
y=0

¢(x,y,t) = acosh(ky) cos(kx — wt). (7.8)

The tricky part is satisfying the remaining two boundary conditions. The
difficulty is that they are non-linear, and so couple modes with different
wave-numbers. We will circumvent the difficulty by restricting ourselves to
small amplitude waves, for which the boundary conditions can be linearized.
Suppressing all terms that contain a product of two or more small quantities,
we are left with

190) B
oh  0¢

Because of the linearization, these equations should be applied at y = hy,
the equilibrium surface of the fluid. It is convenient to eliminate h to get

o 9
e oy T

0, on y = hy. (7.11)
Enforcing this condition on ¢ leads to the dispersion equation

w? = gk tanh khy, (7.12)

relating the frequency to the wave-number.
Two limiting cases are of interest:
i) Long waves on shallow water: Here khy < 1, and, in this limit,

W = /f\/gho.

ii) Waves on deep water: Here, khy > 1, leading to w = v/gk.
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For deep water, the velocity potential becomes
o(x,y,t) = ack¥=") cos(kx — wt). (7.13)

We see that the disturbance due to the surface wave dies away exponentially,
and becomes very small only a few wavelengths below the surface.

Remember that the velocity of the fluid is v = V¢. To follow the motion
of individual particles of fluid we must solve the equations

d_$ = v, = —akeFW—ho) sin(kx — wt),

dt

d

d—i = v, = ake®W=ho) cos(kx — wt). (7.14)

This is a system of non-linear differential equations, but to find the small
amplitude motion of particles at the surface we may, to a first approximation,
set x = xg, y = hp on the right-hand side. The orbits of the surface particles
are therefore approximately

x(t) = xo— ak cos(kxg — wt),
w

y(t) = yo— %k sin(kxg — wt). (7.15)

-

Surface waves on deep water.

For right-moving waves, the particle orbits are clockwise circles. At the
wave-crest the particles move in the direction of the wave propagation; in
the troughs they move in the opposite direction. The figure shows that this
results in a characteristic up-down asymmetry in the wave profile.

When the effect of the bottom becomes significant, the circular orbits
deform into ellipses. For shallow water waves, the motion is principally back
and forth with motion in the y direction almost negligeable.
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7.1.2 Group Velocity

The most important effect of dispersion is that the group velocity of the waves
— the speed at which a wave-packet travels — differs from the phase velocity
— the speed at which individual wave-crests move. The group velocity is
also the speed at which the energy associated with the waves travels.

Suppose that we have waves with dispersion equation w = w(k). A right-
going wave-packet of finite extent, and with initial profile ¢(x), can be Fourier
analyzed to give

o(zr) = /OO %A(k:)eikx. (7.16)

oo 2T

A right-going wavepacket.

At later times this will evolve to

< dk m—i
oz, t) = / — A(k)etke—iw®r (7.17)
oo 2T

Let us suppose for the moment that A(k) is non-zero only for a narrow band
of wavenumbers around kg, and that, restricted to this narrow band, we can

approximate the full w(k) dispersion equation by

w(k) = wy+ U(k — ko). (7.18)
Thus o gk
o(z,t) = / %A(k)eik(m_Ut)_i(wo_UkO)t. (7.19)

Comparing this with the Fourier expression for the initial profile, we find
that
o(x,t) = e~ WUkt (g _ Tt). (7.20)
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The pulse envelope therefore travels at speed U. This velocity
_ Ow
- Ok
is the group velocity. The individual wave crests, on the other hand, move
at the phase velocity w(k)/k.

When the initial pulse contains a broad range of frequencies we can still
explore its evolution. We make use of a powerful tool for estimating the be-
havior of integrals that contain a large parameter. In this case the parameter
is the time ¢. We begin by writing the Fourier representation of the wave as

(7.21)

o(z,t) = /OO %A(k‘)eiw(k) (7.22)
where .
b(k) = k (?> —w(k). (7.23)

Now look at the behaviour of this integral as ¢ becomes large, but while we
keep the ratio z/t fixed. Since ¢ is very large, any variation of ¢ with k
will make the integrand a very rapidly oscillating function of k. Cancellation
between adjacent intervals with opposite phase will cause the net contribution
from such a region of the k integration to be very small. The principal
contribution will come from the neighbourhood of stationary phase points,
i.e. points where
0= dy x B 8_w
Cdkt Ok’
This means that, at points in space where x/t = U, we will only get contri-
butions from the Fourier components with wave-number satisfying

Ow
U=—. 7.25
% (7.25)
The initial packet will therefore spread out, with those components of the
wave having wave-number k travelling at speed

Ow
Vgroup = % (726)

(7.24)

This is the same expression for the group velocity that we obtained in the
narrow-band case. Again this speed of propagation should be contrasted
with that of the wave-crests, which travel at

w
'Uphase = E (727)
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The “stationary phase” argument may seem a little hand-waving, but it can
be developed into a systematic approximation scheme. We will do this in
later chapters.

Example: Water Waves. The dispersion equation for waves on deep water is
w = +/gk. The phase velocity is therefore

Uphase = \/%7 (728)
whilst the group velocity is

1 /g 1
Ugroup = 5\/% = §Uphase~ (729)

This difference is easily demonstrated by tossing a stone into a pool and
observing how individual wave-crests overtake the circular wave packet and
die out at the leading edge, while new crests and troughs come into being at
the rear and make their way to the front.

This result can be extended to three dimensions with

; Ow
Ugroup — 8—/{?2 (730)

Example: de Broglie Waves. The plane-wave solutions of the time-dependent
Schrodinger equation

i%—‘f = —%v%, (7.31)
are
W = eerTn, (7.32)
with
w(k) = %k? (7.33)

The group velocity is therefore

Vgroup = Ek, (734)

which is the classical velocity of the particle.
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7.1.3 Wakes

There are many circumstances when waves are excited by object moving at
a constant velocity through a background medium, or by a stationary object
immersed in a steady flow. The resulting wakes carry off energy, and therefore
create wave drag. Wakes are involved, for example, in sonic booms, Cerenkov
radiation, the Landau criterion for superfluidity, and Landau damping of
plasma oscillations. Here, we will consider some simple water-wave analogues
of these effects. The common principle for all wakes is that the resulting wave
pattern is time independent when observed from the object exciting it.
Example: Obstacle in a Stream. Consider a log lying submerged in a rapidly
flowing stream.

vV — . vV —

Log in a stream.

The obstacle disturbs the water and generates a train of waves. If the log lies
athwart the stream, the problem is essentially one-dimensional and easy to
analyse. The essential point is that the distance of the wavecrests from the log
does not change with time, and therefore the wavelength of the disturbance
the log creates is selected by the condition that the phase velocity of the wave,
coincide with the velocity of the mean flow!. The group velocity does come
into play, however. If the group velocity of the waves is less that the phase
velocity, the energy being deposited in the wave-train by the disturbance will
be swept downstream, and the wake will lie behind the obstacle. If the group
velocity is higher than the phase velocity, and this is the case with very short
wavelength ripples on water where surface tension is more important than
gravity, the energy will propagate against the flow, and so the ripples appear
upstream of the obstacle.

In his book Waves in Fluids, M. J. Lighthill quotes Robert Frost on this phenomenon:

The black stream, catching on a sunken rock,
Flung backward on itself in one white wave,
And the white water rode the black forever,
Not gaining but not losing.
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Example: Kelvin Ship Waves. A more subtle problem is the pattern of waves
left behind by a ship on deep water. The shape of the pattern is determined
by the group velocity for deep-water waves being one-half that of the phase
velocity.

Kelvin’s ship-wave construction.

In order that the wave pattern be time independent, the waves emitted in
the direction AC must have phase velocity such that their crests travel from
A to C while the ship goes from A to B. The crest of the wave emitted from
the bow of the ship in the direction AC will therefore lie along the line BC —
or at least there would be a wave crest on this line if the emitted wave energy
travelled at the phase velocity. The angle at C must be a right angle because
the direction of propagation is perpendicular to the wave-crests. Euclid, by
virtue of his angle-in-a-semicircle theorem, now tells us that the locus of
all possible points C (for all directions of wave emission) is the larger circle.
Because, however, the wave energy only travels at one-half the phase velocity,
the waves going in the direction AC actually have significant amplitude only
on the smaller circle, which has half the radius of the larger. The wake
therefore lies on, and within, the Kelvin wedge, whose boundary lies at an
angle 6 to the ship’s path. This angle is determined by the ratio OD/OB=1/3
to be

6 =sin"'(1/3) = 19.5°. (7.35)

Remarkably, this angle, and hence the width of the wake, is independent of
the speed of the ship.

The waves actually on the edge of the wedge are usually the most promi-
nent, and they will have crests perpendicular to the line AD. This orientation
is indicated on the left hand figure, and reproduced as the predicted pattern
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of wavecrests on the right. The prediction should be compared with the wave
systems in the image below.

Large-scale Kelvin wakes. (Image source: US Navy)

Small-scale Kelvin wake. (Phograph by Fabrice Neyret)
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7.1.4 Hamilton’s Theory of Rays

We have seen that wave packets travel at a frequency-dependent group ve-
locity. We can extend this result to study the motion of waves in weakly
inhomogeneous media, and so derive an analogy between the “geometric op-
tics” limit of wave motion and classical dynamics.

Consider a packet composed of a roughly uniform train of waves spread
out over a region that is substantially longer and wider than their mean wave-
length. The essential feature of such a wave train is that at any particular
point of space and time, x and ¢, it has a definite phase ©(x,t). Once we
know this phase, we can define the local frequency w and wave-vector k by

00 00
(Y- (2). -

These definitions are motivated by the idea that

O(x,t) ~k-x — wt, (7.37)

at least locally.

We wish to understand how k changes as the wave propagates through a
slowly varying medium. We introduce the inhomogeneity by assuming that
the dispersion equation w = w(k), which is initially derived for a uniform
medium, can be extended to w = w(k,x), where the x dependence arises,
for example, as a result of a position-dependent refractive index. This as-
sumption is only an approximation, but it is a good approximation when the
distance over which the medium changes is much larger than the distance
between wavecrests.

Applying the equality of mixed partials to the definitions of k and w gives

()= (%), (8x) - (a) (7.38)

The subscripts indicate what is being left fixed when we differentiate. We
must be careful about this, because we want to use the dispersion equation
to express w as a function of k and x, and the wave-vector k will itself be a
function of x and ¢.

Taking this dependence into account, we write

(2) (&) o (2) (%) o
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We now use (7.38) to rewrite this as

<8£)+ (g_kw> (gk) = (gw) (7.40)

Interpreting the left hand side as a convective derivative

dk; [ Ok;
at <8t)x+(vg.v)k“

dk’l . Ow
i) (7.41)

provided we are moving at velocity

% = (V)i = (g—Z)x. (7.42)

Since this is the group velocity, the packet of waves is actually travelling at
this speed. The last two equations therefore tell us how the orientation and
wavelength of the wave train evolve if we ride along with the packet as it is
refracted by the inhomogeneity.

The formulse

we read off that

. Ow
K=
. Ow

are Hamilton’s ray equations. These Hamilton equations are identical in form
to Hamilton’s equations for classical mechanics

s - _of
p - aX’
. 0OH

except that k is playing the role of the canonical momentum, p, and w(k, x)
replaces the Hamiltonian, H(p,x). This formal equivalence of geometric
optics and classical mechanics was mystery in Hamilton’s time. Today we
understand that classical mechanics is nothing but the geometric optics limit
of wave mechanics.
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7.2 Making Waves

Many waves occurring in nature are generated by the energy of some steady
flow being stolen away to drive an oscillatory motion. Familiar examples
include the music of a flute and the waves raised on the surface of water by
the wind. The latter process is quite subtle and was not understood until the
work of J. W. Miles in 1957. Miles showed that in order to excite waves the
wind speed has to vary with the height above the water, and that waves of
a given wavelength take energy only from the wind at that height where the
windspeed matches the phase velocity of the wave. The resulting resonant
energy transfer turns out to have analogues in many branches of science. In
this section we will exhibit this phenomenon in the simpler situation where
the varying flow is that of the water itself.

7.2.1 Rayleigh’s Equation

Consider water flowing in a shallow channel where friction forces keep the
water in contact the stream-bed from moving. We will show that the resulting
shear flow is unstable to the formation of waves on the water surface. The
consequences of this instability are most often seen in a thin sheet of water
running down the face of a dam. The sheet starts off flowing smoothly, but,
as the water descends, waves form and break, and the water reaches the
bottom in irregular pulses called roll waves.

It is easiest to describe what is happening from the vantage of a reference
frame that rides along with the surface water. In this frame the velocity
profile of the flow will be as shown in the figure.

y

X

The velocity profile U(y) in a frame at which the surface is at rest.

Since the flow is incompressible but not irrotational, we will describe the
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motion by using a stream function ¥, in terms of which the fluid velocity is
given by

v, = —0,V,
vy, = 0,V. (7.45)

This parameterization automatically satisfies V - v = 0, while the (z compo-
nent of) the vorticity becomes

Q= 0,v, — Oyv, = V0. (7.46)
We will consider a stream function of the form?

U(z,y,t) = 1ho(y) + ¥(y)e™ ", (7.47)

where 1y obeys —0,¢y = v, = U(y), and describes the horizontal mean flow.
The term containing ¥ (y) represents a small-amplitude wave disturbance
superposed on the mean flow. We will investigate whether this disturbance
grows or decreases with time.

Euler’s equation can be written as,

2
V+va:—V<P+%+gy>:0. (7.48)

Taking the curl of this, and taking into account the two dimensional character
of the problem, we find that

20+ (v-V)Q =0, (7.49)

This, a general property of two-dimensional incompressible motion, says that
vorticity is convected with the flow. We now express (7.49) in terms of W,
when it becomes

V20 + (v V)V = 0. (7.50)

Substituting the expression (7.47) into (7.50), and keeping only terms of first
order in v, gives

R , d? .
o (=) w0k (= v s w00 <o

2The physical stream function is, of course, the real part of this expression.
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(=)= (58 m=amr = o

3

This is Rayleigh’s equation®. If only the first term were present, it would
have solutions 1) o< e**¥, and we would have recovered the results of section
7.1.1. The second term is significant, however. It will diverge if there is a
point y. such that U(y.) = w/k. In other words, if there is a depth at which
the flow speed coincides with the phase velocity of the wave disturbance, thus
allowing a resonant interaction between the wave and flow. An actual infinity
in (7.51) will be evaded, though, because w will gain a small imaginary part
w — wpg + iy. A positive imaginary part means that the wave amplitude is
growing exponentially with time. A negative imaginary part means that the
wave is being damped. With ~ included, we then have

1 N U—wr/k . Y
Tt ~ oy T e ()3 (U) —wn/k)
B U—wgr/k , W |ou |
= U —wn/b) 1 + i sgn <E> En . Yy — ye)-
(7.52)

To specify the problem fully we need to impose boundary conditions on
¥ (y). On the lower surface we can set ¥(0) = 0, as this will keep the fluid
at rest there. On the upper surface y = h we apply Euler’s equation

02
v+va:—V<P+§+gh):0. (7.53)
We observe that P is constant, being atmospheric pressure, and the v?/2 can
be neglected as it is of second order in the disturbance. Then, considering
the x component, we have

t 2
k
—V.gh = —g@x/ vydt = —g <—) P (7.54)
w
on the free surface. To lowest order we can apply the boundary condition on
the equilibrium free surface y = y9. The boundary condition is therefore

ldy kOU K
@d_lyp+$a_y:gﬁ’ Y =Y. (7.55)

3Lord Rayleigh. On the stability or instability of certain fluid motions. Proc. Lond.
Math. Soc. Vol. 11 (1880)




262 CHAPTER 7. THE MATHEMATICS OF REAL WAVES

We usually have 0U /0y = 0 near the surface, so this simplifies to

1dy k2

That this is sensible can be confirmed by considering the case of waves on
still, deep water, where 1(y) = e/*/¥. The boundary condition then reduces
to |k| = gk?/w?, or w? = g|k|, which is the correct dispersion equation for
such waves.

We find the corresponding dispersion equation for waves on shallow flow-
ing water by computing

1dy
Y dy
from Rayleigh’s equation (7.51). Multiplying by ¢* and integrating gives

Yo . d2 ) 82U 1 )
o= [Manfe (=) v ++ (5 oommir} @9

An integration by parts then gives

*@ yo_ Yo % 5 ) 82U) 1 2}
[w dyL —/0 dy{‘dy'+k || +(8y2 (U_w/k)|¢| . (7.59)

The lower limit makes no contribution, since ¥* is zero there. On using (7.52)
and taking the imaginary part, we find

(7.57)

Y
Yo

-1

AN W _(PUN |oU
Im <¢ d_y)yo = sgn (E) T (a—yQ)y ol | (ye)l, (7.60)
or 1 di 92U Ut (o) |2
T = z R - Ye
o <¢ dy)yo el (k’) T <8y2 )yc ay e w(y0)|2 (761)

This equation is most useful if the interaction with the flow does not sub-
stantially perturb ¥(y) away from the still-water result ¢(y) = sinh(|k|y),
and assuming this is so provides a reasonable first approximation.

If we insert (7.61) into (7.56), where we approximate,

BN L (B o (¥
g w2 ~ g W%{ g w% Y,



7.3. NON-LINEAR WAVES 263

we find

Y= w% Im <l@>
2gk* vdy /),
OU |7 [9(ye)

(7 ) w <02U )

= sgn (= | — — .
k7 2gk* \ 0y? ), |9y |, [¥(yvo)l?
We see that either sign of « is allowed by our analysis. Thus the resonant
interaction between the shear flow and wave appears to lead to either ex-
ponential growth or damping of the wave. This is inevitable because our
inviscid fluid contains no mechanism for dissipation, and its motion is neces-
sarily time-reversal invariant. Nonetheless, as in our discussion of “friction
without friction” in section 5.2.2, only one sign of ~ is actually observed.
This sign is determined by the initial conditions, but a rigorous explanation
of how this works mathematically is not easy, and is the subject of many
papers. These show that the correct sign is given by

S w} (82_U) ou|™ [ ()
29k \ 0y* /), | 0y |, [¥(yo)[?

Since our velocity profile has 9*U/dy? < 0, this means that the waves grow
in amplitude.

We can also establish the correct sign for v by a computing the change of
momentum in the background flow due to the wave*. The crucial element is
whether, in the neighbourhood of the critical depth, more fluid is overtaking
the wave than lagging behind it. This is exactly what the the quantity
02U /Oy? measures.

(7.62)

(7.63)

7.3 Non-linear Waves

Non-linear effects become important when some dimensionless measure of
the amplitude of the disturbance, say AP/P for a sound wave, or Ah/\ for
a water wave, is no longer < 1.

7.3.1 Sound in Air

The simplest non-linear wave system is one-dimensional sound propagation
in a gas. This problem was studied by Riemann.

4G. E. Vekstein American Journal of Physics, 66 (1998) 886-92.
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The one dimensional motion of a fluid is determined by the mass conser-
vation equation

Bup + Dulpu) = 0, (7.64)

and Euler’s equation of motion
(O + vo,v) = —0, P. (7.65)
In a fluid with equation of state P = P(p), the speed of sound, ¢, is given by

, dP

-5 (7.66)

Cc

It will in general depend on P, the speed of propagation being usually higher
when the pressure is higher.

Riemann was able to simplify these equations by defining a new thermo-
dynamic variable m(P) as

P
= / —dP, (7.67)

Py PC

were Py is the equilibrium pressure of the undisturbed air. The quantity m
obeys

dm 1
— = 7.68
dP  pc (7.68)
In terms of 7, Euler’s equation divided by p becomes
00 + V0, v + cOpm = 0, (7.69)
whilst the equation of mass conservation divided by p/c becomes
Oy + 00, + cOyv = 0. (7.70)
Adding and subtracting, we get Riemann’s equations
h(v+m)+(w+c)d(v+m) = 0,
Oh(v—m)+ (v—10c)0s(v—7) = 0. (7.71)

These assert that the Riemann invariants v £ 7 are constant along the char-
acteristic curves

— =vxec (7.72)
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This tell us that signals travel at the speed v+ c. In other words, they travel,
with respect to the fluid, at the local speed of sound ¢. Using the Riemann
equations, we can propagate initial data v(z,t = 0), m(x,t = 0) into the
future by using the method of characteristics.

A B
Non-linear characteristic curves.

In the figure, the value of v+ 7 is constant along the characteristic curve C’f

which is the solution of

dx

passing through A, while the value of v — 7 is constant along C? which is

the solution of

dx
- 74
il (7.74)

passing through B. Thus the values of 7 and v at the point P can be found if
we know the initial values of v + 7 at the point A and v — 7 at the point B.
Having found v and 7 at P we can invert 7(P) to find the pressure P, and
hence ¢, and so continue the characteristics into the future, as indicated by
the dotted lines. We need, of course, to know v and c¢ at every point along
the characteristics C’f and C® in order to construct them, and this requires
us to to treat every point as a “P”. The values of the dynamical quantities
at P therefore depend on the initial data at all points lying between A and
B. This is the domain of dependence of P

A sound wave caused by a localized excess of pressure will eventually
break up into two distinct pulses, one going forwards and one going back-
wards. Once these pulses are sufficiently separated that they no longer inter-
act with one another they are simple waves. Consider a forward-going pulse
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propagating into undisturbed air. The backward characteristics are coming
from the undisturbed region where both 7 and v are zero. Clearly m — v is
zero everywhere on these characteristics, and so 7 = v. Now 7+v = 2v = 27
is constant the forward characteristics, and so m and v are individually con-
stant along them. Since 7 is constant, so is ¢. With v also being constant,
this means that ¢ + v is constant. In other words, for a simple wave, the
characteristics are straight lines.

This simple-wave simplification contains within it the seeds of its own
destruction. Suppose we have a positive pressure pulse in a fluid whose
speed of sound increases with the pressure.

SAAL P

Simple wave characteristics.

The figure shows that the straight-line characteristics travel faster in the high
pressure region, and eventually catch up with and intersect the slower-moving
characteristics. When this happens the dynamical variables will become
multivalued. How do we deal with this?

7.3.2 Shocks

Let us untangle the multivaluedness by drawing another set of pictures. Sup-
pose u obeys the non-linear “half” wave equation

(0 + udy)u = 0. (7.75)

The velocity of propagation of the wave is therefore u itself, so the parts of
the wave with large u will overtake those with smaller u, and the wave will
“break”.
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A breaking non-linear wave.

Physics does not permit such multivalued solutions, and what usually hap-
pens is that the assumptions underlying the model which gave rise to the
nonlinear equation will no longer be valid. New terms should be included in
the equation which prevent the solution becoming multivalued, and instead
a steep “shock” will form.

u
d)

Formation of a shock.

Examples of an equation with such additional terms are Burgers’ equation
(0 + ud,)u = VO u, (7.76)

and the Korteweg de-Vries (KdV) equation (4.11), which, by a suitable rescal-
ing of z and ¢, we can write as

O +ud)u=060> _u 7.7
(t :c) ( )

foude i

Burgers’ equation, for example, can be thought of as including the effects of
thermal conductivity, which was not included in the derivation of Riemann’s
equations. In both these modified equations, the right hand side is negligeable
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when wu is slowly varying, but it completely changes the character of the
solution when the waves steepen and try to break.

Although these extra terms are essential for the stabilization of the shock,
once we know that such a discontinuous solution has formed, we can find
many of its properties — for example the propagation velocity — from general
principles, without needing their detailed form. All we need is to know what
conservation laws are applicable.

Multiplying (9; + ud,)u = 0 by u™~!, we deduce that

]' n ]' n+1 o
8t{gu}+8w{—n+1u }—0, (7.78)

and this implies that
Qn :/ u" dx (7.79)

is time independent. There are infinitely many of these conservation laws,
one for each n. Suppose that the n-th conservation law continues to hold even
in the presence of the shock, and that the discontinuity is at X (¢). Then

d X(t) 00
— / u™ dr + / u"dz p = 0. (7.80)
dt | J-w X (1)

This is equal to

u™ (X)X —u (X)X + / o

—00

o™ dzr + / o dx = 0, (7.81)
X(t)

where u” (X) = u™(X —¢) and v/} (X) = u™(X+e€). Now, using (0y+u0,)u = 0
in the regions away from the shock, where it is reliable, we can write this as

n n\ vy n *o n n - n
(uf —u?)X = — O u" dx — O, u" dx
n+1l/_ o n+1 Jxq

_ ( n )<u1+1_uz+l>. (7.82)

n+1

The velocity at which the shock moves is therefore

X = ( n ) (" —u) (7.83)

n+1/) (ub—um)
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Since the shock can only move at one velocity, only one of the infinitely many
conservation laws can continue to hold in the modified theory!
Example: Burgers’ equation. From

(0 + ud,)u = vO? u, (7.84)

we deduce that

oyu + 0, {%uQ — u@xu} =0, (7.85)

so that @1 = [wudz is conserved, but further investigation shows that no
other conservation law survives. The shock speed is therefore
L(wl —u?) 1

= 2lur ) = §(u+ +u_). (7.86)

Example: KdV equation. From
(O +ud)u =080 u (7.87)

Txxr 7

we deduce that

1
atu+8x{§u2—58§xu} = 0,

1, 1os o o0 1 2| _
8t{2u }+0x{3u 5u8mu+25(8xu) =0

where the dots refer to an infinite sequence of (not exactly obvious) conserva-
tion laws. Since more than one conservation law survives, the KdV equation
cannot have shock-like solutions. Instead, the steepening wave breaks up
into a sequence of solitons. A movie of this phenomenon can be seen on the
course home-page.

Example: Hydraulic Jump, or Bore

A Hydraulic Jump.
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A stationary hydraulic jump is a place in a stream where the fluid abruptly
increases in depth from h; to hs, and simultaneously slows down from super-
critical (faster than wave-speed) flow to subcritical (slower than wave-speed)
flow. Such jumps are commonly seen near weirs, and white-water rapids®. A
circular hydraulic jump is easily created in your kitchen sink. The moving
equivalent is the the tidal bore. A link to pictures of hydraulic jumps and
bores is provided on the course web-site.

The equations governing uniform (meaning that v is independent of the
depth) flow in channels are mass conservation

oh + 0, {hv} =0, (7.88)
and Euler’s equation
O + vov = =0, {gh}. (7.89)

We could manipulate these into the Riemann form, and work from there, but
it is more direct to combine them to derive the momentum conservation law

o{hv} + 0, {mﬂ + %ghz} =0. (7.90)

From Euler’s equation, assuming steady flow, © = 0, we can also deduce

Bernoulli’s equation

1
51)2 + gh = const., (7.91)

which is an energy conservation law. At the jump, mass and momentum
must be conserved:

hivi = hovs,

1 1
hivl + 5ght = hovi + Sghs, (7.92)

and v, may be eliminated to find

1 (h
v} = 59 (h—?) (h1 + hs). (7.93)

A change of frame reveals that v; is the speed at which a wall of water of
height h = (hg — hy) would propagate into stationary water of depth h;.

5The breaking crest of Frost’s “white wave” is probably as much as an example of a
hydraulic jump as of a smooth downstream wake.
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Bernoulli’s equation is inconsistent with the two equations we have used,

and so ) )
Qv% + ghi # 51}% + gha. (7.94)

This means that energy is being dissipated: for strong jumps, the fluid down-
stream is turbulent. For weaker jumps, the energy is radiated away in a train
of waves — the so-called “undular bore”.

Example: Shock Wave in Air: At a shock wave in air we have conservation
of mass

P1U1 = P2V, (795)
momentum
p1vi + Py = pova + P. (7.96)

In this case, however, Bernoulli’s equation does hold®, so

1 1
51)% +hy = §v§ + hy. (7.97)

Here, h is the specific enthalpy (£ + PV per unit mass). Entropy, though, is
not conserved, so we cannot use PV = const. across the shock. From mass
and momentum conservation alone we find

pP,—P
v? = (@) -~z 01 (7.98)

p1) p2—p1

For an ideal gas with ¢,/c, = 7, we can use energy conservation to to elimi-
nate the densities, and find

1P— P
v = co\/l PR AES uk sy (7.99)

2’}/ Pl

Here, ¢ is the speed of sound in the undisturbed gas.

6Recall that enthalpy is conserved in a throttling process, even in the presence of dissi-
pation. Bernoulli’s equation for a gas is the generalization of this thermodynamic result to
include the kinetic energy of the gas. The difference between the shock wave in air, where
Bernoulli holds, and the hydraulic jump, where it does not, is that the enthalpy of the gas
keeps track of the lost mechanical energy, which has been absorbed by the internal degrees
of freedom. The Bernoulli equation for channel flow keeps track only of the mechanical
energy of the mean flow.
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7.3.3 Weak Solutions

We want to make mathematically precise the sense in which a function u
with a discontinuity can be a solution to the differential equation

1 n 1 n+1 _
at{nu }+8x{n+1u }_0, (7.100)

even though the equation is surely meaningless if the functions to which the
derivatives are being applied are not in fact differentiable.

We could play around with distributions like the Heaviside step function
or the Dirac delta, but this is unsafe for non-linear equations, because the
product of two distributions is generally not meaningful. What we do is
introduce a new concept. We say that u is a weak solution to (7.100) if

n
dx dt { u"0 — "9, =0 7.101
/sz {u vt U 30} , ( )

for all test functions ¢ in some suitable space 7. This equation has formally
been obtained from (7.100) by multiplying it by ¢(x,t), integrating over
all space-time, and then integrating by parts to move the derivatives off u,
and onto the smooth function . If w is assumed smooth then all these
manipulations are legitimate and the new equation (7.101) contains no new
information. A conventional solution to (7.100) is therefore also a weak
solution. The new formulation (7.101), however, admits solutions in which u
has shocks.

Let us see what is required of a weak solution if we assume that wu is
everywhere smooth except for a single jump from u_(¢) to u, (t) at the point

X(t).

A weak solution.
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We therefore have

n n
0= / dz dt {u”&gap + n—Jr1u"+18mg0}+/p+ dx dt {u”&gap + n—ﬂu"“@gp} )
(7.102)

Let

n

1 -X
= —, ‘ (7.103)
VI+IXP 1+ %P2
be the unit outward normal to D_, then, using the divergence theorem, we
have

n L n+1 _ . n n n+1
/dmdt{u 8t<p+—n+1u 8mg0} = /dmdt{ go(@tu +—n+18mu )}
. n
—X n n+1
+/8Ddt{<p( (t)u_+—n+1u_ )}

(7.104)

Here we have written the integration measure over the boundary as

ds = /14 | X|2dt. (7.105)

Performing the same manoeuvre for D, , and observing that ¢ can be any
smooth function, we deduce that
1) O™+ NLH&BU"H = 0 within D.

i) X(u? —um) =2 (u — ) on X(2).
The reasoning here is identical to that in chapter one, where we considered
variations at endpoints to obtain natural boundary conditions. We therefore
end up with the same equations for the motion of the shock as before.

The notion of weak solutions is widely used in applied mathematics, and it
is the principal ingredient of the finite element method of numerical analysis

in continuum dynamics.

7.4 Solitons

A localized disturbance in a dispersive medium soon falls apart, since its
various frequency components travel at differing speeds. At the same time,
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non-linear effects will distort the wave profile. In some systems, however,
these effects of dispersion and non-linearity can compensate each other and
give rise to solitons, stable solitary waves which propagate for long distances
without changing their form. Not all equations possessing wave-like solutions
also possess solitary wave solutions. The best known example of equations
that do, are:

1)

The Korteweg-de-Vries (KdV) equation, which in the form

ou ou Pu

has a solitary wave solution
u = 2a’sech? (ax — a’t) (7.107)

which travels at speed a?. The larger the amplitude, therefore, the
faster the solitary wave travels. This equation applies to steep waves
in shallow water.
The non-linear Shrodinger (NLS) equation with attractive interactions
Oy 1 9% 2
o = T a2 ], (7.108)
where A > 0. It has solitary-wave solution

P = ethoivt, /%sech\/a(x — U, (7.109)

where
1 o

2

k=mU, w= imU ~ 5 (7.110)
In this case, the speed is independent of the amplitude, and the moving
solution can be obtained from a stationary one by means of a Galilean
boost. The nonlinear equation for the stationary wavepacket may be

solved by observing that
(—0% — 2sech®z)y = — (7.111)

where 1g(x) = sechz. This is the bound-state of the Pdschl-Teller
equation that we have met several times in the homework. The non-
linear Schrodinger equation describes many systems, including the dy-
namics of tornadoes, where the solitons manifest as the knot-like kinks
sometimes seen winding their way up thin funnel clouds’.

"H.Hasimoto, J. Fluid Mech. 51 (1972) 477.
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3) The sine-Gordon (SG) equation is
——7+ﬁsinﬁ<p: . (7.112)
This has solitary-wave solutions

4
0= 3 tan~! {eimV(x_Ut)} : (7.113)

where v = (1 — U?)"2 and |U| < 1. Again, the velocity is not related
to the amplitude, and the moving soliton can be obtained by boost-
ing a stationary soliton. The boost is now a Lorentz transformation,
and so we only get subluminal solitons, whose width is Lorentz con-
tracted by the usual relativistic factor of v. The sine-Gordon equation
describes, for example, the evolution of light pulses whose frequency is
in resonance with an atomic transition in the propagation medium?.
In the case of the sine-Gordon soliton, the origin of the solitary wave is
particularly easy to understand, as it can be realized as a “twist” in a chain
of coupled pendulums. The handedness of the twist determines whether we
take the + or — sign in the solution given above.

RNSZZ2 0L

A sine-Gordon solitary wave as a twist in a ribbon of coupled pendulums.

The existence of solitary-wave solutions is interesting in its own right.
It was the fortuitous observation of such a wave by John Scott Russell on
the Union Canal, near Hermiston in England, that founded the subject®.

8See G. L. Lamb, Rev. Mod. Phys. 43(1971) 99, for a nice review.

9¢I was observing the motion of a boat which was rapidly drawn along a narrow channel
by a pair of horses, when the boat suddenly stopped - not so the mass of water in the
channel which it had put in motion; it accumulated round the prow of the vessel in a state
of violent agitation, then suddenly leaving it behind, rolled forward with great velocity,
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Even more remarkable was Scott Russell’s subsequent discovery (made in a
specially constructed trough in his garden) of what is now called the soliton
property: two colliding solitary waves interact in a complicated manner yet
emerge from the encounter with their form unchanged, having suffered no
more than a slight time delay. Each of the three equations given above has
exact multi-soliton solutions which show this phenomenon.

After languishing for more than a century, soliton theory has grown to

be a huge subject. It is, for example, studied by electrical engineers who
use soliton pulses in fibre-optic communications. No other type of signal
can propagate though thousands of kilometers of undersea cable without
degradation. Solitons, or “quantum lumps” are also important in particle
physics. The nucleon can be thought of as a knotted soliton (in this case
called a “skyrmion”) in the pion field, and gauge-field monopole solitons
appear in many string and field theories. The soliton equations themselves
are aristocrats among partial differential equations, with ties into almost
every other branch of mathematics.
Physics Illustration: Solitons in Optical Fibres. We wish to transmit picosec-
ond pulses of light with a carrier frequency wy. Suppose that the dispersive
properties of the fibre are such that the associated wavenumber for frequen-
cies near wy can be expanded as

1
k:Ak+k0+61(w—wo)+§ﬂg(w—w0)2+-~-. (7114)

Here, (3 is the reciprocal of the group velocity, and (35 is a parameter called
the group velocity dispersion (GVD). The term Ak parameterizes the change
in refractive index due to non-linear effects. It is proportional to the square
of the electric field. Let us write the electric field as

E(x,t) = Az, t)eFozmwot (7.115)

assuming the form of a large solitary elevation, a rounded, smooth and well-defined heap
of water, which continued its course along the channel apparently without change of form
or diminution of speed. I followed it on horseback, and overtook it still rolling on at a rate
of some eight or nine miles an hour, preserving its original figure some thirty feet long and
a foot to a foot and a half in height. Its height gradually diminished, and after a chase of
one or two miles I lost it in the windings of the channel. Such, in the month of August
1834, was my first chance interview with that singular and beautiful phenomenon which I
have called the Wave of Translation.” —John Scott Russell, 1844
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where A(z,t) is a slowly varying envelope function. When we transform from
Fourier variables to space and time we have

0

0
— W) — i — k) — —i— 11
(w— wo) i (k — ko) i3 (7.116)
and so the equation determining A becomes
O0A . 0A [, 0%°A
—i— =i — — ——— + ALA. A1
P N (7.117)
If we set Ak = v|A?|, where ~ is normally positive, we have
[ 0A 0A By 02 A 9
— — | = =—— — v]|A]"A. 11
Z(az+ﬁlat) 2O A (7.118)

We may get rid of the first-order time derivative by transforming to a frame
moving at the group velocity. We do this by setting

T = t_ﬂlza
( = 2 (7.119)

and using the chain rule, as we did for the Galilean transformation in home-
work set 0. The equation for A ends up being

0A [ 0%A 9

28C =5 5.2 7| AIFA. (7.120)
This looks like our non-linear Schrodinger equation, but with the role of
space and time interchanged! Also, the coefficient of the second derivative
has the wrong sign so, to make it coincide with the Schrodinger equation we
studied earlier, we must have 3, < 0. When this condition holds, we are
said to be in the “anomalous dispersion” regime — although this is rather
a misnomer since it is the group refractive index, N, = ¢/Ugoup, that is
decreasing with frequency, not the ordinary refractive index. For pure SiO,
glass, (35 is negative for wavelengths greater than 1.27um. We therefore have
anomalous dispersion in the technologically important region near 1.55um,
where the glass is most transparent. In the anomalous dispersion regime we

have solitons with
A, 1) = e"O‘WQWQN / 52—asech Va(r), (7.121)
v
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leading to

E(z,1) =4/ ﬁzTasech Va(t — [y z)eilPelz/2gikoz=iwot. (7.122)

This equation describes a pulse propagating at 3; !, which is the group ve-
locity.

Exercise 7.1: Find the expression for the sine-Gordon soliton, by first showing
that the static sine-Gordon equation

P  m?
—@—i—?sln/@s@:o

implies that

1 2
590/2 + % cos Bp = const.,

and solving this equation (for a suitable choice of the constant) by separation
of variables. Next, show that if f(z) is solution of the static equation, then
f(y(x —Ut)),y= (1 —-U?)"12 |U| <1 is a solution of the time-dependent

equation.

Exercise 7.2: Lax pair for the non-linear Schrédinger equation. Let L be the
matrix differential operator

and let P the matrix

ix? X" ]
P = \ .
[ X' —ilx/|?

Show that the equation

L=1L,P

is equivalent to the non-linear Shrédinger equation

ix = —x" - 2|x|*x.
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7.5 Exercises and Problems

Here are some further problems on non-linear and dispersive waves:
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Exercise 7.3: Pantograph Drag. A high-speed train picks up its electrical
power via a pantograph from an overhead line. The locomotive travels at
speed U and the pantograph exerts a constant vertical force F' on the power
line.

_ . Tm% 0

m N o O Y Iy | m
ool t— 1 (oL S HHColEe—T Tt (OO |
A high-speed train.

=

We make the usual small amplitude approximations and assume (not unrealis-
tically) that the line is supported in such a way that its vertical displacement
obeys an inhomogeneous Klein-Gordon equation

pij — Ty" + pQ%y = Fé(x — Ut),

with ¢ = /T/p, the velocity of propagation of short-wavelength transverse
waves on the overhead cable.

a) Assume that U < c¢ and solve for the steady state displacement of the
cable about the pickup point. (Hint: the disturbance is time-independent
when viewed from the train.)

b) Now assume that U > ¢. Again find an expression for the displacement
of the cable. (The same hint applies, but the physically appropriate
boundary conditions are very different!)

c) By equating the rate at which wave-energy

E= / {%pf + %Ty’2 + %pQQyQ} dx
is being created to rate at the which the locomotive is doing work, cal-
culate the wave-drag on the train. In particular, show that there is no
drag at all until U exceeds c. (Hint: While the front end of the wake is
moving at speed U, the trailing end of the wake is moving forward at the
group velocity of the wave-train.)

d) By carefully considering the force the pantograph exerts on the overhead
cable, again calculate the induced drag. You should get the same answer
as in part c¢) (Hint: The tension in the cable is the same before and
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after the train has passed, but the direction in which the tension acts
is different. The force F' is therefore not exactly vertical, but has a
small forward component. Don’t forget that the resultant of the forces
is accelerating the cable.)

This problem of wake formation and drag is related both to Cerenkov radiation
and to the Landau criterion for superfluidity.

Exercise 7.4: Inertial waves. A rotating tank of incompressible (p = 1) fluid
can host waves whose restoring force is provided by angular momentum con-
servation. Suppose the fluid velocity at the point r is given by

v(r,t) =u(r,t) + Q@ xr,

where u is a perturbation imposed on the rigid rotation of the fluid at angular
velocity €.

a) Show that when viewed from a co-ordinate frame rotating with the fluid
we have
ou _ <8—u—ﬂ><u+((ﬂ><r)-V)u>

E a ot lab

Deduce that the lab-frame Euler equation

ov
5t +(v-V)v=-VP,

becomes, in the rotating frame,

%+2(qu)+(u-V)u:—V <P—%|er|2>-

We see that in the non-inertial rotating frame the fluid experiences a
—2(£2 x u) Coriolis and a V| x r|?/2 centrifugal force. By linearizing
the rotating-frame Fuler equation, show that for small u we have

Oow
N —2(Q-V)u=0, (%)

where w = curlu.
b) Take Q to be directed along the z axis. Seek plane-wave solutions to x
in the form

u(r,t) = u, et kr=—ui)
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where ug is a constant, and show that the dispersion equation for these
small amplitude inertial waves is

Q k2
Yo L —
“ K2+ K2+ k2

Deduce that the group velocity is directed perpendicular to k— i.e. at
right-angles to the phase velocity. Conclude also that any slow flow
that is steady (time independent) when viewed from the rotating frame
is necessarily independent of the co-ordinate z. (This is the origin of
the phenomenon of Taylor columns, which are columns of stagnant fluid
lying above and below any obstacle immersed in such a flow.)

Exercise 7.5: Non-linear Waves. In this problem we will explore the Riemann
invariants for a fluid with P = A2p3/3. This is the equation of state of one-
dimensional non-interacting Fermi gas.

a) From the continuity equation
Oip + Ozpv =0,
and Euler’s equation of motion
(O + vI,v) = —0, P,

deduce that
0 0

(% +(=Ap+ v)(%) (=Ap+v) = 0.
In what limit do these equations become equivalent to the wave equation
for one-dimensional sound? What is the sound speed in this case?

b) Show that the Riemann invariants v+ Ap are constant on suitably defined
characteristic curves. What is the local speed of propagation of the waves
moving to the right or left?

¢) The fluid starts from rest, v = 0, but with a region where the density
is higher than elsewhere. Show that that the Riemann equations will
inevitably break down at some later time due to the formation of shock
waves.
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Exercise 7.6: Burgers Shocks. As simple mathematical model for the forma-
tion and decay of a shock wave consider Burgers’ Equation:

Oy + ulu = v 8£u.

Note its similarity to the Riemann equations of the previous exercise. The
additional term on the right-hand side introduces dissipation and prevents the
solution becoming multi-valued.

a) Show that if v = 0 any solution of Burgers’ equation having a region
where u decreases to the right will always eventually become multivalued.

b) Show that the Hopf-Cole transformation, u = —2v 9, In1, leads to ¢
obeying a heat diffusion equation

b = v 2.

c¢) Show that
¢($7t) — Aeuazt—ax + Beubzt—bx

is a solution of the heat equation, and so deduce that Burgers’ equation
has a shock-wave-like solution which travels to the right at speed C =
v(a+b) = 3(ur +ug), the mean of the wave speeds to the left and right
of the shock. Show that the width of the shock is ~ 4v/|uy, — ug|.



Chapter 8

Special Functions I

In solving Laplace’s equation by the method of separation of variables we
come across the most important of the special functions of mathematical
physics. These functions have been studied for many years, and books such as
the Bateman manuscript project! summarize the results. Any serious student
theoretical physics needs to be familiar with this material, and should at least
read the standard text: A Course of Modern Analysis by E. T. Whittaker
and G. N. Watson (Cambridge University Press). Although it was originally
published in 1902, nothing has superseded this book in its accessibility and
usefulness.

In this chapter we will focus only on the properties that all physics stu-
dents should know by heart.

8.1 Curvilinear Co-ordinates
Laplace’s equation can be separated in a number of coordinate systems.

These are all orthogonal systems in that the local coordinate axes cross at
right angles.

!The Bateman manuscript project contains the formulee collected by Harry Bateman,
who was professor of Mathematics, Theoretical Physics, and Aeronautics at the California
Institute of Technology. After his death in 1946, several dozen shoe boxes full of file cards
were found in his garage. These proved to be the index to a mountain of paper contain-
ing his detailed notes. A subset of the material was eventually published as the three
volume series Higher Transcendental Functions, and the two volume Tables of Integral
Transformations, A. Erdélyi et al. eds.
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To any system of orthogonal curvilinear coordinates is associated a metric
of the form

ds® = hi(dz)? + h3(dz®)? + hi(dz®)?. (8.1)

This expression tells us the distance v/ds? between the adjacent points
(2! + dat, 2% + da?, 2® + d2?) and (2!, 2%, 23). In general, the h; will depend
on the co-ordinates .

The most commonly used orthogonal curvilinear co-ordinate systems are
plane polars, spherical polars, and cylindrical polars. The Laplacian also
separates in plane elliptic, or three-dimensional ellipsoidal coordinates and
their degenerate limits, such as parabolic cylindrical co-ordinates — but these
are not so often encountered, and for their properties we refer the reader to
comprehensive treatises such as Morse and Feshbach’s Methods of Theoretical

Physics.

Plane Polar Co-ordinates

Plane polar co-ordinates.

Plane polar co-ordinates have metric
ds® = dr* + r*df?, (8.2)

soh.=1, hg=r.
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Spherical Polar Co-ordinates

Spherical co-ordinates.
This system has metric

ds* = dr* + r*d6? + r? sin® 0d¢?, (8.3)

so h, =1, hg=r, hy =rsind,

Cylindrical Polar Co-ordinates

Cylindrical co-ordinates.
These have metric
ds® = dr* + r*df* + dz*, (8.4)

soh,=1,hg=1r,h, =1.
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8.1.1 Div, Grad and Curl in Curvilinear Co-ordinates

It is very useful to know how to write the curvilinear co-ordinate expressions
for the common operations of the vector calculus. Knowing these, we can
then write down the expression for the Laplace operator.

The gradient operator

We begin with the gradient operator. This is a vector quantity, and to
express it we need to understand how to associate a set of basis vectors with
our co-ordinate system. The simplest thing to do is to take unit vectors e;
tangential to the local co-ordinate axes. Because the coordinate system is
orthogonal, these unit vectors will then constitute an orthonormal system.

%

Unit basis vectors in plane polar co-ordinates.
The vector corresponding to an infinitesimal co-ordinate displacement dz? is
then given by
dr = hidz'e; + hodr*ey + hadz’es. (8.5)

Using the orthonormality of the basis vectors, we find that
ds® = |dr|? = h3(dx')? + h3(dx?)? + h3(dx®)?, (8.6)

as before.
In the unit-vector basis, the gradient vector is

e L 1 [ 0¢ 1 [ 0¢
gradqb = V¢ = El (a—xl> e + E2 (a—x2> e + E3 (8—1'3) €3, (87)

so that 96 96 96
(grad ¢) - dr = ﬁdxl + wdxz + ﬁdx?’, (8.8)

which is the change in the value ¢ due the displacement.
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The numbers (hidz', hodx?, hadz®) are often called the physical compo-
nents of the displacement dr, to distinguish them from the numbers (dz?, dz?, dz3)
which are the co-ordinate components of dr. The physical components of a
displacement vector all have the dimensions of length. The co-ordinate com-
ponents may have different dimensions and units for each component. In
plane polar co-ordinates, for example, the units will be meters and radians.
This distinction extends to the gradient itself: the co-ordinate components
of an electric field expressed in polar co-ordinates will have units of volts
per meter and volts per radian for the radial and angular components, re-
spectively. The factor 1/hy = r~1 serves to convert the latter to volts per
meter.

The divergence

The divergence of a vector field A is defined to be the flux of A out of an
infinitesimal region, divided by volume of the region.

Flux out of an infinitesimal volume with sides of length hidz!, hoda?, hsda® .
In the figure, the flux out of the two end faces is

O(Aihah

dz?da’ [A1h2h3|(z1+dx17m2,m3) - Alhf2h3|(m17m27m3)j| R dxld:dea?g%.
(8.9)

Adding the contributions from the other two pairs of faces, and dividing by

the volume, hohohsgdxtdx?dx?, gives

1 0 0 0

—_— —(hgthl) + —(hlthg) + —(hthAg) . (810)

hihohs

v A —
div 0:751 01'2 81‘3
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Note that in curvilinear coordinates div A is no longer simply V- A, although
one often writes it as such.

The curl

The curl of a vector field A is a vector whose component in the direction of
the normal to an infinitesimal area element, is line integral of A round the
infinitesimal area, divided by the area.

S

h.dx?

h dx!
1

Line integral round infinitesimal area with sides of length hydx!, hodz?, and
normal ez .
The third component is, for example,

1 8h2A2 8h1A1) (8 11)

(curl A)s = Il ( o 022

The other two components are found by cyclically permuting 1 — 2 — 3 — 1
in this formula. The curl is thus is no longer equal to V x A, although it is
common to write it as if it were.

Note that the factors of h; are disposed so that the vector identities

curl grad ¢ = 0, (8.12)

and
divcurl A =0, (8.13)

continue to hold for any scalar field ¢, and any vector field A.
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8.1.2 The Laplacian in Curvilinear Co-ordinates

The Laplacian acting on scalars, is “div grad”, and is therefore

V2 — 1 0 ([ hahs Op n 0 ([ hihs Op + hihy Op
= hlhghg 8371 hl 8x1 8372 h2 8372 h3 8373 )

This formula is worth committing to memory.

When the Laplacian is to act on a wector field, we must use the vector
Laplacian

V?A = graddiv A — curl curl A. (8.15)

In curvilinear co-ordinates this is no longer equivalent to the Laplacian acting
on each component of A, treating it as if it were a scalar. The expression
(8.15) is the appropriate generalization of the vector Laplacian to curvilinear
co-ordinates because it is defined in terms of the co-ordinate independent
operators div, grad, and curl, and reduces to the Laplacian on the individual
components when the co-ordinate system is Cartesan.

In spherical polars the Laplace operator acting on the scalar field ¢ is

2

r2 or 87‘ r2sin 6 00 00 r2 sin? § D>
B 182(m)+1 1 0 (. &p N 1 P
o Or? 72 | sin 6 90 00 sin? @ O¢?

1%(re) 12
=~ 3% (8.16)

where
2
L? = — ,1 9 el L & (8.17)

sin 6 00 00 sin®6 0¢?’

is (after multiplication by h?) the operator representing the square of the
angular momentum in quantum mechanics.

In cylindrical polars the Laplacian is

10 0 1 07 0?
2 —_— - - [ [ — [
V= r@rrﬁr * r2 00?2 + 022" (8.18)



290 CHAPTER 8. SPECIAL FUNCTIONS I

8.2 Spherical Harmonics

We saw that Laplace’s equation in spherical polars is

10%(ry) L?
== — —. 1
0 r or? r? (8.19)
To solve this by the method of separation of variables, we factorize
p = R(r)Y(0,0), (8.20)
so that L EeR) 1 /1
r ~
— ——(=L*Y ) =0 21
Rr  dr? r? (Y ) 0 (8:21)
Taking the separation constant to be I(l + 1), we have
d*(rR)
o I+ 1)(rR) =0, (8.22)
and R
LYY =1(1+1)Y. (8.23)

The solution for R is ! or r~!=!. The equation for Y can be further decom-
posed by setting Y = ©(0)®(¢). Looking back at the definition of L?, we see
that we can take

d(¢) = e™m? (8.24)
with m an integer to ensure single valuedness. The equation for © is then
1 d doe m?
— |sinf— | - ——6=—-I(l+1)6. 2
sin 0 df (sm d@) sin29® (+1)6 (8:25)
It is convenient to set x = cos#; then
d d m?
— (1 =2 — 4+ 1) — =0. 2
(dx( $)dx+(l+) 1—x2)@ 0 (8.26)

8.2.1 Legendre Polynomials
We first look at the axially symmetric case where m = 0. We are left with

(%(1 — x2)% +1(1 + 1)) 0 =0. (8.27)
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This is Legendre’s equation. We can think of it as an eigenvalue problem

- (%(1 - ﬂ%) O(z) =1+ 1)0(x), (8.28)

on the interval —1 < x < 1, this being the range of cos 6 for real . Legendre’s
equation is of Sturm-Liouville form, but with regular singular points at x =
+1. Because the endpoints of the interval are singular, we cannot impose
as boundary conditions that ©, ©’, or some linear combination of these, be
zero there. We do need some boundary conditions, however, so as to have a
self-adjoint operator and hence a complete set of eigenfunctions.

Given one or more singular endpoints, a possible route to a well-defined
eigenvalue problem is to demand solutions that are square-integrable, and so
normalizable. This works for the harmonic-oscillator Schrodinger equation,
for example, where, as we will describe in detail later in the chapter, the
oscillator equation’s singular endpoints at x = o0 are in Weyl’s limit-point
class. For Legendre’s equation with [ = 0, the two independent solutions are
O(z) =1 and ©(z) = In(1 + z) — In(1 — z). Both of these solutions have
finite L?[—1, 1] norms, and this square integrability persists for all values of
[. Thus, requiring normalizability is not enough to select a unique boundary
condition. The two singular endpoints are both in Weyl’s limit-circle class,
and each endpoint possesses a family of boundary conditions that lead to self-
adjoint operators. We therefore make the more restrictive demand that the
allowed eigenfunctions be finite at the endpoints. Because the the north and
south pole of the sphere are not special points, this is a physically reasonable
condition. If we start with a finite ©(z) at one end of the interval and
demand that the solution remain finite at the other end, we obtain a discrete
spectrum of eigenvalues. When [ is an integer, then one of the solutions,
P,(x), becomes a polynomial, and so is finite at z = +1. The second solution,
Qi(z), is divergent at both ends, and so is not an allowed solution. When
[ is not an integer, neither solution is finite. The eigenvalues are therefore
[(I + 1) with [ zero or a positive integer. Despite its unfamiliar form, the
“finite” boundary condition makes the Legendre operator self-adjoint, and
the Legendre polynomials P,(z) form a complete orthogonal set for L*[—1,1].

Proving orthogonality is easy: we follow the usual strategy for Sturm-
Liouville equations with non-singular boundary conditions to deduce that

11+ 1) —m(m +1)] / Py(z)Py(z) dz = [(PP), — P/Py)(1 — 9[;2)]1_1 :

- (8.29)
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Since the P’s remain finite at +1, the right hand side is zero because of the
(1 — 2?) factor, and so f_ll Py(x) Py () dz is zero if [ # m. (Note that this
differs from the usual argument, where it is the vanishing of the eigenfunction
or its derivative that makes the integrated-out term zero.)

Because they are orthogonal polynomials, the Pj(x) can be obtained by
applying the Gram-Schmidt procedure to the sequence 1, x, 2?2, ... to obtain
polynomials orthogonal with respect to the w = 1 inner product, and then
fixing the normalization constant. The result of this process can be expressed

in closed form as
1 d

_a@)ZEWEEu:_1y (8.30)

This is called Rodriguez’ formula. It should be clear that this formula outputs
a polynomial of degree [. The coefficient 1/2'l! comes from the traditional
normalization for the Legendre polynomials that makes P;(1) = 1. This
convention does not lead to an orthonormal set. Instead, we have

1
2

It is easy to show that this integral is zero if [ > m—simply integrate by
parts [ times so as to take the [ derivatives off (2 — 1)! and onto (2% — 1)™,
which they kill. We will evaluate the [ = m integral in the next section.

We now show that the Pj(z) given by Rodriguez formula are indeed so-
lutions of Legendre’s equation: Let v = (22 — 1), then

(1 —2)v' + 2lzv = 0. (8.32)
We differentiate this [ 4+ 1 times using Leibniz theorem

)™ = E:(”)uwhwﬂm
m

m=0

1
= w™ +nu/oY 4 §n(n — D" 40 (8.33)

We find that

(1 — 2] = (1 = 2?)o™? — (14 1)220" Y —1(1 + 1)0®,
[2znv]Y = 220" 1 21(1 + 1)0®. (8.34)
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Putting these two terms together we obtain

(1- 2)d—2—2 i+l(l+1) il(g;2—1)l—0 (8.35)
e T M dx! o '
which is Legendre’s equation.
The P,(x) have alternating parity
P(~z) = (-1)'F(), (8.36)
and the first few are
P(](SL’ 1,
Pl(x) = I,
1
Pye) = (3 -1)
1
Py(z) = 5(5x3 — 3x),
1
Py(z) = g(35334 — 302° + 3).

8.2.2 Axisymmetric potential problems

The essential property of the P;(x) is that the general axisymmetric solution
of V2p = 0 can be expanded in terms of them as

p(r,0) = > (A’ + Byr~"=") P(cosb). (8.37)

=0

You should memorize this formula. You should also know by heart the ex-
plicit expressions for the first four P(x), and the factor of 2/(20 4+ 1) in the
orthogonality formula.

Example: Point charge. Put a unit charge at the point R, and find an ex-

pansion for the potential as a Legendre polynomial series in a neighbourhood
of the origin.
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r

/>

@)

Geometry for generating function.
Let start by assuming that |r| < |R|. We know that in this region the point
charge potential 1/|r — R| is a solution of Laplace’s equation , and so we can
expand

1 1
|T—R| Vr2+ R2 —2rRcosf

Z Ayt Py(cos ). (8.38)
—0

We knew that the coefficients B; were zero because ¢ is finite when r = 0.
We can find the coefficients A; by setting 6 = 0 and Taylor expanding

B R AT (A e H

By comparing the two series and noting that P(1) = 1, we find that A, =
R~'=!. Thus

1 AN
= — — | B ), < R. 8.40
Vr2+ R?2 — 2rRcosf R;<R) ((cos ), r ( )

This last expression is the generating function formula for Legendre polyno-
mials. It is also a useful formula to have in your long-term memory.
If |r| > |R|, then we must take

o)

1 1 i1
Py(cos b 8.41
\r—R| Vr2+ R?2 — 2rRcosf Z H(cos 6), ( )

because we know that ¢ tends to zero when r = co. We now set § = 0 and
compare with

1 1 1 R R\?
|r—R|_r—R_F<1+<?)+(7) +> frsn B8
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to get

1 1N /R\!
Vi?+ B2 —2rRcosf 7 ; (?) Fi(cosp), R <. (8.43)

Observe that we made no use of the normalization integral

/I{Pl(x)}2dx =2/(2l+1) (8.44)

in deriving the the generating function expansion for the Legendre polyno-
mials. The following exercise shows that this expansion, taken together with
their previously established orthogonality property, can be used to establish
8.44.

Exercise 8.1: Use the generating function for Legendre polynomials Pj(z) to
show that

f: 2 /1{P()}2d /1 ! d D (122) ) 5«
= —_—ar = —— .
l:oz _1 nE)par 11 =22+ 22 z 1+2z)’

By Taylor expanding the logarithm, and comparing the coefficients of z%,
evaluate f_ll{Pl(ac)}2 dr.

Example: A planet is spinning on its axis and so its shape deviates slightly
from a perfect sphere. The position of its surface is given by

R(0,¢) = Ry + nPs(cosb). (8.45)

Observe that, to first order in 7, this deformation does not alter the volume
of the body. Assuming that the planet has a uniform density pg, compute
the external gravitational potential of the planet.
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Deformed planet.
The gravitational potential obeys Poisson’s equation

V2¢ = 4nGp(x), (8.46)

where GG is Newton’s gravitational constant. We expand ¢ as a power series
inn
¢(T, 9) = ¢0(T, 9) + 77¢1(7“> 9) +.o. (847)

We also decompose the gravitating mass into a uniform undeformed sphere,
which gives the external potential

4 G
¢0,cxt(ra 6) = — <§7TR3p0) 7, r > R(], (848)
and a thin spherical shell of areal mass-density
a(0) = ponPs(cos ). (8.49)
The thin shell gives rise to the potential
G1mi(1,0) = Ar®Py(cosf), 1 < Ry, (8.50)

and .
Orext(r,0) = Bﬁ%(cos 0), r> Ry. (8.51)

At the shell we must have ¢;in = ¢1 ext and

8(bl,cxt 8¢1,int o
o o ArGo(6). (8.52)




8.2. SPHERICAL HARMONICS 297
Thus A = BR;”°, and
4
B = —gﬁanoRé. (8.53)

Putting this together, we have

8.2.3 General spherical harmonics

When we do not have axisymmetry, we need the full set of spherical harmon-
ics. These involve solutions of

2
(%(1—x2)%+1(1+1)— 17132)@:0, (8.55)
which is the associated Legendre equation. This looks like another com-
plicated equation with singular endpoints, but its bounded solutions can
be obtained by differentiating Legendre polynomials. On substituting y =
(1 — 22)™22(x) into (8.55), and comparing the resulting equation for z(x)
with the m-th derivative of Legendre’s equation, we find that
P (a) ™ (11— a2y ) (8.56)
is a solution of (8.55) that remains finite (m = 0) or goes to zero (m > 0)
at the endpoints © = +1. Since Pj(z) is a polynomial of degree [, we must
have P/"(z) = 0 if m > [. For each [, the allowed values of m in this
formula are therefore 0,1,...,1. Our definition (8.56) of the P/"(x) can be
extended to negative integer m by interpreting =™ /dx~I"™! as an instruction
to integrate the Legendre polynomial m times, instead of differentiating it,
but the resulting Pl_|m|($) are proportional to P™(z), so nothing new is
gained by this conceit.

The spherical harmonics are the normalized product of these associated
Legendre functions with the corresponding e™?:

Y0, ) oc P (cos 0)e™,  —l<m <. (8.57)

The first few are
=0 Y)Y = o= (8.58)
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1 [3 j
Vi = —y/&sinfe?,

=1 YY) = \/ 2 cos®, (8.59)

-1 o 3 o —i¢
Yo = y/gsinfe

(v2 = i\/gsmz § 2%
Vi = —\/2sinfcosfe?,
=2 §Y) = \JE (o0 1b), (8.60)
Y, b = 2 sin 0 cos f e,
| Y, /2 sin® e,

When m = 0, the spherical harmonics are independent of the azimuthal
angle ¢, and so must be proportional to the Legendre polynomials. The exact

relation is
A+ 1
Y2(0,) =/ 4: P(cos 0). (8.61)

If we use a unit vector n to denote a point on the unit sphere, we have
the symmetry properties

V") = (D)"Y ™"(m),  ¥"(-n) = (-1)Y/"(n). (8.62)

These identities are useful when we wish to know how quantum mechanical
wavefunctions transform under time reversal or parity.

Exercise 8.2: Show that

% T + 1y,
V2 x z,
Y1_1 T — 1y

Yy (z +iy)?,
Y, (z +1iy)z,
Y0 - 22 4% — 222,
Y2_1 (x —1iy)z,
Y2_2 ($ - iy)27

where 22 4 32 + 22 = 1 are the usual Cartesian co-ordinates, restricted to the
unit sphere.
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The spherical harmonics form a complete set of orthonormal functions on
the unit sphere:

2 T
| o [ dcoso) 0.0 P 0.0) = (863
0 0

and

SO MO Y0, 6) = 6(¢ — ¢)d(cos 8 — cosb). (8.64)

=0 m=—1

In terms of them, the general solution to V¢ = 0 is

00 l

p(r0.0) => > (A’ + B ™) Y™ (0, ). (8.65)

=0 m=—1
This is definitely a formula to remember.
There is an addition theorem

l

> WO Y0, ), (8.66)

47
20+ 1

By(cosy) =

where ~ is the angle between the directions (6, ¢) and (¢, ¢’), and is found
from
cosy = cosf cos B + sin 6 sin 0’ cos(p — ¢'). (8.67)

The addition theorem is established by first showing that the right-hand side
is rotationally invariant, and then setting the direction (#’, ¢’) to point along
the z axis. Addition theorems of this sort are useful because they allow one
to replace a simple function of an entangled variable by a sum of functions
of unentangled variables. For example, the point-charge potential can be
disentangled as

\r_r/\ Z Z 2z+1 ( zfl) Y6, ¢TY,"(6, ¢) (8.68)

where r is the smaller of |r| or |r'|, and r- is the greater and (0, ¢), (¢, ¢)
specify the direction of r, r’ respectively. This expansion is derived by com-
bining the generating function for the Legendre polynomials with the addition
formula. It is useful for defining and evaluating multipole expansions.
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8.3 Bessel Functions

In cylindrical polars, Laplace’s equation is

10 9p 10% %

0= v2p— 19 R S o 8.69
Ve ror or +r2 002 022 (8.69)
If we set ¢ = R(r)e™?e** we find that R(r) obeys
d*R  1dR m?
- A =0. .

dr2+rdr+< Tz)R 0 (8.70)
Now P L4 )
Y Y v

- 1— =0 8.71

dx2+xdx+< xZ)y (8.71)

is Bessel’s equation and its solutions are Bessel functions of order v. The
solutions for R will therefore be Bessel functions of order m, but with x
replaced by kr.

8.3.1 Cylindrical Bessel Functions

We now set about solving Bessel’s equation,

d’y  1dy 2
- 1— — =0. 72
dm2+xdaz+( x2)y(x) 0 (8.72)

This has a regular singular point at the origin, and an irregular singular point
at infinity. We seek a series solution of the form

y =214 ayx + aa® + - --), (8.73)

and find from the indicial equation that A = 4+v. Setting A\ = v and in-
serting the series into the equation, we find, with a conventional choice for
normalization, that

y = Ju(x) @ (g)”f% o ) (874)

Here (n 4+ v)! = I'(n + v 4+ 1). The function J,(x) is known as a cylindrical
Bessel function



8.3. BESSEL FUNCTIONS 301

If v is an integer we find that J_,(z) = (=1)"J,(x), so we have only
found one of the two independent solutions. Because of this, it is traditional
to define the Neumann function

N, (z) = Jy(x) cosvm — J_,,(:E)’ (8.75)

sin v

as this remains an independent second solution even when v becomes integral.
At short distance, and for v not an integer

w1 = () e

N,(z) = %(g)_yr(uwm. (8.76)

1
@) = 1= qatte

No(z) = (%) (/2 4+7) +---, (8.77)

where v = .57721 ... denotes the FEuler-Mascheroni constant. For fixed v,
and x > v we have the asymptotic expansions

\/:cos (z — %mr _ iw) (1 +0 (i)) o (878)
\/gsm (2 — %m _ iw) <1 +0 G)) o (879)

It is therefore natural to define the Hankel functions

2 .
HMY () = J,(2) +iN, (x) ~ | e @rm/2mm/4)] (8.80)
T

2 _,
HIEQ)(:L') = J,(x) —iN,(x) ~ £ pmilw—vm/2-m/4) (8.81)
X

We will derive these asymptotic forms later.
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Generating Function

The two-dimensional wave equation

VQ—la—z d(r,0,t) =0 (8.82)
2 Ot2 U '
has solutions
= ™, (kr), (8.83)

where k = |w|/c. Equivalently, the two dimensional Helmholtz equation
(V2 +k%)® =0, (8.84)

has solutions e™?.J, (kr). It also has solutions with J,,(kr) replaced by N, (kr),
but these are not finite at the origin. Since the e™?J,(kr) are the only
solutions that are finite at the origin, any other finite solution should be
expandable in terms of them. In particular, we should be able to expand a
plane wave solution:

eik o zkrsm@ Z ane znGJ ]{?T (885)
As we will see in a moment, the a,’s are all unity, so in fact

zkrsmH Z eznGJ k”l" (886)

n=—oo

This generating function is the historical origin of the Bessel functions. They
were introduced by the astronomer Wilhelm Bessel as a method of expressing
the eccentric anomaly of a planetary position as a Fourier sine series in the
mean anomaly — a modern version of Hipparchus’ epicycles.

From the generating function we see that

1 2w ] o
In(w) = o / S ) (8.87)

Whenever you come across a formula like this, involving the Fourier integral
of the exponential of a trigonometric function, you are probably dealing with
a Bessel function.
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The generating function can also be written as

[e.9]

271 = 37 (). (8.88)

n=—oo

Expanding the left-hand side and using the binomial theorem, we find

LHS = Y (g)m% [ > (TTT;)!(—l)StTt—SI :

m=0 r+s=m

oo 00 s 4TS
= _1 S(_) S

—0 s:O( ) 2 rls!
= 3 t" N (-1)° T 25+ 050
- n:z_w gm@ - (8.89)

We recognize that the sum in the braces is the series expansion defining
Jn(x). This therefore proves the generating function formula.

Bessel Identities

There are many identities and integrals involving Bessel functions. The stan-
dard reference is the monumental Treatise on the Theory of Bessel Functions
by G. N. Watson. Here are just a few formulee for your delectation:

i) Starting from the generating function

exp {%x (t _ %)} _ f: ()" (8.90)

n=—oo

we can, with a few lines of work, establish the recurrence relations

22J;(a;) = Jua(2) = Ju (@), (8.91)
) = Jea(@) + T (), (8.92)
together with
J(z) = —Ji(a), (8.93)
M4y = 3 M) (8.94)
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ii) From the series expansion for J,(z) we find
4 {z"J,(2)} = 2" Jp_1 () (8.95)
dx n - n—1 . .
iii) By similar methods, we find
(——) {a7"Jp(2)} = (=1)"2 ™" " Jpgm (). (8.96)

iv) Again from the series expansion, we find

o 1
Jolax)e ™ Pdr = ——. 8.97
Semi-classical picture
The Schrodinger equation
n_,
- =F 8.98
V= By (5.9
can be separated in cylindrical polars, and has eigenfunctions
Yra(r,0) = Jy(kr)e™. (8.99)

The eigenvalues are £ = h?k?/2m. The quantity L = Al is the angular
momentum of the Schrédinger particle about the origin. If we impose rigid-
wall boundary conditions that ¢ ;(r, §) vanish on the circle r = R, then the
allowed k form a discrete set ki ,, where J;(k;,R) = 0. To find the energy
eigenvalues we therefore need to know the location of the zeros of J(z).
There is no closed form equation for these numbers, but they are tabulated.
The zeros for kR > [ are also approximated by the zeros of the asymptotic

expression
JI(kR) ~ 1/ 2 cos(kR — 1l ! ) (8.100)
: kR SRR ‘

which are located at

11
ka:§M+ZW+@n+Ug. (8.101)
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If we let R — o0, then the spectrum becomes continuous and we are de-
scribing unconfined scattering states. Since the particles are free, their classi-
cal motion is in a straight line at constant velocity. A classical particle mak-
ing a closest approach at a distance r;,, has angular momentum L = pry;,.
Since p = hk is the particle’s linear momentum, we have | = krp;,. Be-
cause the classical particle is never closer than r.;,, the quantum mechanical
wavefunction representing such a particle will become evanescent (i.e. tend
rapidly to zero) as soon as r is smaller than r,;,. We therefore expect that
Ji(kr) = 0 if kr < [. This effect is dramatically illustrated by the following
Mathematica™ plot.

0.15;

At 11111R
il

Jloo(l’).

Improved asymptotic expressions, which give a better estimate of the J;(kr)
zeros, are the approximations

=

Ji(kr) = - cos(kx — 10 —m/4), T > ry,

no|
8

Ny(kr) =~ e sin(kx — 10 —/4), > ruin. (8.102)

8

Here 6 = cos™'(rmm/r) and x = rsin@ are functions of r. They have a
geometric interpretation in the right-angled triangle
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The parameter x has the physical interpretation of being the distance, mea-
sured from from the point of closest approach to the origin, along the straight-
line classical trajectory. The approximation is quite accurate once r exceeds
Tmin Dy more than a few percent.

The asymptotic r~'/2 fall-off of the Bessel function is also understandable in

S
7N
N\ 4
e

A collection of trajectories, each missing the origin by r.;,, leaves a “hole”.
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60[;

401

20+

-20¢+

-40}

-60+ ‘ ‘ ‘ ‘ , ' |
- 60 -40 -20 0 20 40 60
The hole is visible in the real part of 1y, 20(r0) = €% Joo(kr)

By the uncertainly principle, a particle with definite angular momentum must
have completely uncertain angular position. The wavefunction J;(kr)e'?
therefore represents a coherent superposition of beams of particles approach-
ing from all directions, but all missing the origin by the same distance. The
density of classical particle trajectories is infinite at » = r,;,, forming a caus-
tic. By “conservation of lines”, the particle density falls off as 1/r as we move
outwards. The particle density is proportional to [1|?, so 1 itself decreases
as 7~/2. In contrast to the classical particle density, the quantum mechan-
ical wavefunction amplitude remains finite at the caustic — the “geometric

optics” infinity being tempered by diffraction effects.

Exercise 8.3: Recall that the WKB (Wentzel-Kramers-Brillouin) approxima-
tion to a solution of the Schrédinger equation

——— +V(2)¢(x) = Ed(z)

dz?
sets
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where k(z) = /E — V(x), and a is some conveniently chosen constant. This

formula is valid in classically allowed regions, where k is real, and away from

“turning points” where x goes to zero. In a classically forbidden region, where

K is imaginary, the solutions should decay exponentially. The connection rule

that matches the standing wave in the classically allowed region onto the
1

decaying solution is
r 1 r T
s e { | [ w©ap = e {| [T | - T

where a is the classical turning point. (The connection is safely made only
in the direction of the arrow. This because a small error in the phase of the
cosine will introduce a small admixture of the growing solution, which will
eventually swamp the decaying solution.)

Show that setting y(r) = r~'/24(r) in Bessel’s equation

reduces it to Schrodinger form

d>p (1> —-1/4
_dr2_’_( r2/)w:k2¢.

From this show that a WKB approximation to y(r) is
T /02— B2
exp {:l:zk:/ pidp} , r>b
b p

— ; exp{ii[kx(T) - 19(7')}},

V(r)
where kb = /1> — 1/4 ~ [, and z(r) and 0(r) were defined in connection with
(8.102). Deduce that the expressions (8.102) are WKB approximations and

are therefore accurate once we are away from the classical turning point at
r=b=rnn

Q

1
y(r) m

8.3.2 Orthogonality and Completeness

We can write the equation obeyed by J,(kr) in Sturm-Liouville form. We

have L d J )
m
—— <rd—§f) + <k2 - ﬁ) y = 0. (8.103)



8.3. BESSEL FUNCTIONS 309

Comparison with the standard Sturm-Liouville equation shows that the weight
function, w(r), is 7, and the eigenvalues are k2.

From Lagrange’s identity we obtain

(k%_kg) /OR Jm(klr)‘]m(lﬁr)r dr=R [k2Jm(k1R)Jrln(k2R) - kflt]m(k2R)J7ln(klR)] :

(8.104)
We have no contribution from the origin on the right-hand side because all
Jpm Bessel functions except Jy vanish there, whilst J)(0) = 0. For each m we
get get a set of orthogonal functions, J,,(k,z), provided the k, R are chosen

to be roots of J,,,(k,R) =0 or J),(k,R) = 0.

We can find the normalization constants by differentiating (8.104) with
respect to k1 and then setting k; = ks in the result. We find

/0 ’ [Jm(kr)rrdr — %}32 HJ;(/@R)F + (1 . kT;) [Jm(k:R)]z] ,

_ %32 [[Ja(ER)2 = Juor(kR) i (KR)] . (8.105)

(The second equality follows on applying the recurrence relations for the
Jn(kr), and provides an expression that is perhaps easier to remember.) For
Dirichlet boundary conditions we will require k,, R to be zero of J,,, and so
we have

2

/ : [Jm("””)]zr dr = %Rz [Jél(/fR)] (8.106)

For Neumann boundary conditions we require k,R to be a zero of J/.. In
this case

2

/0 ! ()| rdr = %1-22 (1 - %) [Jm(k:R)r. (8.107)

Example: Harmonic function in cylinder.
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- —————— — >

We wish to solve V2V = 0 within a cylinder of height L and radius a.
The voltage is prescribed on the upper surface of the cylinder: V(r,0, L) =
U(r,0). We are told that V' = 0 on all other parts of boundary.

The general solution of Laplace’s equation in will be sum of terms such

sinh(kz) " I (k1) " sin(m#@) | (8.108)
cosh(kz) Ny (kr) cos(mb)
where the braces indicate a choice of upper or lower functions. We must take
only the sinh(kz) terms because we know that V' =0 at z = 0, and only the
Jm(kr) terms because V' is finite at r = 0. The k’s are also restricted by the

boundary condition on the sides of the cylinder to be such that J,,(ka) = 0.
We therefore expand the prescribed voltage as

= sinh(knm L) Jon (ki) [Anm sin(m6) + By, cos(mo)],  (8.109)

and use the orthonormality of the trigonometric and Bessel function to find
the coefficients to be

2cosech (kL) )
A"m_mﬂ R / d@/ U(r,0)Jm(kpmr) sin(m@) rdr,  (8.110)

2cosech (kL) I
By = 2T (o) / d@/ (r,0) o (kpr) cos(m@) rdr,  m # 0,
(8.111)

and

12 h L)
By = i / d@/ (r,0)Jo(knor) rdr. (8.112)

2 ra2 (knoa)]
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Then we fit the boundary data expansion to the general solution, and so find

V(r,0,z) = Z sinh (kpm2) Jon (Kmnt) [Anm sin(m@) + By, cos(m@)] . (8.113)

Hankel Transforms

When the radius, R, of the region in which we performing our eigenfunction
expansion becomes infinite, the eigenvalue spectrum will become continuous,
and the sum over the discrete k, Bessel-function zeros must be replaced by
an integral over k. By using the asymptotic approximation

[ 2 1 1
Jn(l{?R) ~ % COS(]{?R - imr — Zﬂ-), (8114)

we may estimate the normalization integral as

R 2 R
/ [Jm(kr)} rdr ~ -5 1+ O(1). (8.115)
0 k
We also find that the asymptotic density of Bessel zeros is
dn R
— = 11
dk m (8.116)

Putting these two results together shows that the continuous-spectrum or-
thogonality and completeness relations are

/ () () rdr = %5(15 _ ), (8.117)
/ TG (k) ke = %5@« s (8.118)

respectively. These two equations establish that the Hankel transform (also
called the Fourier-Bessel transform) of a function f(r), which is defined by

F(k) = /0 gk f () dr, (8.119)

has as its inverse

F(r) = /0 () E (k) . (8.120)
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Some Hankel transform pairs:

~ 1
—ar g (kr)dr = ——
, eanar = e
< Jo(kr) e—ar
T ik = : 8.121
o VR @ " (8.121)
/ cos(ar)Jo(kr)dr = 1/VE* = a2, k> a,
0 07 /{:<a.
o0 Jo(/{?’f’) - 1
L Vg ik = oslar). (8.122)
/ sin(ar) Jo(kr) dr = 4 YV@ R k<a,
0 07 k>a.
“ Jo(k”l“) 1 .
| ik = sin(er). (8.123)

8.3.3 Modified Bessel Functions

The Bessel function J,(kr) and the Neumann N, (kr) function oscillate at
large distance, provided that k is real. When k is purely imaginary, it is
convenient to combine them so as to have functions that grow or decay ex-
ponentially. These are the modified Bessel functions.

We define
I(x) = i"J,(ix), (8.124)
K(0) = s—=—[I,() - ()] (8.125)

The factor of i~¥ in the definition of I, (z) is inserted to make [, real. Our
definition of K, (x) is that in Abramowitz and Stegun’s Handbook of Mathe-
matical Functions. It differs from that of Whittaker and Watson, who divide
by tan v7 instead of sin vr.

At short distance

L(z) = (g)ﬁ+ (8.126)
K,(x) = %r(y) )"+ (8.127)
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When v becomes and integer we must take limits, and in particular

Lz) = 14+=2®+---, (8.128)
Ko(z) = —(Inz/24+7)+---. (8.129)

The large x asymptotic behaviour is

1
I,(x) ~ e’ r — 00, 8.130

@) V2nx ( )
K, (z) ~ ——e™, 1 — o0 (8.131)

V2

From the expression for J,(x) as an integral, we have
" or T

1 2 ) 1 g
I,(x) /0 em@emosedez—/o cos(nf)e” “?dh (8.132)

for integer n. When n is not an integer we still have an expression for I, (x)
as an integral, but now it is

I,(x) = 1/ cos(v0)e®°*%dh — o WT/ emeoshi=vtgy (8.133)
T Jo T 0

Here we need |arg x| < 7/2 for the second integral to converge. The origin

of the “extra” infinite integral must remain a mystery until we learn how

to use complex integral methods for solving differential equations. From the

definition of K, (x) in terms of I, we find

K,(z) :/0 e bt cosh(vt) dt, |argz| < m/2. (8.134)

Physics Illustration: Light propagation in optical fibres. Consider the propa-
gation of light of frequency wy down a straight section of optical fibre. Typical
fibres are made of two materials. An outer layer, or cladding, with refractive
index ng, and an inner core with refractive index nq; > no. The core of a fibre
used for communication is usually less than 10um in diameter.

We will treat the light field E as a scalar. This is not a particularly good
approximation for real fibres, but the complications due the vector character
of the electromagnetic field are considerable. We suppose that E obeys

PE  O’F  O*E  n*(z,y) O*F
ot tom g =" (8.135)
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Here n(z,y) is the refractive index of of the fibre, which is assumed to lie
along the z axis. We set

E(x,y, z,t) = i(x, y, z)eoz 0! (8.136)

where kg = wp/c. The amplitude v is a (relatively) slowly varying envelope
function. Plugging into the wave equation we find that
Y n Py Py N (nz(%y) 2

| N
gez "o T o TPk T\ T e W ko) =0, (8.137)

Because v is slowly varying, we neglect the second derivative of ¢ with
respect to z, and this becomes
o 0? 0?
2iko——=— | 55 + = kg (1 —n? 8.138
W = (gt g ) e R Ao G0
which is the two-dimensional time-dependent Schrodinger equation, but with
t replaced by z/2kg, where z is the distance down the fibre. The wave-modes
that will be trapped and guided by the fibre will be those corresponding to
bound states of the axisymmetric potential

V(z,y) = k3(1 —n?(r)). (8.139)

If these bound states have (negative) “energy” E,, then 1 oc e=Fn2/2k0 and
so the actual wavenumber for frequency wy is

k = ko — E,/2ko. (8.140)

In order to have a unique propagation velocity for signals on the fibre, it
is therefore necessary that the potential support one, and only one, bound
state.

If

n(r) = ny, r<a,
ny, T > a, (8.141)

then the bound state solutions will be of the form

[ eeibz ] (kr), r <a,
60,0 = { ot TS (5142
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where

K* = (niki — (%), (8.143)
Vo= (- n3k}). (8.144)

To ensure that we have a solution decaying away from the core, we need 3
to be such that both x and v are real. We therefore require

/62

k;2 > n3. (8.145)

n

At the interface both ¢ and its radial derivative must be continuous, and so
we will have a solution only if  is such that
J! K
ulsa) _Ki0a)
Jn(Ka) K,(ya)

This Shrodinger approximation to the wave equation has other applica-
tions. It is called the parazxial approximation.

8.3.4 Spherical Bessel Functions

Consider the wave equation

, 1 0
Ve——— ] o(r,0,¢,t) =0 (8.146)
c
in spherical polar coordinates. To apply separation of variables, we set

p =Y (0,)x(r), (8.147)

and find that P 04 W) )
X X + w
—= —v = 0. .14
dr?  rdr r2 X+ c? x=0 (8.148)

Substitute y = r~/2R(r) and we have

2 1 2 l 1\2
d’R dR+<w (+2))R:0.

dr2 v dr 2

e (8.149)
This is Bessel’s equation with 12 — (I + 1)2. Therefore the general solution
is

R - AJH—% (k?”f’) + BJ—Z—% (kT) 5 (8150)
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where k = |w|/c. Now inspection of the series definition of the J, reveals
that

sin , (8.151)

COS T, (8.152)

2| d ]

so these Bessel functions are actually elementary functions. This is true of
all Bessel functions of half-integer order, v = £1/2, £3/2, .... We define the
spherical Bessel functions by?

gi(z) = \/%JH;(:U), (8.153)
n(z) = (_1)l+1\/gj_(l+%)(x) (8.154)

The first few are
1

Jo(x) = —sina,

‘ 1 . 1

Jji(z) = — sinz — —cosz,

‘ 3 1Y\ . 3

Jo(x) = (; - ;) sing — — cos,
no(r) = —_cosz,

1 1 .
ni(x) = — 3 cosT — —sing,
3 1 3 .

na(x) = — <E - ;) cos T — — sin .

Despite the appearance of negative powers of x, the j;(z) are all finite at
x = 0. The ny(x) all diverge to —oc as x — 0. In general

qi(x) = filz)sinz + g(z) cos(x), (8.155)
n(z) = —fi(x)cos(z)+ gi(z)sinz, (8.156)

2We are using the definitions from Schiff’s Quantum Mechanics.
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where f;(z) and ¢;(x) are polynomials in 1/z.
We also define the spherical Hankel functions by

h(z) = ji(x)+im(z), (8.157)
K (2) = ji(x) —in(). (8.158)
These behave like
Jxe) L i@—l11ms2)
WDir) ~ —e , (8.159)
1 .
hl(Q)(l’) ~ ;6—z(x—[l+1]7r/2)’ (8160)

at large z.
The solution to the wave equation regular at the origin is therefore a sum
of terms such as

Pram(r,0,0,t) = ji(kr)Y;™ (0, ¢)e™™", (8.161)

where w = +ck, with & > 0. For example, the plane wave e”** has expansion

o0

ez’kz _ eikrcosH _ Z(Ql + 1)iljl(k5T)PJ(COS 9), (8162)
=0

or equivalently, using (8.66),
M =4n SN (k) [Ylm(k)rylm(f«) (8.163)

where R, I, unit vectors in the direction of k and r respectively, are used as
a shorthand notation to indicate the angles that should be inserted into the
spherical harmonics. This angular-momentum-adapted expansion of a plane
wave provides a useful tool in scattering theory.

Exercise 8.4: Peierl’s Problem. Critical Mass. The core of a nuclear device
consists of a sphere of fissile 2°U of radius R. It is surrounded by a thick shell
of non-fissile material which acts as a neutron reflector, or tamper.
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Fission core.

In the core, the fast neutron density n(r,t) obeys

on

— =vn+DpVin. (8.164)
ot

Here the term with v accounts for the production of additional neutrons due to
induced fission. The term with Dp describes the diffusion of the fast neutrons.
In the tamper the neutron flux obeys

g—? = DpV?n. (8.165)
Both the neutron density n and flux j = DprVn, are continuous across the
interface between the two materials. Find an equation determining the critical
radius R, above which the neutron density grows without bound. Show that
the critical radius for an assembly with a tamper consisting of 233U (Dr = Dp)
is one-half of that for a core surrounded only by air (D7 = o0), and so the use
of a thick 238U tamper reduces the critical mass by a factor of eight.

Factorization and Recurrence

The equation obeyed by the spherical Bessel function is

d2Xl 2 Xm l(l + 1)

dz? x dx 2

xi = k*xi, (8.166)

or, in Sturm-Liouville form,

1 [+1
d <:E2dxl)—l-l( +1)

dx 2

= kv, 8.167
=k Xi Xi ( )
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The corresponding differential operator is formally self-adjoint with respect

to the inner product
(f,9) = /(f*g)deaf-

Now, the operator
2 2d I(l+1)
dz? xdr x?

D — _i+l_1 i+l—|—1
b dx x dx x )’
d [1+2 d 1
Di=—+—||—+—-]).
: (dx+ x)( dx+z)

Since, with respect to the w = 22 inner product, we have
d\' 1d , d 2
e = - = —— — -,
dx x?dx dr «x

Dl = A;rAl = AH—IAL_lv

d [+1
Al:<—+ * )
dx x

Aigr o< i,

AlTsz X Jig1-

factorizes as

or as

we can write

where

From this we can deduce

(8.168)

(8.169)

(8.170)

(8.171)

(8.172)

(8.173)

(8.174)

(8.175)
(8.176)

The constants of proportionality are in each case unity. The same recurrence

formulae hold for the spherical Neumann functions n;.

8.4 Singular Endpoints

In this section we will exploit our knowledge of the Laplace eigenfunctions
in spherical and plane polar coordinates to illustrate Weyl’s theory of self-
adjoint boundary conditions at singular endpoints. We also connect Weyl’s

theory with concepts from scattering theory.
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8.4.1 Weyl’s Theorem

Consider the Sturm-Liouville eigenvalue problem

Ly =~ [p(r)y) +alr)y = Xy (5.177)

on the interval [0, R]. Here p(r) ¢(r) and w(r) are all supposed real, so the
equation is formally self-adjoint with respect to the inner product

R
(u,v>w:/ wuv dr. (8.178)
0

If » = 0 is a singular point of (8.177), then we will be unable to impose
boundary conditions of our accustomed form

ay(0) + by'(0) = 0 (8.179)

because one or both of the linearly independent solutions y; () and yo(r) will
diverge as r — 0. The range of  possibilities was ennumerated by Weyl:
Theorem (Hermann Weyl, 1910): Suppose that r = 0 is a singular point and
r = R a regular point of the differential equation (8.177). Then

L. FEither:

a) Limit-circle case: There exists a \g such that both of the linearly
independent solutions to (8.177) have a w norm that is convergent
in the vicinity of r = 0. In this case both solutions have convergent
w norm for all values of \.

Or

b) limit-point case : No more than one solution has convergent w
norm for any \.

II. In either case, whenever Im A # 0, there is at least one finite-norm
solution. When A lies on the real axis there may or may not exist a
finite norm solution.

We will not attempt to prove Weyl’s theorem. The proof is not difficult and
may be found in many standard texts®. It is just a little more technical than
the level of this book. We will instead illustrate it with enough examples to
make the result plausible, and its practical consequences clear.

3For example: Ivar Stackgold Boundary Value Problems of Mathematical Physics, Vol-
ume I (STAM 2000).
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When we come to construct the resolvent R (r,r") obeying
(L—=XD)Rx(r,7")=0(r —1") (8.180)

by writing it is a product of y. and y- we are obliged to choose a normalizable
function for y., the solution obeying the boundary condition at r = 0. We
must do this so that the range of Ry will be in L?[0, R]. In the limit-point
case, and when Im A # 0, there is only one choice for y.. There is therefore
a unique resolvent, a unique self-adjoint operator L — A\I of which R, is the
inverse, and hence L is a uniquely specified differential operator?.

In the limit-circle case there is more than one choice for y. and hence more
than one way of making L into a self-adjoint operator. To what boundary
conditions do these choices correspond?

Suppose that the two normalizable solutions for A = A¢ are y;(r) and
y2(r). The essence of Weyl’s theorem is that once we are sufficiently close
to r = 0 the exact value of A\ is unimportant and all solutions behave as
a linear combination of these two. We can therefore impose as a boundary
condition that the allowed solutions be proportional to a specified real linear
combination

y(r) oc ayr(r) + bys(r), r — 0. (8.181)

This is a natural generalization of the regular case where we have a solution
y1(r) with boundary conditions ;(0) = 1, y1(0) = 0, so y1(r) ~ 1, and a
solution yo(r) with y2(0) = 0, y5(0) = 1, so ya(r) ~ r. The regular self-adjoint
boundary condition

ay(0) + by’ (0) =0 (8.182)

with real a, b then forces y(r) to be
y(r) o< bys(r) — ayz(r) ~bl—ar, r—0. (8.183)

Example: Consider the radial part of the Laplace eigenvalue problem in two

dimensions.
Ly = _Ldr (r@
dr

rdr

2
) + %¢ — k2. (8.184)

4When ) is on the real axis then there may be no normalizable solution, and R, cannot
exist. This will occur only when A is in the continuous spectrum of the operator L, and is
not a problem as the same operator L is obtained for any .
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The differential operator L is formally self-adjoint with respect to the inner
product

R
(¥, x) = /0 Yrxrdr. (8.185)

When k% = 0, the m? # 0 equation has solutions ¢ = r*™, and, of the
normalization integrals

R R
/ \rm|2 rdr, / \r_m\Q rdr, (8.186)
0 0

only the first, containing the positive power of r, is convergent. For m # 0
we are therefore in Weyl’s limit-point case. For m? = 0, however, the k2 = 0
solutions are v (r) = 1 and 95(r) = Inr. Both normalization integrals

R R
/ 1% rdr, / |In7|?rdr (8.187)
0 0

converge and we are in the limit-circle case at = 0. When k? > 0 these
solutions become

Jo(kr) = 1-— i(kr)z 4+

No(kr) = (%) In(kr/2) +7] +---. (8.188)

Both remain normalizable, in conformity with Weyl’s theorem. The self-
adjoint boundary conditions at r — 0 are therefore that near r = 0 the
allowed functions become proportional to

l+alnr (8.189)

with o some specified real constant.
Example: Consider the radial equation that arises when we separate the
Laplace eigenvalue problem in spherical polar coordinates.

1 (d Lde\  1I+1)
(%T %)+ Dy =k, (8.190)

r2

When k = 0 this has solutions ) = r!, #=!=1. For non-zero [ only the first of
the normalization integrals

R R
/ r2 r2dr, / p2=2 7’2dr, (8.191)
0 0
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is finite. Thus, for for [ # 0, we are again in the limit-point case, and the
boundary condition at the origin is uniquely determined by the requirement
that the solution be normalizable.

When [ = 0, however, the two k? = 0 solutions are v;(r) = 1 and
1o(r) = 1/r. Both integrals

R R
/ r?dr, / 2% dr (8.192)
0 0

converge, so we are again in the limit-circle case. For positive k2, these
solutions evolve into

sin kr cos kr

wlk(’r’) = —k’no(k”l“) =

V1i(r) = jo(kr) = o "

(8.193)

Near r = 0, we have 91, ~ 1 and 1y, ~ 1/r, exactly the same behaviour as
the k? = 0 solutions.
We obtain a self-adjoint operator if we choose a constant a, and demand
that all functions in the domain be proportional to
Qs
P(r)y~1—— (8.194)
r
as we approach r = 0. If we write the solution with this boundary condition
as

: : i
() = sin(kr + 0) — cosd <sm(k‘r) tand cos( T))
r r r
~ kcosd (1 + t;;;é) ; (8.195)

we can read off the phase shift ¢ as
tand(k) = —kas. (8.196)

These boundary conditions arise in quantum mechanics when we study
the scattering of particles whose de Broglie wavelength is much larger than
the range of the scattering potential. The incident wave is unable to resolve
any of the internal structure of the potential and perceives its effect only as a
singular boundary condition at the origin. In this context the constant ag is
called the scattering length. This physical model explains why only the [ =0
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partial waves have a choice of boundary condition: classical particles with
angular momentum [ # 0 would miss the origin by a distance ry,;, = [/k and
never see the potential.

The quantum picture also helps explain the physical origin of the dis-
tinction between the limit-point and limit-circle cases. A point potential can
have a bound state that extends far beyond the short range of the potential.
If the corresponding eigenfunction is normalizable, the bound particle has
a significant amplitude to be found at non-zero r, and this amplitude must
be included in the completeness relation and in the eigenfunction expansion
of the Green function. When the state is not normalizable, however, the
particle spends all its time very close to the potential, and its eigenfunc-
tion makes zero contribution to the Green function and completness sum at
any non-zero 7. Any admixture of this non-normalizable state allowed by
the boundary conditions can therefore be ignored, and, as far as the exter-
nal world is concerned, all boundary conditions look alike. The next few
exercises will illustrate this.

Exercise 8.5: The two-dimensional delta-function potential. Consider the
quantum mechanical problem in R?

(=V2+ V() v = By

with V' an attractive circular square well.

[ =)\/ma?, r<a
Vir) = {0, r > a.

The factor of ma? has been inserted to make this a regulated version of V (r) =
—A02%(r). Let u = /A/ma2.

i) By matching the functions

¢(r)o<{']0('w)’ r<a

Ky(kr), r>a,

at r = a, show that in the limit ¢ — 0, we can scale A — oo in such a
way that there remains a single bound state with binding energy

4 5, _
Ey=r? = —e 2ye=4m/A,
a
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ii) Show that the associated wavefunction obeys
P(r) = 1+alnr, r—0
where
1
o= —.
v+ Ink/2
Observe that this a can be any real number, and so the entire range of
possible boundary conditions may be obtained by specifying the binding
energy of an attractive potential.
iii) Assume that we have fixed the boundary conditions by specifying x, and

consider the scattering of unbound particles off the short-range potential.
It is natural to define the phase shift (k) so that

Yr(r) = cosdJy(kr) —sin dNg(kr)

~ \/%cos(kr—ﬂ/él—i—é), r — 00.

cotd = <g> Ink/k.
T

Exercise 8.6: The three-dimensional delta-function potential. Repeat the cal-
culation of the previous exercise for the case of a three-dimensional delta-
function potential

Show that

RS P

i) Show that in the limit @ — 0, the delta-function strength A can be scaled
to infinity so that the scattering length

A 1\ !
ag=|——=——
s dma?  a
remains finite.

ii) Show that when this ag is positive, the attractive potential supports a
single bound state with external wavefunction

U)o e

where £ = a;t.



326 CHAPTER 8. SPECIAL FUNCTIONS I

Exercise 8.7: The pseudo-potential. Consider a particle of mass p confined in
a large sphere of radius R. At the center of the sphere is a singular potential
whose effects can be parameterized by its scattering length a¢ and the resultant
phase shift

0(k) ~ tan (k) = —ask.

In the absence of the potential, the normalized [ = 0 wavefunctions would be
1 sink,r
o) =\ gm
where k,, = nnw/R.

i) Show that the presence of the singular potential perturbs the 1, eigen-
state so that its energy E,, changes by an amount

B h_22ask‘,%

AE, =
2u R

ii) Show this energy shift can be written as if it were the result of applying
first-order perturbation theory

AE, = (n|Vysln) = / otV (r)

to an artificial pseudo-potential

2
Vonlr) = 2551,
n

Although the energy shift is small when R is large, it is not a first-order per-
turbation effect and the pseudo-potential is a convenient fiction which serves
to parameterize the effect of the true potential. Even the sign of the pseudo-
potential may differ from that of the actual short distance potential. For our
attractive “delta function”, for example, the pseudopotential changes from be-
ing attractive to being repulsive as the bound state is peeled off the bottom of
the unbound continuum. The change of sign occurs not by as passing through
zero, but by it passing through infinity. It is difficult to manipulate a single po-
tential so as to see this dramatic effect, but when the particles have spin, and
a spin-dependent interaction potential, it is possible to use a magnetic field to
arrange for a bound state of one spin configuration to pass through the zero
of energy of the other. The resulting Feshbach resonance has the same effect
on the scattering length as the conceptually simpler shape resonance obtained
by tuning the single potential.
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The pseudo-potential formula is commonly used to describe the pairwise
interaction of a dilute gas of particles of mass m, where it reads

Amagh?
V() = — 53(r). (8.197)
m
The internal energy-density of the gas due to the two-body interaction then

becomes
_ ldmah?

5 m P
where p is the particle-number density.

The factor of two difference between the formula in the exercise and
(8.197) arises because the p in the exercise must be understood as the reduced
mass 1 =m?/(m +m) = m/2 of the pair of interacting particles.

Example: In n dimensions, the “I = 0”7 part of the Laplace operator is

u(p)

> (n—-1)d

@t ar

This formally self adjoint with respect to the natural inner product

<w,x>n=/0 Tl dr. (8.198)

The zero eigenvalue solutions are ¢, (r) = 1 and 9y(r) = r*~". The second
of these ceases to be normalizable once n > 4. In four space dimensions and
above, therefore, we are always in the limit-point case. No point interaction
— no matter how strong — can affect the physics. This non-interaction result
extends, with slight modification, to the quantum field theory of relativistic
particles. Here we find that contact interactions become irrelevent or non-
renormalizable in more than four space-time dimensions.

8.5 Exercises and Problems

Here some further problems involving Legendre polynomials, associated Leg-
endre functions and Bessel functions:

Exercise 8.8: A sphere of radius a is made by joining two conducting hemi-
spheres along their equators. The hemispheres are electrically insulated from
one another and maintained at two different potentials V7 and V5.
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a) Starting from the general expression

- b
V(r,0) = Z <alrl + #) Py(cos0)

=0

find an integral expression for the coefficients a;, b; that are relevent to
the electric field outside the sphere. Evaluate the integrals giving by, bo
and bg.

b) Use your results from part a) to compute the electric dipole moment of
the sphere as function of the potential difference Vi — V5.

c) Now the two hemispheres are electrically connected and the entire surface
is at one potential. The sphere is immersed in a uniform electric field E.
What is its dipole moment now?

Exercise 8.9: Tides and Gravity . The Earth is not exactly spherical. Two
major causes of the deviation from sphericity are the Earth’s rotation and the
tidal forces it feels from the Sun and the Moon. In this problem we will study
the effects of rotation and tides on a self-gravitating sphere of fluid of uniform
density po.

a) Consider the equilibrium of a nearly spherical body of fluid rotating
homogeneously with angular velocity wg. Show that the effect of rotation
can be accounted for by introducing an “effective gravitational potential”

1
Peff = Pgrav + gw3R2(P2(COS 9) — 1),

where R, 6 are spherical coordinates defined with their origin in the
centre of the body and Z along the axis of rotation.

b) A small planet is in a circular orbit about a distant massive star. It
rotates about an axis perpendicular to the plane of the orbit so that it
always keeps the same face directed towards the star. Show that the
planet experiences an effective external potential

Pridal = —Q*R%Py(cos 6),

together with a potential, of the same sort as in part a), that arises from
the once-per-orbit rotation. Here € is the orbital angular velocity, and
R, 6 are spherical coordinates defined with their origin at the centre of
the planet and Z pointing at the star.

¢) The external potentials slightly deform the initially spherical planet and
the surface is given by

R(0,¢) = Ry + nP>(cos0).
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Show that, to first order in 7, this deformation does not alter the volume
of the body. Observe that positive n corresponds to a prolate spheroid
and negative 7 to an oblate one.

d) The gravitational field of the deformed spheroid can be found by ap-
proximating it as an undeformed homogeneous sphere of radius Ry, to-
gether with a thin spherical shell of radius Ry and surface mass density
o = ponPz(cos ). Use the general axisymmetric solution

oo

©(R,0,0) = Z <A1Rl + %) Py(cos )

=0

of Laplace’s equation, together with Poisson’s equation
V2 = 4nGp(r)

for the gravitational potential, to obtain expressions for pgnen in the
regions R > Ry and R < Ry.

e) The surface of the fluid will be an equipotential of the combined poten-
tials of the homogeneous sphere, the thin shell, and the effective external
potential of the tidal or centrifugal forces. Use this fact to find 7 (to
lowest order in the angular velocities) for the two cases. Do not include
the centrifugal potential from part b) when computing the tidal distor-
tion. We never include the variation of the centrifugal potential across a
planet when calculating tidal effects. This is because this variation is due
to the once-per-year rotation, and contributes to the oblate equatorial
bulge and not to the prolate tidal bulge®. (Answer: 7,04 = —%Z?TR;O, and

. __ 15 QZRO
Ttide = 5 4rGpo )

Exercise 8.10: Dielectric Sphere. Consider a solid dielectric sphere of radius
a and permittivity e. The sphere is placed in a electric field which is takes
the constant value E = Fpz a long distance from the sphere. Recall that
Maxwell’s equations require that D | and E;; be continuous across the surface
of the sphere.

a) Use the expansions

®,, = ZAlrlPl(cose)
l

Dot = Z(Bﬂ’l + Cir = Py(cos 0)
!

50ur earth rotates about its axis 365+1 times in a year, not 365 times. The “+1” is
this effect.
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and find all non-zero coefficents A;, By, Cj.
b) Show that the E field inside the sphere is uniform and of magnitude

3eg E,
€+2¢9 0"
c) Shox?v that the electric field is unchanged if the dielectric is replaced by

the polarization-induced surface charge density

€ — €0

Cinduced = 3€0
1mauce: <E+ 60

) FEqycost.

(Some systems of units may require extra 47’s in this last expression. In
SI units D = ¢E = ¢gE + P, and the polarization induced charge density
is Pinduced = -V P)

Exercise 8.11:Hollow Sphere. The potential on a spherical surface of radius a is
® (0, $). We want to express the potential inside the sphere as an integral over
the surface in a manner analagous to the Poisson kernel in two dimensions.

a) By using the generating function for Legendre polynomials, show that

1—r? =
= 2+ 1)r'P(cosh), r<1
(1+ 72 — 2r cos 0)3/2 ;( + DriA(cos6),
b) Starting from the expansion
o) l
q>in(r707¢) = Z Z Almrlyzm(07¢)
=0 m=-1
A = o [ 70,00 9(0.0) deos dg

and using the addition formula for spherical harmonics, show that

a(a2 — r2) @(9/, <Z>') I
D (1,0, =
(r,9,¢) 47 /5‘2 (r2 + a2 — 2ar cos 7)3/2dCOS o'd¢

where cosy = cos 0 cos 6’ + sin 0 sin 6’ cos(¢p — ¢').
c) By setting » = 0, deduce that a three dimensional harmonic function
cannot have a local maximum or minimum.

Exercise 8.12: We have several times met with the Poschel-Teller eigenvalue
problem

d2
<__ + n(n + 1)sech 2x> Y=Eyp, *

dx?

in the particular case that n = 1. We now consider this problem for any
positive integer n.
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a) Set £ = tanhx in * and show that it becomes
d d E
—(1—¢&%)— N4+ ——|yv=0.
b) Compare the equation in part a) with the associated Legendre equation

and deduce that the bound-state eigenfunctions and eigenvalues of the
original Poschel-Teller equation are

Ym(z) = P (tanhz), E,=-m? m=1,...,n,

where P)"(§) is the associated Legendre function. Observe that this list
of bound states does not include 19 = P?(tanhz) = P,(tanh z). This is
because %y is not normalizable, being the lowest of the unbound E > 0
continuous-spectrum states.

¢) Now seek continuous spectrum solutions to x in the form

Y(x) = e f(tanh z),
and show if we take E' = k2, where k is any real number, then f (&) obeys

d? ) d
(1 —52)d—£§ +2(zk—§)d—‘£ +n(n+1)f=0. **

d) Let us denote by P,(Lk) (&) the solutions of xx that reduce to the Legendre
polynomial P, (£) when k& = 0. Show that the first few Pék)(g) are
k
A = 1,
k .
1 .
BUE) = 53¢ 13k k7).

Explore the properties of the pw (£), and show that they include
. k np(—k
) PP = (et )
i) (n+ 1DPE, () = 20+ 1)2PP(©) — (n+ K2 /n) PP, ().

i) P (1) = (1 —ik)(2 —ik). .. (n —ik)/nl.

(The p¥ (&) are the v = —p = ik special case of the Jacobi polynomials

P (¢))

Exercise 8.13: Bessel functions and impact parameters. In two dimensions we
can expand a plane wave as

eiky: Z Jn(kr)ei”‘g.

n=—oo
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a) What do you think the resultant wave will look like if we take only a
finite segment of this sum? For example

17 '
$(a) =Y Ju(kr)e™.

=10

Think about:

i) The quantum interpretation of Al as angular momentum = hkd,
where d is the impact parameter, the amount by which the incoming
particle misses the origin.

ii) Diffraction: one cannot have a plane wave of finite width.

b) After ( writing down your best guess for the previous part, confirm your
understanding by using Mathematica or other package to plot the real
part of ¢ as defined above. The following Mathematica code may work.
Clear[bit,tot]
bit[1_,x_,y_]:=Cos[1l ArcTan[x,y]]lBesselJ[1,Sqrt[x"2+y~2]]
tot[x_,y-] :=Sum[bit[1l,x,y],{1,10,17}]

ContourPlot [tot[x,y],{x,-40,40},{y,-40,40},PlotPoints ->200]
Display["wave",%, "EPS"]

Run it, or some similar code, as a batchfile. Try different ranges for the
sum.

Exercise 8.14: Consider the the two-dimensional Fourier transform
fo = [ e (x)
of a function that in polar co-ordinates is of the form f(r, ) = exp{—il6}f(r).

a) Show that
f(k) = 27rile_iwk/ Ji(kr) f(r)rdr,
0

where k, 0;, are the polar co-ordinates of k.
b) Use the inversion formula for the two-dimensional Fourier transform to
establish the inversion formula (8.120) for the Hankel transform

F(k) = /000 Ji(kr) f(r) rdr.



Chapter 9

Integral Equations

A problem involving a differential equation can often be recast as one involv-
ing an integral equation. Sometimes this new formulation suggests a method
of attack that would not have been apparent in the original language. It is
also sometimes easier to extract general properties of the solution when the
problem is expressed as an integral equation.

9.1 Illustrations

Here are some examples:
A boundary-value problem: Consider the differential equation for the un-
known u(z)

—u" + AV (z)u =0 (9.1)

with the boundary conditions u(0) = u(L) = 0. To turn this into an integral
equation we introduce the Green function

Glr.y) = { L (9.2
7y —L), 0<y<zx<L,
so that
d2
———G(r,y) =d(z —y). (9.3)

dx?

Then we can pretend that AV (x)u(z) in the differential equation is a known
source term, and substitute it for “f(z)” in the usual Green function solution.

333
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We end up with

u(z) + )\/0 G(z,y)V(y)u(y)dx = 0. (9.4)

This integral equation for u has not not solved the problem, but is equivalent
to the original problem. Note, in particular, that the boundary conditions
are implicit in this formulation: if we set x = 0 or L in the second term, it
becomes zero because the Green function is zero at those points. The integral
equation then says that u(0) and u(L) are both zero.

An initial value problem: Consider essentially the same differential equation
as before, but now with initial data:

—u" +V(z)u =0, uw(0) =0, «'(0)=1. (9.5)
In this case, we claim that the inhomogeneous integral equation

u(e) — /0 @ — OV (ult) dt = =, (9.6)

is equivalent to the given problem. Let us check the claim. First, the initial
conditions. Rewrite the integral equation as

u(z) =z + /0 @ — OV (u(t) dt, (9.7)

so it is manifest that u(0) = 0. Now differentiate to get

u(z) =1+ /Of” V(t)u(t) dt. (9.8)

This shows that «/(0) = 1, as required. Differentiating once more confirms
that u” =V (x)u.

These examples reveal that one advantage of the integral equation for-
mulation is that the boundary or initial value conditions are automatically
encoded in the integral equation itself, and do not have to be added as riders.

9.2 Classification of Integral Equations

The classification of linear integral equations is best described by a list:
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A) i) Limits on integrals fixed = Fredholm equation.
ii) One integration limit is # = Volterra equation.
B) i) Unknown under integral only = Type I.
ii) Unknown also outside integral = Type II.
C) i) Homogeneous.

ii) Inhomogeneous.

For example, .
wwaAwamw@ (9.9)

is a Type II homogeneous Fredholm equation, whilst

u(z) =z + /0 (@ = OV (Oult) dt (9.10)

is a Type II inhomogeneous Volterra equation.
The equation

ﬂwz/Kuwmw@, (9.11)

an inhomogeneous Type I Fredholm equation, is analogous to the matrix
equation
Kx =b. (9.12)

On the other hand, the equation

ule) =3 [ Keg)uto) (9.13)

a homogeneous Type II Fredholm equation, is analogous to the matrix eigen-
value problem
Kx = A\x. (9.14)

Finally,
fmszmwmwm (9.15)

an inhomogeneous Type I Volterra equation, is the analogue of a system of
linear equations involving an upper triangular matrix.

The function K (z,y) appearing in these in these expressions is called the
kernel. The phrase “kernel of the integral operator” can therefore refer either
to the function K or the nullspace of the operator. The context should make
clear which meaning is intended.
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9.3 Integral Transforms

When a Fredholm kernel is of the form K (z —y), with x and y taking values
on the entire real line, then it is translation invariant and we can solve the
integral equation by using the Fourier transformation

ulk) = Fu) = /_OO u(z)e™ dx (9.16)
u(z) = FHu)= /_00 ﬂ(/{;)e_img (9.17)

Integral equations involving translation-invariant Volterra kernels usually
succumb to a Laplace transform

ip) = L(u)— /0 " u(@)e " da (9.18)
1 y+ioco

u(z) = L£7u) = / u(p)er” dp. (9.19)

21 ) ino

The Laplace inversion formula is the Bromwich contour integral, where -~ is
chosen so that all the singularities of u(p) lie to the left of the contour. In
practice one finds the inverse Laplace transform by using a table of Laplace
transforms, such as the Bateman tables of integral transforms mentioned in
the introduction to chapter 8.

For kernels of the form K(z/y) the Mellin transform,

u(o) = Mu)= /000 u(z)x® ' dx (9.20)
u(z) = M) = % /i'm u(o)x™7 do, (9.21)

is the tool of choice. Again the inversion formula requires a Bromwich contour
integral, and so usually recourse to tables of Mellin transforms.

9.3.1 Fourier Methods

The class of problems that succumb to a Fourier transform can be thought
of a continuous version of a matrix problem
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N |

MO

N 1

LS

AN

The matrix form of the equation [~ K(z — y)u(y) dy = f(z)
where the entries in the matrix depend only on their distance from the main
diagonal.

Example: Consider the type II Fredholm equation

u(zx) — )x/_oo e~ 1T ly(z) do = f(x), (9.22)

where we will assume (for reasons that will become apparant) that A\ < 1/2.
Here the x-space kernel operator

Kz —1y)=0(x—y)— e =Y. (9.23)
has Fourier transform
~ 20 B+ (1-2)\) KF+a

L e S & | (9:24)
where a? =1 — 2\. From
k2 4+ a?\ - ~
( e ) u(k) = f(k) (9.25)
we find
~ B+1)\ ~
1) = (frra) )
1—a®\ ~
= (1 + m) f(k). (9.26)

Inverting the Fourier transform gives

w(@) = flo)+ =L [ e ay

20 J_o

_ A X VT ey
= @)+ o /_we ey dy. (9.27)
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9.3.2 Laplace Transform Methods
The Volterra problem

/01‘ K(z—yu(y)dy = f(z), 0<z<oo. (9.28)

can also be solved by the application of an integral transform. In this case
we observe that value of K(z) is only needed for positive x, and this suggests
that we take a Laplace transform over the positive real axis.

_x‘x ;

BN
O

We only require the value of K (x) for x positive, and u and f can be set to
zero for x < 0.

Abel’s equation

As an example of Laplace methods, consider Abel’s equation

fa) = [ =t (9.29)

where we are given f(z) and wish to find u(z). Here it is clear that we need
f(0) = 0 for the equation to make sense. We have met this integral transfor-
mation before in the definition of the “half-derivative”. It is an example of
the more general equation of the form

o) = [ Ko = gpaty) dv (9.30)

Let us take the Laplace transform of both sides of (9.30):

cip) = [ e ( | K= ut) dy) e

_ /0 Cd /0 Ay e K (3 — y)uly). (9.31)
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Now we make the change of variables

ro= &+,
= 7. (9.32)

y ey 1Y £20

< dx % dg

X X

Regions of integration for the convolution theorem: a) Integrating over y at
fixed x, then over x; b) Integrating over n at fixed £, then over .
This has Jacobian

=1, (9.33)

and the integral becomes

L) = /0 70 " e K (€uln) de dn
- / T (E) de / " e () dn
= LK(p) Lu(p). (9.34)

Thus the Laplace transform of a Volterra convolution is the product of the
Laplace transforms. We can now invert

uw=LYLf/LK). (9.35)

For Abel’s equation, we have

K(z) = (9.36)

1
Vo
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the Laplace transform of which is

>0 1
LK (p) = / 23 e P dp = p VAT (5) =p'?V/7. (9.37)
0

Therefore, the Laplace transform of the solution u(z) is

I RV 1 ~1/2
Lu(p) = N (L) = —(Vap™ "pLf). (9.38)
Now, Laplace transforms have the property that
d
LF=L|-—F 9.39
wer=c(5r), (9.39)

as may be seen by an integration by parts in the definition. Using this
observation, and depending on whether we put the p next to f or outside the
parenthesis, we conclude that the solution of Abel’s equation can be written
in two equivalent ways:

1d [ 1 /M 1
we) =2 [ =t =1 [ ———=rwa.  .0)
Proving the equality of these two expressions was a problem we set ourselves
in chapter 6.

Here is another way of establishing the equality: Assume for the moment
that K (0) is finite, and that, as we have already noted, f(0) = 0. Then,

% /Ox Kz —y)f(y)dy (9.41)
is equal to
KO+ [ 0K =) () dy.
— KO)fG) - [ 0,5 —0)f) dy
= KO~ [ o,(KG-niw)dy+ [ Ka=nrdy
— KO)f(a) = KO)f@) = K@) + [ K= 0)f ) dy

T

= /. K(x —y)f'(y) dy. (9.42)
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Since K (0) cancelled out, we need not worry that it is divergent! More
rigorously, we should regularize the improper integral by raising the lower
limit on the integral to a small positive quantity, and then taking the limit
to zero at the end of the calculation.

Radon Transforms
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The geometry of the CAT scan Radon transformation, showing the location
of the point P with co-ordinates x = pcosf —tsinf, y = psinf + t cosf.

An Abel integral equation lies at the heart of the method for reconstruct-
ing the image in a computer aided tomography (CAT) scan. By rotating an
X-ray source about a patient and recording the direction-dependent shadow,
we measure the integral of his tissue density f(z,y) along all lines in a slice
(which we will take to be the x,y plane) through his body. The resulting
information is the Radon transform F of the function f. If we parametrize
the family of lines by p and 6, as shown in the figure, we have

F(p,0) = / f(pcosf —tsinf, psinf + t cosh) dt,

= / d(xcosl +ysind —p)f(z,y) dedy. (9.43)
R2

We will assume that f is zero outside some finite region (the patient), and
so these integrals converge.
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We wish to invert the transformation and recover f from the data F'(p, ).
This problem was solved by Johann Radon in 1917. Radon made clever use
of the Euclidean group to simplify the problem. He observed that we may
take the point O at which we wish to find f to be the origin, and defined!

1

Fo(p) = o,

2
{/ d(xcosf +ysind —p) f(x,y) dxdy} do.  (9.44)
R2
Thus Fo(p) is the angular average over all lines tangent to a circle of ra-
dius p about the desired inversion point. Radon then observed that if he
additionally defines

Fr) = % /0 " F(rcos 6, rsin ¢) do (9.45)

then he can substitute f(r) for f(z,y) in (9.44) without changing the value
of the integral. Furthermore f(0) = f(0,0). Hence, taking polar co-ordinates
in the x,y plane, he has

1 27 B
Fo(p):—/ {/ 5(Tcos¢C089+rsingbsin9—p)f(r)rdgbdr} do.
27T 0 R2
(9.46)
We can now use ]
0 = ——0( — ), 9.47
(9(¢)) Z o0 =% (9.47)

where the sum is over the zeros ¢,, of g(¢) = rcos(6 — ¢) — p, to perform the
¢ integral. Any given point x = r cos ¢, y = rsin ¢ lies on two distinct lines
if and only if p < r. Thus g(¢) has two zeros if p < r, but none if r < p.
Consequently

Lo e 2 o
Fo(p):%/o {/p \/Tigﬂf(r)rdr}d& (9.48)

Nothing in the inner integral depends on 6. The outer integral is therefore
trivial, and so

r)rdr. (9.49)

Fo(p) :/m\/%f(

'We trust that the reader will forgive the anachronism of our expressing Radon’s for-
mulz in terms of Dirac’s delta function.




9.3. INTEGRAL TRANSFORMS 343

We can extract Fo(p) from the data. We could therefore solve the Abel
equation (9.49) and recover the complete function f(r). We are only inter-
ested in f(0), however, and it easier verify a claimed solution. Radon asserts
that

£(0,0) = F(0) = — /0 ! ( i Fo<p>) ap. (9.50)

wJo »\dp

To prove that his claim is true we must first take the derivative of Fp(p) and

show that
(700) = [ 2= (5700) (9.51)

The details of this computation are left as an exercise. It is little different
from the differentiation of the integral transform at the end of the last section.
We then substitute (9.51) into (9.50) and evaluate the resulting integral

I= —%/0001—1) {/pm\/% (%f@«)) dr} dp (9.52)

by exchanging the order of the integrations, as shown in the figure.

P p=r P p=r
a) b)

r r

a) In (9.52) we integrate first over r and then over p. The inner r integral
is therefore from r = p tor = co. b) In (9.53) we integrate first over p and
then over r. The inner p integral therefore runs from p =0 top =r.

After the interchange we have

I = _%/Ooo {/Orﬁdp} <%f(r)) dr. (9.53)

Since
g, (9.54)

" 1
. dp=
/0 /T2_p2 p
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the inner integral is independent of . We thus obtain

I= —/OOO (%f(r)) dr = f(0) = £(0,0). (9.55)

Radon’s inversion formula is therefore correct.

Although Radon found a closed-form inversion formula, the numerical
problem of reconstructing the image from the partial and noisy data obtained
from a practical CAT scanner is quite delicate, and remains an active area
of research.

9.4 Separable Kernels

Let

where {p;} and {¢;} are two linearly independent sets of functions. The
range of K is therefore the span (p;) of the set {p;}. Such kernels are said
to be separable. The theory of integral equations containing such kernels is
especially transparent.

9.4.1 Eigenvalue problem

Consider the eigenvalue problem

Nus(z) = /D K (. y)uly) dy (9.57)

for a separable kernel. Here, D is some range of integration, and z € D. If
A # 0, we know that u has to be in the range of K, so we can write

u(z) = Z&pz(@ (9.58)

Inserting this into the integral, we find that our problem reduces to the finite
matrix eigenvalue equation

A = Aij&j, (9.59)
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where
A = / 4(v)p;(9) dy. (9.60)

Matters are especially simple when ¢; = p;. In this case A;; = A, so the
matrix A is Hermitian, and therefore has N linearly independent eigenvec-
tors. Observe that none of the N associated eigenvalues can be zero. To see
this, suppose that v(z) = >, (;pi(x) is an eigenvector with zero eigenvalue.
In other words, suppose that

0= nte ) [ rm e (9.61)

Since the p;(x) are linearly independent, we must have

0= /D P (W)p; ()¢ dy = 0. (9.62)

for each ¢ separately. Multiplying by ¢ and summing we find

/ |ij WG [ dy, (9.63)

and v(z) itself must have been zero. The remaining (infinite in number)
eigenfunctions span (g;)* and have \ = 0.

9.4.2 Inhomogeneous problem

It is easiest to discuss inhomogeneous separable-kernel problems by example.
Consider the equation

u(z) +,u/ K(z,y)u(y) dy, (9.64)

where K(z,y) = zy. Here, f(z) and p are given, and u(x) is to be found.
We know that u(z) must be of the form

u(z) = f(z) + ax, (9.65)

and the only task is to find the constant a. We plug u into the integral
equation and, after cancelling a common factor of x, we find

1 1 1
azu/O yu(y) dy:u/O yf(y) dy+au/0 y? dy. (9.66)



346 CHAPTER 9. INTEGRAL EQUATIONS

The last integral is equal to pa/3, so

a (1 - %u) = u/ol yf(y)dy, (9.67)

and finally
1
]
ule) = £+ [ysw)dy (9.65)
(1—pn/3) Jo
Notice that this solution is meaningless if ¢ = 3. We can relate this to the
eigenvalues of the kernel K(z,y) = xy. The eigenvalue problem for this
kernel is

)\u(x):/O xyu(y) dy. (9.69)

On substituting u(z) = az, this reduces to Aax = ax/3, and so A = 1/3. All
other eigenvalues are zero. Our inhomogeneous equation was of the form

(1-—pK)u=f (9.70)

and the operator (1—pK) has an infinite set of eigenfunctions with eigenvalue
1, and a single eigenfunction, wug(z) = x, with eigenvalue (1 — p/3). The
eigenvalue becomes zero, and hence the inverse ceases to exist, when p = 3.

A solution to the problem (1—pK)u = f may still exist even when p = 3.
But now, applying the Fredholm alternative, we see that f must satisfy the
condition that it be orthogonal to all solutions of (1 — K )Tv = 0. Since our
kernel is Hermitian, this means that f must be orthogonal to the zero mode
uo(x) = z. For the case of u = 3, the equation is

u(z) = f(x) + 3/0 zyu(y) dy, (9.71)

and to have a solution f must obey fol yf(y)dy = 0. We again set u =
f(z) + az, and find

1 1
a= 3/ yf(y)dy+ a3/ y* dy, (9.72)
0 0
but now this reduces to a = a. The general solution is therefore
u= f(z)+ax (9.73)

with a arbitrary.
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9.5 Singular Integral Equations

Equations involving principal-part integrals, such as the airfoil equation

P ! 1
— x dr = , 9.74
= [ oo = 1) (9.74)
in which f is given and we are to find ¢, are called singular integral equations.
Their solution depends on what conditions are imposed on the unknown
function () at the endpoints of the integration region. We will consider
only this simplest example here?

9.5.1 Solution via Tchebychef Polynomials
Recall the definition of the Tchebychef polynomials from chapter 2. We set

T.(x) = c9s(ncos_1x), (9.75)
Up () = %:%Tgm (9.76)

These are the Tchebychef Polynomials of the first and second kind, respec-
tively. The orthogonality of the functions cosnf and sinnf over the interval
[0, 7] translates into

1
/_1 ﬁ T (2) Ton(2) dic = by 6, 1m0 > 0, (9.77)

where hg = 7, h, = 7/2, n > 0, and
1
/ V1—22U, () Up_1(z) dx = génm, n,m > 0. (9.78)
-1

The sets {T,,(z)} and {U,(z)} are complete in L2 [0, 1] with the weight func-
tions w = (1 — 22)™Y2 and w = (1 — 2)"/2, respectively .

Rather less obvious are the principal-part integral identities (valid for

-l<y<]l1)
1

P/ 1 1

Vl-22x—y

P / 1 L T, (z) L

1 V1 —2? r—y

2The classic text is N. I. Muskhelishvili Singular Integral Equations.

dz = 0, (9.79)

dr = wU,_1(y), n >0, (9.80)
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and .
P / VI= U, 1 (2)—— dza = -7 Th(y). (9.81)
—1 r—y
These correspond, after we set x = cos and y = cos ¢, to the trigonometric
integrals
P/ﬂ cosnb a0 sin no (9.82)
———d=T1—— .
o Cosf —cos¢ sing ’
and " 0 sinng
sin fsinn
P ——df = — 9.83
/0 cosf — cos ¢ ™ cosng, (9.83)

respectively. We will motivate and derive these formulee at the end of this
section.
From these principal-part integrals we can solve the integral equation

gf_f(x)xiydf:f(y% y € [-1,1], (9.84)

for ¢ in terms of f, subject to the condition that ¢ be bounded at x = +1.
We will see that no solution exists unless f satisfies the condition

1
1
——f(x)dx =0, 9.85
| =@ (9.85)
but if f does satisfy this condition then there is a unique solution
_v! / (o)~ ! s (9.86)
\/1 — x2 ' '

To understand why this is the solution, and why there is a condition on f,
expand

o(y) =

- i b T (). (9.87)

Here, the condition on f translates into the absence of a term involving
Ty = 1 in the expansion. Then,

p(r) =VI—22Y b,Uni(2), (9.88)
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with b,, the coefficients that appear in the expansion of f, solves the problem.
That this is so may be seen on substituting this expansion for ¢ into the
integral equation and using second of the principal-part identities. Note that
that this identity provides no way to generate a term with Tj; hence the
constraint. Next we observe that the expansion for ¢ is generated term-by-
term from the expansion for f by substituting this into the integral form of
the solution and using the first principal-part identity.
Similarly, we can solve the for ¢(y) in

?/_I‘P(‘”)ziydl“:f(y% y € [-1,1], (9.89)

where now ¢ is permitted to be singular at x = 41. In this case there is
always a solution, but it is not unique. The solutions are

1 ! 5 1 C

where C' is an arbitrary constant. To see this, expand

f@) =" anlUna(x), (9.91)

and then
1 o0
o(x) = N ( E a, T, (x) + CTO> : (9.92)

satisfies the equation for any value of the constant C'. Again the expansion
for ¢ is generated from that of f by use of the second principal-part identity.

Explanation of the Principal-Part Identities

The principal-part identities can be extracted from the analytic properties of
the resolvent operator Ry(n —n') = (H — A );;l, for a tight-binding model
of the conduction band in a one-dimensional crystal with nearest neighbour
hopping. The eigenfunctions ug(n) for this problem obey

ug(n+1)+ug(n—1) = Fug(n) (9.93)

and are '
ug(n) =", —m<f<m, (9.94)
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with energy eigenvalues E = 2 cos#.
The resolvent Ry(n) obeys

Ra(n+1)+ Ry(n—1) — AR\(n) = 6,0, n€Z, (9.95)

and can be expanded in terms of the energy eigenfunctions as

-y )7
e\ n)—zE: E—-X ] _2cosf—\2r (9.96)

If we set A = 2 cos ¢, we observe that

T en? do 1 ,
—=——¢"?  Tm¢>0. 9.97
/W20086—2C08¢ 27 2isin¢e , lme (9:97)

That this integral is correct can be confirmed by observing that it is evalu-
ating the Fourier coefficient of the double geometric series
24 sin ¢

—inf _ilnl¢ _ Imo > 0. 9.98
Z € ¢ 2cosf —2cos ¢’ me (9.98)

n=—oo

By writing e = cosn# +isin nf and observing that the sine term integrates
to zero, we find that

™ cosnf T N
/0 md@ B isin¢(cos ng +isinng), (9.99)

where n > 0, and again we have taken Im¢ > 0. Now let ¢ approach the
real axis from above, and apply the Plemelj formula. We find

T cosnf sin ng
Pl ——df= : 1
/0 cos f — cos ¢ " sin 0] (9.100)

This is the first principal-part integral identity. The second identity,

™ sin @ sin né
P —df = — 101
/0 e R— do TCOS NP, (9.101)

is obtained from the the first by using the addition theorems for the sine and
cosine.
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9.6 Wiener-Hopf equations

We have seen that Volterra equations of the form
/ K(x—y)u(y)dy= f(z), 0<z< o0, (9.102)
0

having translation invariant kernels, may be solved for u by using a Laplace
transform. The apparently innocent modification

/Ooo Kz —y)uly)dy = f(z), 0<z< o0 (9.103)

leads to an equation that is much harder to deal with. In these Wiener-
Hopf equations, we are still only interested in the upper left quadrant of the
continuous matrix,

X
o
N |

,,,,,,,,,,,,,,,,,,

|
O |\ ~h

The matrix form of (9.103).

and K(z — y) still has entries depending only on their distance from the
main diagonal. Now, however, we make use of the values of K (x) for all of
—00 < x < oo. This suggests the use of a Fourier transform. The problem is
that, in order to Fourier transform, we must integrate over the entire real line
on both sides of the equation and this requires us to to know the values of
f(x) for negative values of x — but we have not been given this information
(and do not really need it). We therefore make the replacement

f@) = f(z) + g(), (9.104)

where f(x) is non-zero only for positive z, and g(z) non-zero only for negative
x. We then solve

/OOO K(z —y)u(y) dy = { g((g (1;“1202’0’ (9.105)
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so as to find v and ¢ simultaneously. In other words, we extend the problem
to one on the whole real line, but with the negative-z source term g(z) chosen
so that the solution w(z) is non-zero only for positive z. We can represent

:

The matrix form of (9.105) with both f and g
To find u and g we try to make an “LU” decomposition of the matrix K into
the product K = L7U of an upper triangular matrix U(z — y) and a lower
triangular matrix L™ (z — y). Written out in full, the product L™'U is

O AR
[
AR

o0

K(a:—y):/_ L™z —t)U(t — y) dt. (9.106)

e}

Now the inverse of a lower triangular matrix is also lower triangular, and so
L(x —y) itself is lower triangular. This means that the function U(z) is zero
for negative x, whilst L(x) is zero when z is positive.

.|

NG

N

\
The matrix decomposition K = L™'U.

If we can find such a decomposition, then on multiplying both sides by L,
equation (9.103) becomes

N

/Ox Ulx —y)u(y)dy = h(x), 0<z< o0, (9.107)

where .
hz) & / Lz —y)f(y)dy, 0<az < oc. (9.108)
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These two equations come from the upper half of the full matrix equation
represented in the figure:

N

SNV

N

The equation (9.107) and the definition (9.108) correspond to the upper half
of these two matrix equations.

The lower parts of the matrix equation have no influence on (9.107) and
(9.108): The function h(x) depends only on f, and while g(z) should be
chosen to give the column of zeros below h, we do not, in principle, need to
know it. This is because we could solve the Volterra equation Uu = h (9.107)
via a Laplace transform. In practice (as we will see) it is easier to find g(x),
and then, knowing the (f, g) column vector, obtain u(z) by solving (9.105).
This we can do by Fourier transform.

The difficulty lies in finding the LU decomposition. For finite matrices
this decomposition is a standard technique in numerical linear algebra. It
equivalent to the method of Gaussian elimination, which, although we were
probably never told its name, is the strategy taught in high school for solving
simultaneous equations. For continuously infinite matrices, however, making
such a decomposition demands techniques far beyond those learned in school.
It is a particular case of the scalar Riemann-Hilbert problem, and its solution
requires the use of complex variable methods.

On taking the Fourier transform of (9.106) we see that we are being asked
to factorize

K (k) = [L(k)]"'U (k) (9.109)

where

U(k) = / e** U (x) dr (9.110)
0
is analytic (i.e. has no poles or other singularities) in the region Imk > 0,

and similarly
0

T(k) = /_ M L(2) da (9.111)

[e.9]
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has no poles for Imk < 0, these analyticity conditions being consequences
of the vanishing conditions U(x —y) = 0, x < y and L(z —y) =0, =z > y.
There will be more than one way of factoring K into functions with these
no-pole properties, but, because the inverse of an upper or lower triangu-
lar matrix is also upper or lower triangular, the matrices U~!(z — y) and
L=Y(z — y) have the same vanishing properties, and, because these inverse
matrices correspond the to the reciprocals of the Fourier transform, we must
also demand that U(k) and L(k) have no zeros in the upper and lower half
plane respectively. The combined no-poles, no-zeros conditions will usually
determine the factors up to constants. If we are able to factorize K (k) in
this manner, we have effected the LU decomposition. When K (k) is a ratio-
nal function of k£ we can factorize by inspection. In the general case, more
sophistication is required.

Example: Let us solve the equation

u(z) — )\/ e~levly(z) de = f(), (9.112)
0
where we will assume that A < 1/2. Here the kernel function is
K(z,y) = 0(x —y) — de =7, (9.113)

This has Fourier transform

~ 2\ k2 4+ (1 —2)) k+ia\ ((k—i\ ™"
_1_ _ _ . 114
Kk =1-4515 k241 <k+z‘)<k—m) (9.114)

where a? =1 — 2\. We were able to factorize this by inspection with

~ k+ia ~ k—1
Uk) = e L(k):k_m. (9.115)

having poles and zeros only in the lower (respectively upper) half-plane. We
could now transform back into x space to find U(x —y), L(z — y) and solve
the Volterra equation Uu = h. It is, however, less effort to work directly
with the Fourier transformed equation in the form

(D) - (=0) Ew+aw). o

k41 k—ia

Here we have placed subscripts on f(k), g(k) and @(k) to remind us that these
Fourier transforms are analytic in the upper (+) or lower (-) half-plane. Since
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the left-hand-side of this equation is analytic in the upper half-plane, so must
be the right-hand-side. We therefore choose g_(k) to eliminate the potential
pole at k = ia that might arise from the first term on the right. This we can

do by setting
k—1 o
(k) = A1
<k:—z'a)g (k) k —ia (9.117)

for some as yet undetermined constant . (Observe that the resultant g_(k)
is indeed analytic in the lower half-plane. This analyticity ensures that g(x)
is zero for positive x.) We can now solve for u(k) as

(k) = ( :L’a) ( :__;) Fx (k) + ( ::;a) —

K2 +1 ~ k+i
TR + a2f+(k) + akz + a?
~ 1—a? ~ k41
= f+(k‘)+mf+(k‘)+am (9.118)
The inverse Fourier transform of
k+1
—_ 11
k2 + a? (9.119)
18 )
ﬁu || sgn(x))elelle!, (9.120)
and that of . ) 2
—a
— 9.121
k2 +a? k24 (1—2)\) ( )
1S \
—VT=2X[a]
—¢ . 9.122
Vv1—2\ ( )
Consequently

wa) = o)+ s [Ty dy

+8(1 — V1 —2\sgnz)e V=2l (9.123)

Here ( is some multiple of a, and we have used the fact that f(y) is zero
for negative y to make the lower limit on the integral 0 instead of —oo. We
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determine the as yet unknown (3 from the requirement that u(x) = 0 for
x < 0. We find that this will be the case if we take

A

R ey /0 e F(y) dy. (9.124)

The solution is therefore, for x > 0,

_ A [T ey
wa) = o)+ s [T dy

AVI=2X-1) e_mz/ eIV £ (y) dy. (9.125)
1—2X++/1-2X 0

Not every invertible n-by-n matrix has a plain LU decomposition. For a
related reason not every Wiener-Hopf equation can be solved so simply. In-
stead there is a topological index theorem that determines whether solutions
can exist, and, if solutions do exist, whether they are unique. We shall there-
fore return to this problem once we have aquired a deeper understanding of
the interaction between topology and complex analysis.

9.7 Some Functional Analysis

We have hitherto avoided, as far as it is possible, the full rigours of mathe-
matics. For most of us, and for most of the time, we can solve our physics
problems by using calculus rather than analysis. It is worth, nonetheless, be-
ing familiar with the proper mathematical language so that when something
tricky comes up we know where to look for help. The modern setting for
the mathematical study of integral and differential equations is the discipline
of functional analysis, and the classic text for the mathematically inclined
physicist is the four-volume set Methods of Modern Mathematical Physics by
Michael Reed and Barry Simon. We cannot summarize these volumes in few
paragraphs, but we can try to provide enough background that we explain a
few issues that may have puzzled the alert reader.

Unlike most of the rest of this book, this section does require that the
reader know what it means for a set to be compact.
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9.7.1 Bounded and Compact Operators

i)

i)

iii)

iv)

A linear operator K : L? — L? is bounded if there is a positive number
M such that
|Kz|| < M|z||, Vxe L (9.126)

If K is bounded then smallest such M is the norm of K, whch we
denote by || K|| . Thus

]| < LA [l (9.127)

For a finite-dimensional matrix, ||K|| is the largest eigenvalue of K. A
linear operator is a continuous function of its argument if, and only if,
it is bounded. “Bounded” and “continuous” are therefore synonyms.
Linear differential operators are never bounded, and this is the source
of most of the complications in their theory.

If the operators A and B are bounded, then so is AB and

[AB] < Al BI[- (9.128)

A linear operator K : L* — L? is compact (or completely continu-
ous) if it maps bounded sets to relatively compact sets (sets whose
closure is compact). Equivalently, K is compact if the image sequence
Kx, of every bounded sequence of functions, z,, contains a conver-
gent subsequence. Compact = continuous, but not vice versa. One
can show that, given any positive number M, a compact self-adjoint
operator has only a finite number of eigenvalues with A outside the
interval [—M, M]. The eigenvectors u,, with non-zero eigenvalues span
the range of the operator. Any vector can therefore be written

u = ug + Z a;u;, (9.129)

where ug lies in the null space of K. The Green function of a linear
differential operator defined on a finite interval is usually the integral
kernel of a compact operator.
If K is compact then

H=I+K (9.130)

is Fredholm. This means that H has a finite dimensional kernel and
co-kernel, and that the Fredholm alternative applies.
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v) An integral kernel is Hilbert-Schmidt if

/|K(€,77)|2d€dn < o0, (9.131)

This means that K can be expanded in terms of a complete orthonormal

set {om} as

K(z,y) = Z Anm®n ()9, (y) (9.132)
n,m=1
in the sense that
N,M
1> Auntnds, — Kl — 0. (9.133)
n,m=1
Now the finite sum
N,M
> Aunén(2)85,(y) (9.134)
n,m=1

is automatically compact since it is bounded and has finite-dimensional
range. (The unit ball in a Hilbert space is relatively compact < the
space is finite dimensional). Thus, Hilbert-Schmidt implies that K is
approximated in norm by compact operators. But a limit of compact
operators is compact, so K itself is compact. Thus

‘Hilbert—Schmidt = compact.

It is easy to test a given kernel to see if it is Hilbert-Schmidt (simply
use the definition) and therein lies the utility of the concept.

If we have a Hilbert-Schmidt Green function g, we can reacast our differen-
tial equation as an integral equation with g as kernel, and this is why the
Fredholm alternative works for a large class of linear differential equations.
Example: Consider the Legendre equation operator

Lu = —[(1 —2*)u (9.135)

on the interval [—1, 1] with boundary conditions that u be finite at the end-
points. This operator has a normalized zero mode ug = 1/ V2, so it does not
have an inverse. There exists, however, a modified Green function g(x,z’)
that satisfies

1
Lu=¥(x—2a") — 3 (9.136)
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It is
1 1
g(z,2') =In2 — 575 In(1+25)(1 —zo), (9.137)

where x- is the greater of x and 2/, and x. the lesser. We may verify that

1 1
/ / lg(x, 2")|* dwda’ < oo, (9.138)
~1/-1

so g is Hilbert-Schmidt and therefore the kernel of a compact operator. The
eigenvalue problem
Lu,, = \u, (9.139)

can be recast as as the integral equation

1
,unun:/ g(z, 2" )u, (2") da’ (9.140)
-1

with p,, = A 1. The compactness of g guarantees that there is a complete
set of eigenfunctions (these being the Legendre polynomials P, (z) for n > 0)
having eigenvalues p, = 1/n(n+1). The operator g also has the eigenfunction
Py with eigenvalue py = 0. This example provides the justification for the
claim that the “finite” boundary conditions we adopted for the Legendre
equation in chapter 8 give us a self adjoint operator.

Note that K(x,y) does not have to be bounded for K to be Hilbert-
Schmidt.
Example: The kernel

1
K(z,y) = ——, |x|, |y <1 9.141
(z,y) T |z, [y] (9.141)
is Hilbert-Schmidt provided a < %
Example: The kernel
K(z,y) = Le_m‘””_y| z,y €R (9.142)
) 2m ) )

is not Hilbert-Schmidt because |K(z — y)| is constant along the the lines
x — y = constant, which lie parallel to the diagonal. K has a continuous
spectrum consisting of all real numbers less than 1/m?. It cannot be compact,
therefore, but it is bounded, and ||K|| = 1/m?.
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9.7.2 Closed Operators

One motivation for our including a brief account of functional analysis is
that the astute reader will have realized that some of the statements we
have made in earlier chapters appear to be inconsistent. We have asserted in
chapter 2 that no significance can be attached to the value of an L? function
at any particular point — only integrated averages matter. In later chapters,
though, we have happily imposed boundary conditions that require these
very functions to take specified values at the endpoints of our interval. In this
section we will resolve this paradox. The apparent contradiction is intimately
connected with our imposing boundary conditions only on derivatives of lower
order than than that of the differential equation, but understanding why this
is so requires some function-analytic language.

Differential operators L are never continuous; we cannot deduce from
u, — u that Lu, — Lu. Differential operators can be closed, however. A
closed operator is one for which whenever a sequence u,, converges to a limit
u and at the same time the image sequence Lu,, also converges to a limit f,
then v is in the domain of L and Lu = f. The name is not meant to imply
that the domain of definition is closed, but indicates instead that the graph
of L — this being the set {u, Lu} considered as a subset of L?[a,b] x L?[a, b]
— contains its limit points and so is a closed set.

Any self-adjoint operator is automatically closed. To see why this is so,
recall that in the defining the adjoint of an operator A, we say that y is in the
domain of AT if there is a z such that (y, Az) = (2, ) for all z in the domain
of A. We then set A'y = z. Now suppose that y, — v and Aly, = 2, — 2.
The Cauchy-Schwartz-Bunyakovski inequality shows that the inner product
is a continuous function of its arguments. Consequently, if x is in the domain
of A, we can take the limit of (y,, Ar) = (Aly,,x) = (2,,7) to deduce that
(y, Az) = (2, z). But this means that y is in the domain of AT, and z = Afy.
The adjoint of any operator is therefore a closed operator. A self-adjoint
operator, being its own adjoint, is therefore necessarily closed.

A deep result states that a closed operator defined on a closed domain is
bounded. Since they are always unbounded, the domain of a closed differen-
tial operator can never be a closed set.

An operator may not be closed but may be closable, in that we can
make it closed by including additional functions in its domain. The essential
requirement for closability is that we never have two sequences w, and v,
which converge to the same limit, w, while Lu,, and Lv, both converge, but
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to different limits. Closability is equivalent to requiring that if u,, — 0 and
Lu,, converges, then Lu, converges to zero.

Example: Let L = d/dx. Suppose that v, — 0 and Lu, — f. If pis a
smooth L? function that vanishes at 0, 1, then

1 Uy 1
/ of dr = lim p——dr = — lim ¢'uy, dr = 0. (9.143)
0 o dx

n—oo n—oo 0

Here we have used the continuity of the inner product to justify the inter-
change the order of limit and integral. By the same arguments we used when
dealing with the calculus of variations, we deduce that f = 0. Thus d/dx is
closable.

If an operator is closable, we may as well add the extra functions to its
domain and make it closed. Let us consider what closure means for the
operator

L=—, D(L)={yeC'0,1]:y'(0)=0}. (9.144)

Here, in fixing the derivative at the endpoint, we are imposing a boundary
condition of higher order than we ought.

Consider a sequence of differentiable functions y, which have vanishing
derivative at x = 0, but tend in L? to a function y whose derivative is non-
zero at x = 0.

a
lim, .oy, =y in L?[0,1] .

The derivative of these functions also converges in L?.
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a
y, —y' in L?[0,1] .
If we want L to be closed, we should therefore extend the domain of definition
of L to include functions with non-vanishing endpoint derivative. We can also
use this method to add to the domain of L functions that are only piecewise
differentiable — i.e. functions with a discontinuous derivative.
Now consider what happens if we try to extend the domain of

L= e D(L) = {y,y’ € L* : y(0) = 0}, (9.145)
x
to include functions that do not vanish at the endpoint. Take a sequence of
functions 7, that vanish at the origin, and converge in L? to a function that
does not vanish at the origin:

a
lim, .oy, = vy in L?[0, 1].
Now the derivatives converge towards the derivative of the limit function —
together with a delta function near the origin. The area under the functions
ly! (z)]* grows without bound and the sequence Ly, becomes infinitely far
from the derivative of the limit function when distance is measured in the L2
norm.
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1l/a

a
y, — &(z), but the delta function is not an element of L*[0,1] .
We therefore cannot use closure to extend the domain to include these func-
tions. Another way of saying this is, that in order for the weak derivative of
y to be in L? and therefore for y to be in the domain of d/dx, the function y
need not be classically differentiable, but its L? equivalence class must con-
tain a continuous function — and continuous functions do have well-defined
values. It is the values of this continuous representative that are constrained
by the boundary conditions.
This story repeats for differential operators of any order: If we try to
impose boundary conditions of too high an order, they are washed out in the
process of closing the operator. Boundary conditions of lower order cannot

be eliminated, however, and so make sense as statements involving functions
T2
in L~

9.8 Series Solutions

9.8.1 Neumann Series

The geometric series
S=1—-z+2>—a23+... (9.146)

converges to 1/(1 4 z) provided |z| < 1. Suppose we wish to solve
I+ K)p=f (9.147)
where K is a an integral operator. It is then natural to write

=T +MK) =1 AK+ N NK?>— K3 +..)f (9.148)
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where

K(z,y) = / Kz, 2)K(zy)dz, K*(z,y) = / K (20K (21, 2) K (22, y) dz1da,

(9.149)
and so on. This Neumann series will converge, and yield a solution to the
problem, provided that A|| K| < 1.

9.8.2 Fredholm Series

A familiar result from high-school algebra is Cramer’s rule which gives the
solution of a set of linear equations in terms of ratios of determinants. For
example, the system of equations

an Ty + a2z + a;zry = by,

a2171 + A22T2 + A2373 = by,

a3 + azaTy + azgzry = bs,

has solution

1 by a2 a3 1 a1 b a3 1 a; a2 b
T1=—=1|by agp an|, T2=-—=|au by aw|, T3=—=|axn ax by,
D1y D b D b
3 a3z A33 @31 3 A33 a31  a32 3
where

ai; Qi A
Q22 Q23 | .
azr A3z Aas3

Although not as computationally efficient as standard Gaussian elimination,
Cramer’s rule is useful in that it is a closed-form solution. It is equivalent to
the statement that the inverse of a matrix is given by the transposed matrix
of the co-factors, divided by the determinant.

A similar formula for integral equations was given by Fredholm. The
equations he considered were of the form

(I+MK)p=f. (9.150)

We motivate Fredholm’s formula by giving an expansion for the determinant
of a finite matrix. Let

D

I
Q
I¥)
=

1+>\K11 )\Klg )\Kln

MKy 14+ AKy - MKy,

D(\) =det (I+XK) = , (9.151)

MK Ao e T+ AKG,



9.8. SERIES SOLUTIONS 365

then
n Am
D) =)  —An, (9.152)
= m!
where 49 =1, A1 =tr K =3, K,
Kii, Ki ivi1 ivio iris
A2 - Z K.l.l K.1.2 ) A3 = Z Ki2i1 Kigig Ki2i3 . (9153)
i1,02=1 2 1212 11,%2,13=1 Ki3i1 KigiQ Kigis

The pattern for the rest of the terms should be obvious, as should the proof.

As observed above, the inverse of a matrix is the reciprocal of the deter-
minant of the matrix multiplied by the transposed matrix of the co-factors.
So, if D, is the co-factor of the term in D () associated with K, then the
solution of the equation

I+ K)x=Db (9.154)
is Dyiby + Dysbs + -+ + Dy
w1Vl w2V2 e unUn
pu— .1
» 50 (9.155)
If 1 # v we have
K, K,
K 5 K ; J2E51 M2
Dl“’ = )\K“V + )\2 Z ‘ Kl;y Kl; + >\32' Z v Ki1i1 Ki1i2 + e
) 1112 ioV Ki2i1 Kiziz
(9.156)
When p = v we have B
D,, =6,,D(\) (9.157)

where D()) is the expression analogous to D(\), but with the ’th row and
column deleted.

These elementary results suggests the definition of the Fredholm determi-
nant of the integral kernel K (x,y) a < z,y < b, as

X \m

D(\) =Det|I + AK| =) %Am, (9.158)

m=0
where Ag =1, A, =Tr K = f; K(x,x)dx,

$17$1 K(SC17$2)

Az = Iz,l"l K(l'2>552)

d$1d$2,
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(.]}'1,252) K(I17x3)
A3 /// (JIQ,LUQ) K(J}Q,l’g) dflildﬂfgdﬂfg. (9159)
$3, ($3,$2) K(x3,x3)
etc.. We also define
b
K(x
D,,)\:/\K,+>\2/ Klz.y) "d
(.9, A) (z,y) Ky KE&)|®

K(z,y) K(z,&) K(z,&)
_// K(&, y K(&,6) K(&,&)|d&ds +---,
K(&,y) K& &) K&6)

(9.160)
and then
1 b
o) = 1)+ 555 | Dl sy (9.161)
is the solution of the equation
b
0+ A [ K)o dy= () (9.162)

If |K(z,y)| < M in [a,b] X [a, ], the Fredholm series for D(\) and D(x,y, \)
converge for all A\, and define entire functions. In this it is unlike the Neumann
series, which has a finite radius of convergence.

The proof of these claims follows from the identity

b
D(z,y,\) + \D(N)K(z,y) + )\/ D(z, &, K (&, y)dE =0, (9.163)

or, more compactly with G(z,y) = D(x,y, \)/D(\),
I+ G) I+ AK)=1. (9.164)

For details see Whitaker and Watson §11.2.
Example: The equation

pla) =+ A [ anpl)dy (9.165)

gives us

D) =1- %)\, D(z,,\) = Ay (9.166)
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and so
3z

BEEDY
(We have seen this equation and solution before)
Exercise: Show that the equation

o(x)

w@ﬂ=$+AACw+yﬁﬂwdy

gives
2 1
DA =1—-2X— —\?
() 3 72

and

1 1
D(z,y,A) = Mzy +y*) + X (say* — Zzy — —y° + —y

2 3

1
3

1
4

).

367

(9.167)
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Appendix A

Linear Algebra Review

In solving the differential equations of physics we have to work with infinite
dimensional vector spaces. Navigating these vast regions is much easier if you
have a sound grasp of the theory of finite dimensional spaces. Most physics
students have studied this as undergraduates, but not always in a systematic
way. In this appendix we gather together and review those parts of linear
algebra that we will find useful in the main text.

A.1 Vector Space

A.1.1 Axioms

A wvector space V over a field F is a set equipped with two operations: a
binary operation called vector addition which assigns to each pair of elements
x, y € V a third element denoted by x + y, and scalar multiplication which
assigns to an element x € V and A € F a new element Ax € V. There is also
a distinguished element 0 € V' such that the following axioms are obeyed!:

1) Vector addition is commutative: x +y =y + x.

2) Vector addition is associative: (x +y)+z=x+ (y +2).

3) Additive identity: 0 4+ x = x.

4) Existence of additive inverse: for any x € V, there is an element (—x) €

V, such that x + (—x) = 0.
5) Scalar distributive law i) A(x +y) = Ax + Ay.
6) Scalar distributive law ii) (A + pu)x = Ax + px.

n this list 1, A\, u, € F and x, y,0 € V.

369
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7) Scalar multiplicatiion is associative: (Ap)x = A\(ux).

8) Multiplicative identity: 1x = x.
The elements of V' are called vectors. We will only consider vector spaces
over the field of the real numbers, F = R, or the complex numbers, F = C.

You have no doubt been working with vectors for years, and are saying to
yourself “I know this stuff”. Perhaps so, but to see if you really understand
these axioms try the following exercise. Its value lies not so much in the
solution of its parts, which are easy, as in appreciating that these commonly
used properties both can and need to be proved from the axioms. (Hint:
work the problems in the order given; the later parts depend on the earlier.)

Exercise A.1: Use the axioms to show that:

i) If x + 0 = x, then 0 = 0.

ii) We have 0x = 0 for any x € V. Here 0 is the additive identity in R.
iii) If x +y = 0, then y = —x. Thus the additive inverse is unique.
iv) Given x, y in V, there is a unique z such that x+z =y, to whit z = x—y.
v) A0 =0 for any A\ € F.

1)

1)

If Ax = 0, then either x =0 or A = 0.
(—1)x = —x.

V1
vii

A.1.2 Bases and components

Let V be a vector space over . For the moment, this space has no additional
structure beyond that of the previous section — no inner product and so no
notion of what it means for two vectors to be orthogonal. There is still much
that can be done, though. Here are the most basic concepts and properties
that you should understand:

i) A set of vectors {ejy, ey, ..., e,} is linearly dependent if there exist A\* €
F, not all zero, such that

)\161 + )\262 + -+ )\nen = 0. (Al)

ii) If it is not linearly dependent, a set of vectors {ey, es, ..., e,} is linearly
independent. For a linearly independent set, a relation

Me; +Ney+ -+ A", =0 (A.2)

can hold only if all the \* are zero.
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iii) A set of vectors {ej, ey, ..., e,} is said to span V if for any x € V there
are numbers z# such that x can be written (not necessarily uniquely)
as

x =z'e, + v%ey +--- +2"e,. (A.3)

A vector space is finite dimensional if a finite spanning set exists.

iv) A set of vectors {ej,es,...,e,} is a basis if it is a mazimal linearly
independent set (i.e. introducing any additional vector makes the set
linearly dependent). An alternative definition declares a basis to be a
minimal spanning set (i.e. deleting any of the e; destroys the spanning
property). Exercise: Show that these two definitions are equivalent.

v) If {e1,eq,...,e,} is a basis then any x € V' can be written

x = xle; + ey + ... 2", (A.4)

where the z#, the components of the vector with respect to this basis,
are unique in that two vectors coincide if and only if they have the
same components.

vi) Fundamental Theorem: If the sets {e1,e,,...,e,}and {f;, £, ... f,}
are both bases for the space V' then m = n. This invariant integer is
the dimension, dim (V'), of the space. For a proof (not difficult) see
a mathematics text such as Birkhoff and McLane’s Survey of Modern
Algebra, or Halmos’ Finite Dimensional Vector Spaces.

Suppose that {e;, e, ..., e,} and {e], €}, ..., e} are both bases, and that

e, = aje,. (A.5)

Since {eq, eq,...,€e,} is a basis, the €/, can also be uniquely expressed in terms
of the e,, and so the numbers a” constitute an invertible matrix. (Note that
we are, as usual, using the Einstein summation convention that repeated
indices are to be summed over.) The components 2 of x in the new basis
are then found by comparing the coefficients of e}, in

atel, = x = 1'e, = 1V (ale,) = (¢a}) €, (A.6)
to be #’# = aka¥, or equivalently, 2 = (a~'), 2’*. Note how the e, and the
x# transform in “opposite” directions. The components x# are therefore said
to transform contravariantly.
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A.2 Linear Maps

Let V and W be vector spaces having dimensions n and m respectively. A
linear map, or linear operator, A is a function A : V' — W with the property
that

A 4 py) = MNA(x) + pA(y). (A7)

A.2.1 DMatrices

The linear map A is an object that exists independently of any basis. Given
bases {e,} for V and {f,} for W, however, the map may be represented by
an m-by-n matriz. We obtain this matrix

1 1 1
a1 a 9 a p
2 2 2
a1 a~o a p
A: : : .. : ) (A8)
aty amy ... a™,

having entries a”,, by looking at the action of A on the basis elements:
Ale,) = f,a", . (A.9)

To make the right-hand-side of (A.9) look like a matrix product, where we
sum over adjacent indices, the array a”, has been written to the right of the
basis vector?. The map y = A(x) is therefore

y =y'f, = A(x) = A(a"e,) = 2" A(e,) = x“(fua”u) = (a”ux“)f,,, (A.10)
whence, comparing coefficients of f,,, we have

Y =a”,a". (A.11)

The action of the linear map on components is therefore given by the usual
matrix multiplication from the left: y = Ax, or more explicitly

1 1 1 1
Yy aq a o R 1’1
2 2 2 2 2
Yy a1 a~ 9 Ce a~p xT
= . 7 . |- (A.12)
ym a™ ay ... a™, "

2You have probably seen this “backward” action before in quantum mechanics. If we
use Dirac notation |n) for an orthonormal basis, and insert a complete set of states, |m){m/|,
then A|n) = |m){m|A|n). The matrix (m|A|n) representing the operator A operating on
a vector from the left thus automatically appears to the right of the basis vectors used to
expand the result.
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The identity map I : V — V is represented by the n-by-n matrix

100 ...0
010 ...0

I,=|0 0 1 0], (A.13)
000 ... 1

which has the same entries in any basis.

Exercise A.2: Let U, V, W be vector spaces, and A:V — W, B:U -V
linear maps which are represented by the matrices A with entries a*, and B
with entries b*,, respectively. Use the action of the maps on basis elements
to show that the map AB : U — W is represented by the matrix product AB
whose entries are a*,\b*,.

A.2.2 Range-nullspace theorem

Given a linear map A : V — W, we can define two important subspaces:
i) The
kernel or nullspace is defined by

KerA={xeV:Ax) =0} (A.14)

It is a subspace of V.
ii) The range or image space is defined by

ImA={yeW:y=Ax),xeV}. (A.15)

It is a subspace of the target space W.
The key result linking these spaces is the range-nullspace theorem which
states that

dim (Ker A) + dim (Im A) = dim V/

It is proved by taking a basis, n,,, for Ker A and extending it to a basis for the
whole of V' by appending (dim V' — dim (Ker A)) extra vectors, e,. It is easy
to see that the vectors A(e,) are linearly independent and span Im A C .
Note that this result is meaningless unless V' is finite dimensional.

The number dim (Im A) is the number of linearly independent columns
in the matrix, and is often called the (column) rank of the matrix.
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A.2.3 The dual space

Associated with the vector space V' is its dual space, V*, which is the set of
linear maps f : V — F. In other words the set of linear functions f( ) that
take in a vector and return a number. These functions are often also called
covectors. (Mathematicians place the prefix co- in front of the name of a
mathematical object to indicate a dual class of objects, consisting of the set
of structure-preserving maps of the original objects into the field over which
they are defined.)
Using linearity we have

fx) = flate,) = " fey) = 2" f. (A.16)

The set of numbers f, = f(e,) are the components of the covector f € V*.
If we change basis e, = alje], then

fo = fle)) = flabe,) = alf(el) = al f). (A.17)

Thus f, = al} f, and the f,, components transform in the same manner as the
basis. They are therefore said to transform covariantly.

Given a basis e, of V, we can define a dual basis for V* as the set of
covectors e** € V* such that

e'(e,) = 9. (A.18)
It should be clear that this is a basis for V*, and that f can be expanded
[ = f.e™. (A.19)

Although the spaces V' and V* have the same dimension, and are therefore
isomorphic, there is no natural map between them. The assignment e, — e**
is unnatural because it depends on the choice of basis.

One way of driving home the distinction between V' and V* is to consider
the space V' of fruit orders at a grocers. Assume that the grocer stocks only
apples, oranges and pears. The elements of V' are then vectors such as

x = 3kg apples + 4.5kg oranges + 2kg pears. (A.20)
Take V* to be the space of possible price lists, an example element being

f = (£3.00/kg) apples™ + (£2.00/kg) oranges™ + (£1.50/kg) pears™.
(A.21)
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The evaluation of f on x
f(x) =3 x £3.00+4.5 x £2.00 + 2 x £1.50 = £21.00, (A.22)

then returns the total cost of the order. You should have no difficulty in
distinguishing between a price list and box of fruit!

We may consider the original vector space V' to be the dual space of V*
since, given vectors in x € V and f € V* we naturally define x(f) to be
f(x). Thus (V*)* = V. Instead of giving one space priority as being the set
of linear functions on the other, we can treat V and V* on an equal footing.
We then speak of the pairing of x € V with f € V* to get a number in the
field. It is then common to use the notation (f,x) to mean either of f(x) or
x(f). Warning: despite the similarity of the notation, do not fall into the
trap of thinking of the pairing (f,x) as an inner product (see next section) of
f with x. The two objects being paired live in different spaces. In an inner
product, the vectors being multiplied live in the same space.

A.3 Inner-Product Spaces

Some vector spaces V' come equipped with an inner (or scalar) product.
This additional structure allows us to relate V' and V*.

A.3.1 Inner products

We will use the symbol (x,y) to denote an inner product. An inner (or
scalar) product is a conjugate-symmetric, sesquilinear, non-degenerate map
V x V — F. In this string of jargon, the phrase conjugate symmetric means
that

(x,y)=({y,x)", (A.23)

where the “x” denotes complex conjugation, and sesquilinear® means

(X, \y + pz) = ANx,y)+ p(x,z), (A.24)
(Ax+py,z) = N(x,z)+ p*y,z). (A.25)

The product is therefore linear in the second slot, but anti-linear in the
first. When our field is the real numbers R then the complex conjugation is

3Sesqui is a Latin prefix meaning “one-and-a-half”.
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redundant and the product will be symmetric

(x,y) = (y.x), (A.26)

and bilinear
Ay +pz) = Mx,y)) + pix, z), (A.27)
(Ax+ py,z) = MNx,z)+ py,z). (A.28)

The term non-degenerate means that (x,y) = 0 for all y implies that
x = 0. Many inner products satisfy the stronger condition of being positive
definite. This means that (x,x) > 0, unless x = 0, when (x,x) = 0. Positive
definiteness implies non-degeneracy, but not vice-versa.

Given a basis e,, we can form the pairwise products

<eﬂ7 eI/> = g;w- (A29)

If the array of numbers g, constituting the components of the metric tensor
turns out to be g,, = 0,,, then we say that the basis is orthonormal with
respect to the inner product. We will not assume orthonormality without
specifically saying so. The non-degeneracy of the inner product guarantees
the existence of a matrix g" which is the inverse of g,,, i.e. g9 = 9.

If we take our field to be the real numbers R then the additional structure
provided by a non-degenerate inner product allows us to identify V' with V*.
For any f € V* we can find a vector f € V such that

f(x) = (£,%). (A.30)
In components, we solve the equation

fu=guwl” (A.31)

for f¥. We find f* = g"*f,. Usually, we simply identify f with f, and hence
V with V*. We say that the covariant components f, are related to the
contravariant components f* by raising

" =9"1, (A.32)

or lowering
fu = guufuy (A33)
the indices using the metric tensor. Obviously, this identification depends

crucially on the inner product; a different inner product would, in general,
identify an f € V* with a completely different f € V.
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A.3.2 Euclidean vectors

Consider R" equipped with its Euclidean metric and associated “dot” inner
product. Given a vector x and a basis e, with g,, = e,-e,, we can define two
sets of components for the same vector. Firstly the coefficients x* appearing
in the basis expansion

x = al'e,,

and secondly the “components”
v
T, =X-€, = gur’,

of x along the basis vectors. The z, are obtained from the z# by the same
“lowering” operation as before, and so z# and x, are naturally referred to
as the contravariant and covariant components, respectively, of the vector x.
When the e, constitute an orthonormal basis, then g,, = J,, and the two
sets of components are numerically coincident.

A.3.3 Bra and ket vectors

When our vector space is over the field of the complex numbers, the anti-
linearity of the first slot of the inner product means we can no longer make a
simple identification of V' with V*. Instead there is an anti-linear correspo-
nence between the two spaces. The vector x € V' is mapped to (x, ) which,
since it returns a number when a vector is inserted into its vacant slot, is an
element of V*. This mapping is anti-linear because

AX A+ py = (Ax+py, ) =N, ) +py, ) (A.34)

This antilinear map is probably familiar to you from quantum mechanics,
where V is the space of Dirac’s “ket” vectors [¢)) and V* the space of
“bra” vectors (1p|. The symbol, here 1, in each of these objects is a label
distinguishing one state-vector from another. We often use the eigenvalues
of some complete set set of commuting operators. To each vector |¢)) we use
the (...)" map to assign it a dual vector

W) = ) = (Yl

having the same labels. The dagger map is defined to be antilinear

(Al) + ubx))' = X (@] + " (x], (A.35)
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and Dirac denoted the number resulting from the pairing of the covector (1|
with the vector |x) by the “bra-c-ket” symbol (¢)|x):

W) = (W] ]x)- (A.36)

We can regard the dagger map as either determining the inner-product on V'
via

Q0), DY = (197, 1)) = (@], [x) = @), (A.37)

or being determined by it as

T < (), ) = (. (A.38)

When we represent our vectors by their components with respect to an
orthonormal basis, the dagger map is the familiar operation of taking the
conjugate transpose,

T T
X xXr

S S B I O S (A.39)
T, T,

but this is not true in general. In a non-orthogonal basis the column vector
with components x# is mapped to the row vector with components () =
(") gup-

Much of Dirac notation tacitly assumes an orthonormal basis. For exam-
ple, in the expansion

[0) = In)(nl¥) (A.40)

the expansion coefficients (n|¢)) should be the contravariant components of
|1), but the (n|y) have been obtained from the inner product, and so are in
fact its covariant components. The expansion (A.40) is therefore valid only
when the |n) constitute an orthonormal basis. This will always be the case
when the labels on the states show them to be the eigenvectors of a complete
commuting set of observables, but sometimes, for example, we may use the
integer “n” to refer to an orbital centered on a particular atom in a crystal,
and then (n|m) # 0,,,. When using such a non-orthonormal basis it is safer
not to use Dirac notation.
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Conjugate operator

A linear map A : V — W automatically induces a map A* : W* — V*.
Given f € W* we can evaluate f(A(x)) for any x in V, and so f(A( )) is an
element of V* that we may denote by A*(f). Thus,

A*(f)(x) = f(Ax)). (A.41)

Functional analysts call A* the conjugate of A. The word “conjugate” and
the symbol A* is rather unfortunate as it has the potential for generating con-
fusion® — not least because the (...)* map is linear. No complex conjugation
is involved. Thus

(M 4+ uB)" = NA* 4+ uB™. (A.42)

Dirac deftly sidesteps this notational problem by writing (¢)|A for the
action of the conjugate of the operator A : V' — V on the bra vector ()| € V*.
After setting f — (¢| and x — |x), equation (A.41) therefore reads

((¢[A) Ix) = (@[ (Alx)) - (A.43)

This shows that it does not matter where we place the parentheses, so Dirac
simply drops them and uses one symbol (¢)|A|x) to represent both sides
of (A.43). Dirac notation thus avoids the non-complex-conjugating “x” by
suppressing the distinction between an operator and its conjugate. If, there-
fore, for some reason we need to make the distinction, we cannnot use Dirac
notation.

Exercise A.3: If A:V — V and B : V — V show that (AB)* = B*A*.

Exercise A.4: How does the reversal of the operator order in the previous
exercise manifest itself in Dirac notation?

A.3.4 Adjoint operator

The “conjugate” operator of the previous section does not require an inner
product for its definition, and is a map from V* to V*. When we do have an
inner product, however, we can use it to define a different operator “conju-
gate” to A that, like A itself, is a map from V to V. This new conjugate is

4The terms dual, transpose, or adjoint are sometimes used in place of “conjugate.”
Each of these words brings its own capacity for confusion.
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called the adjoint or the Hermitian conjugate of A. To construct it, we first
remind ourselves that for any linear map f : V — C, there is a vector f € V
such that f(x) = (f,x). (To find it we simply solve f, = (f*)*g,, for f*.)
We next observe that x — (y, Ax) is such a linear map, and so there is a z
such that (y, Ax) = (z,x). It should be clear that z depends linearly on y,
so we may define the adjoint linear map, AT, by setting Ay = z. This gives
us the identity

(v, Ax) = (Aly,x)

The correspondence A — Al is anti-linear

(M 4+ pB)t = XA + * BT (A.44)

The adjoint of A depends on the inner product being used to define it. Dif-
ferent inner products give different Af’s.
In the particular case that our chosen basis e, is orthonormal with respect
to the inner product, 7.e.
(€y,€,) = Omuv, (A.45)

then the Hermitian conjugate AT of the operator A is represented by the
Hermitian conjugate matrix AT which is obtained from the matrix A by
interchanging rows and columns and complex conjugating the entries.

Exercise A.5: Show that (AB)" = BT AT,

Exercise A.6: When the basis is not orthonormal, show that

(A1), = (gou A, g"")" . (A.46)

A.4 Sums and Differences of Vector Spaces

A.4.1 Direct sums

Suppose that U and V are vector spaces. We define their direct sum U @&V
to be the vector space of ordered pairs (u,v) with

Auyg, vy) + p(ug, vo) = (Aug + pug, Avy + uva). (A.47)

The set of vectors {(u,0)} C U@V forms a copy of U, and {(0,v)} C UV
a copy of V. Thus U and V may be regarded as subspaces of U @& V.
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If U and V are any pair of subspaces of W, we can form the space U +V
consisting of all elements of W that can be written as u+ v with u € U and
v € V. The decomposition x = u+ v of an element x € U + V into parts in
U and V will be unique (in that u; +v; = us + v, implies that u; = uy and
vi = vy) if and only if U NV = {0} where {0} is the subspace containing
only the zero vector. In this case U + V' can be identified with U & V.

If U is a subspace of W then we can seek a complementary space V such
that W = U @V, or, equivalently, W = U +V with U NV = {0}. Such
complementary spaces are not unique. Consider R3, for example, with U
being the vectors in the z,y plane. If e is any vector that does not lie in
this plane then the one-dimensional space spanned by e is a complementary
space for U.

A.4.2 Quotient spaces

We have seen that if U is a subspace of W there are many complementary
subspaces V' such that W = U ® V. We may however define a unique space
that we could write as W — U and call it the difference of the two spaces.
It is more common, however, to see this space written as W/U and referred
to as the quotient of W modulo U. This quotient space is the vector space
of equivalence classes of vectors, where we do not distinguish between two
vectors in W if their difference lies in U. In other words

x=y (modU) & x-yeU. (A.48)

The collection of elements in W that are equivalent to x (mod U) composes
a coset, written x 4+ U, a set whose elements are x + u where u is any vector
in U. These cosets are the elements of W/U.

If we have a positive-definite inner product we can also define a unique
orthogonal complement of U C W. We define U+ to be the set

Ut ={xecW:(x,y)=0, Vy ¢ U}. (A.49)

It is easy to see that this is a linear subspace and that U @ U+ = W. For
finite dimensional spaces

dim W/U = dim U+ = dim W — dim U

and (U+)* = U. For infinite dimensional spaces we only have (U1)+ D U.
(Be careful, however. If the inner product is not positive definite, U and U+
may have non-zero vectors in common.)
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Although they have the same dimensions, do not confuse W/U with U+,
and in particular do not use the phrase orthogonal complement without spec-
ifying an inner product.

A practical example of a quotient space occurs in digital imaging. A
colour camera reduces the infinite-dimensional space £ of coloured light inci-
dent on each pixel to three numbers, R, G and B, these obtained by pairing
the spectral intensity with the frequency response (an element of £*) of the
red, green and blue detectors at that point. The space of distingushable
colours is therefore only three dimensional. Many different incident spectra
will give the same output RGB signal, and are therefore equivalent as far
as the camera is concerned. In the colour industry these equivalent colours
are called metamers. Equivalent colours differ by spectral intensities that lie
in the space B of metameric black. There is no inner product here, so it is
meaningless to think of the space of distinguishable colours as being B+. It
is, however, precisely what we mean by £/B.

When we have a linear map A : U — V, the quotient space V/Im A is
often called the co-kernel of A.

A.4.3 Projection-operator decompositions

An operator P : V — V that obeys P? = P is called a projection operator.
It projects a vector x € V to Px € Im P along Ker P — in the sense of
casting a shadow onto Im P with the light coming from the direction Ker P.
In other words all vectors lying in Ker P are killed, whilst any vector already
in Im P is left alone by P. (If x € Im P then x = Py for some y € V', and
Px = P?y = Py = x.) The only vector common to both Ker P and Im P is
0, and so

V =KerP&ImP. (A.50)

Exercise A.7: Let P; be a projection operator. Show that P, = [ — P; is
also a projection operator and P; P, = 0. Show also that Im P, = Ker P; and
Ker P, =Im P;.

A.5 Inhomogeneous Linear Equations

Suppose we wish to solve the system of linear equations

ayr + apys + -+ ay, = b
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ao1y1 + agys + - -+ agyn = by

Am1Y1 + Am2Y2 + - - + Cnln = bm

or, in matrix notation,

Ay =D, (A.51)

where A is the n-by-m matrix with entries a;;. Faced with such a problem,
we should start by asking ourselves the questions:

i) Does a solution exist?

ii) If a solution does exist, is it unique?
These issues are best addressed by considering the matrix A as a linear
operator A : V — W, where V is n dimensional and W is m dimensional.
The natural language is then that of the range and nullspaces of A. There
is no solution to the equation Ay = b when Im A is not the whole of W
and b does not lie in Im A. Similarly, the solution will not be unique if
there are distinct vectors x;, Xs such that Ax; = Ax,. This means that
A(x; — x3) = 0, or (x; — x2) € Ker A. These situations are linked, as we
have seen, by the range null-space theorem:

dim (Ker A) + dim (Im A) = dim V. (A.52)

Thus, if m > n there are bound to be some vectors b for which no solution
exists. When m < n the solution cannot be unique.

A.5.1 Rank and index

Suppose V' =W (so m = n and the matrix is square) and we chose an inner
product, (x,y), on V. Then x € Ker A implies that, for all y

0= (y, Ax) = (Aly, x), (A.53)

or that x is perpendicular to the range of AT. Conversely, let x be perpen-
dicular to the range of A'; then

(x,Aly) =0, VyeV, (A.54)

which means that
(Ax,y) =0, VyeV, (A.55)
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and, by the non-degeneracy of the inner product, this means that Ax = 0.
The net result is that

Ker A = (Im A")*. (A.56)
Similarly
Ker AT = (Im A)*. (A.57)
Now
dim (Ker A) +dim (Im A) = dimV,
dim (Ker A") + dim (Im A") = dimV, (A.58)
but

dim (Ker A) = dim (Im A")*
= dimV — dim (Im A")
= dim (Ker A").
Thus, for finite-dimensional square matrices, we have

dim (Ker A) = dim (Ker A')

In particular, the row and column rank of a square matrix coincide.
Example: Consider the matrix

A —

DN = =
W == N
B = o

Clearly, the number of linearly independent rows is two, since the third row
is the sum of the other two. The number of linearly independent columns is
also two — although less obviously so — because

1 2 3
-1 |+2[1)|=|1
2 3 4

Warning: The equality dim (Ker A) = dim (Ker AT), need not hold in infi-
nite dimensional spaces. Consider the space with basis e, es, e, ... indexed
by the positive integers. Define Ae; = ey, Aey; = e3, and so on. This op-
erator has dim (Ker A) = 0. The adjoint with respect to the natural inner
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product has Afe; = 0, Afe; = e, ATe; = e;. Thus Ker AT = {e;}, and
dim (Ker AT) = 1. The difference dim (Ker A) — dim (Ker AT) is called the in-
dex of the operator. The index of an operator is often related to topological
properties of the space on which it acts, and in this way appears in physics
as the origin of anomalies in quantum field theory.

A.5.2 Fredholm alternative

The results of the previous section can be summarized as saying that the
Fredholm Alternative holds for finite square matrices. The Fredholm Alter-
native is the set of statements
I. Either
i) Ax = b has a unique solution,
or
ii) Ax = 0 has a solution.
II. If Ax = 0 has n linearly independent solutions, then so does A'x = 0.
III. If alternative ii) holds, then Ax = b has no solution unless b is orthog-
onal to all solutions of Afx = 0.
It should be obvious that this is a recasting of the statements that

dim (Ker A) = dim (Ker A'),

and
(Ker AN =Im A. (A.59)

Notice that finite-dimensionality is essential here. Neither of these statement
is guaranteed to be true in infinite dimensional spaces.

A.6 Determinants

A.6.1 Skew-symmetric n-linear Forms

You will be familiar with the elementary definition of the determinant of an
n-by-n matrix A having entries a;;:

a1 a12 e A1p

Qo1 Q22 ... Q2pn | def
det A = . . . . = eiliz___inalilagh N am-n. (A60)

(075} an2 e Ay,
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Here, €;,4,. ., is the Levi-Civita symbol, which is skew-symmetric in all its
indices and €12, = 1. From this definition we see that the determinant
changes sign if any pair of its rows are interchanged, and that it is linear in
each row. In other words

Aayy + pbir Aaig +pbiz .o Aay, + pbiy
Co1 Co2 . Con,
Cn1 Cn2 . Cnn
ay;; a2 ... Qip bll blg Ce bln
Co1 Co2 ... Cop Co1 C9o9 ... Cop
=A| . . R I VA . .
Chl1 Cpn2 ... Cpn Chl1 Cpn2 ... Cpn

If we consider each row as being the components of a vector in an n-dimensional
vector space V', we may regard the determinant as being a skew-symmetric
n-linear form, i.e. a map

n factors
——N—
w:VxVx...VoF (A.61)

which is linear in each slot,
w(Aa+ pb,cy,...,c,) = Aw(a,cqy...,c,) +pw(b,ca, ... c,), (A.62)
and changes sign when any two arguments are interchanged,
Wl a,..a,..) =—w(..,a;,...,4,...). (A.63)

We will denote the space of skew-symmetric n-linear forms on V' by the
symbol A"(V*). Let w be an arbitrary skew-symmetric n-linear form in
N"(V*), and let {e1,eq,...,€e,} be a basis for V. If a; = a;;e; (i =1,...,n)
is a collection of n vectors®, we compute

w(al,aQ,...,an) = alila%...amnw(eil,eiz,...,ein)

= A13;024y - - - amneim...%w(el, €o, ..., en). (A64)

5The index j on a;; should really be a superscript since a;; is the j-th contravariant
component of the vector a;. We are writing it as a subscript only for compatibility with
other equations in this section.
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In the first line we have exploited the linearity of w in each slot, and in going
from the first to the second line we have used skew-symmetry to rearrange
the basis vectors in their canonical order. We deduce that all skew-symmetric
n-forms are proportional to the determinant

a1 192 ... Qp
21 929 ... Qop
w(ap, ag,...,a,) x : A S
Ap1 Ap2 ... Qpp
and that the proportionality factor is the number w(eq, ez, ...,e,). When

the number of its slots is equal to the dimension of the vector space, there is
therefore essentially only one skew-symmetric multilinear form and A"(V*)
is a one-dimensional vector space.

Now we use the notion of skew-symmetric n-linear forms to give a pow-
erful definition of the determinant of an endomorphism, i.e. a linear map
A:V — V. Let w be a non-zero skew-symmetric n-linear form. The object

wa(X1,Xa, ..., X,) = w(Axq, AXg, ..., AX,,). (A.65)

is also a skew-symmetric n-linear form. Since there is only one such object
up to multiplicative constants, we must have

w(Axy, AXg, ..., AX,) X W(X1, X2, ..., Xp). (A.66)
We define “det A” to be the constant of proportionality. Thus
w(Axy, Axg, ..., Ax,) = det (A)w(x1, X2, ..., Xp). (A.67)

By writing this out in a basis where the linear map A is represented by the
matrix A, we easily see that

det A = det A. (A.68)

The new definition is therefore compatible with the old one. The advantage
of this more sophisticated definition is that it makes no appeal to a basis, and
so shows that the determinant of an endomorphism is a basis-independent
concept. A byproduct is an easy proof that det (AB) = det (A)det (B), a



388 APPENDIX A. LINEAR ALGEBRA REVIEW

result that is not so easy to establish with the elementary definition. We
write

det (AB)w(x1,Xs,...,X,) = w(ABx;,ABxy,...,ABX,)
w(A(Bxy), A(Bxa), ..., A(Bx,))
det (A)w(Bx1, Bxs, ..., Bx,)

= det (A)det (B)w(x1, X, .-, Xp)-

(A.69)
Cancelling the common factor of w(xy,Xs,...,x,) completes the proof.

Exercise A.8: Let w be a skew-symmetric n-linear form on an n-dimensional
vector space. Assuming that w does not vanish identically, show that a set of
n vectors xi,Xs,..., Xy is linearly independent, and hence forms a basis, if,
and only if, w(xy,X2,...,%,) # 0.

()

be a partitioned matrix where a is m-by-m and d n-by-n. By making a
Gaussian decomposition

A — Im X A1 0 Im 0
~—\o I, 0 A, y IL.)’

show that, for invertible d, we have Schur’s determinant formula®

Exercise A.9: Let

det A = det(d) det(a — bdc).

A.6.2 The adjugate matrix

Given a square matrix

a1 a19 P Q1
91 929 P Qo

A= T 7 ) (A.70)
Ap1  Ap2 oo Qpp

1. Schur, J. fiir reine und angewandte Math., 147 (1917) 205-232.
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and an element a;;, we define the corresponding minor M;; to be the deter-
minant of the (n — 1)-by-(n — 1) matrix constructed by deleting from A the
row and column containing a;;. The number

is then called the co-factor of the element a;;. (It is traditional to use up-
percase letters to denote co-factors.) The basic result involving co-factors is
that

> a;Av; = bipdet A. (A.72)

J

When i = 4, this is known as the Laplace development of the determinant
about row 7. We get zero when i # i’ because we are effectively developing
a determinant with two equal rows. We now define the adjugate matriz’,
Adj A, to be the transposed matrix of the co-factors:

(AdjA);; = A (A.73)
In terms of this we have
A(AdjA) = (det AL (A.74)
In other words ]
= mAdj A. (A.75)

Each entry in the adjugate matrix is a polynomial of degree n — 1 in the
entries of the original matrix. Thus, no division is required to form it, and
the adjugate matrix exists even if the inverse matrix does not.

Cayley’s theorem

You will know that the possible eigenvalues of the n-by-n matrix A are given
by the roots of its characteristic equation

0=det (A — )= (-1)"(\"—tr (A)A" " +---+ (=1)"det (A)), (A.76)

and have probably met with Cayley’s theorem that asserts that every matrix
obeys its own characteristic equation.

A" —tr (A)A™ ' + -+ (—1)"det (A)I = 0. (A.77)

"Some authors rather confusingly call this the adjoint matriz.
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The proof of Cayley’s theorem involves the adjugate matrix. We write

det (A — AT) = (=1)" (A" + A"+ - 4 ) (A.78)

and observe that
det (A — AT = (A — AI)Adj (A — \I). (A.79)

Now Adj (A — AI) is a matrix-valued polynomial in A of degree n — 1, and it
can be written

Adj(A = M) = C A" ' +C A" 2 4 -+ C,y, (A.80)
for some matrix coefficients C;. On multiplying out the equation

(D" (A" + a4+ I = (A= AD(CA" '+ CA" 2+ 4+ C,q)

(A.81)
and comparing like powers of A\, we find the relations
(-1)”1 — —C(],
(—1)”0&11 = —Cl + AC(),
(-1)“0&21 = —Cg + ACl,
(_1>nan—11 = _Cn—l + ACn—27
(=), I = AC,_;.

Multiply the first equation on the left by A" the second by A"~!, and so
on down the last equation which we multiply by A° = I. Now add. We find
that the sum telescopes to give Cayley’s theorem,

A"+ A" 4o 4,1 =0,

as advertised.

A.6.3 Differentiating determinants

Suppose that the elements of A depend on some parameter x. From the
elementary definition

det A = eiliz___inalilc@h e am-n,
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we find

dx o
(A.82)
In other words,
/ / /!
ay Qi - Ay ain a2 ... Qip an  Qi2
d 21 Q2 ... Q2p Ay Ay ... A, G21 Q22
—det A = : R i RS :
dx
/ /
Gp1 Ap2 ... Qnpp an1 Ap2 ... Qpp Apy Qpa
The same result can also be written more compactly as
d da;;
—det A = E —L Aij7 (A83)
dx — dx
ij

where A;; is cofactor of a;;. Using the connection between the adjugate
matrix and the inverse, this is equivalent to

1 d dA |,
o d dA
_ — _ -1
o In(det A) = tr { o A } . (A.85)
A special case of this formula is the result
In(det A) = (A‘l)ji . (A.86)

8aij

A.7 Diagonalization and Canonical Forms

An essential part of the linear algebra tool-kit is the set of techniques for the
reduction of a matrix to its simplest, canonical form. This is often a diagonal
matrix.

A.7.1 Diagonalizing linear maps

A common task is the diagonalization of a matrix A representing a linear
map A. Let us recall some standard material relating to this:

/ /
—det A = €itig...in (a1i1a2i2 c oo Qpgy, + alila% o Qg + -4 14, A2y - . . A ) .

A1n
A2p,
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i) If Ax = Ax for a non-zero vector x, then x is said to be an eigenvector
of A with eigenvalue .
ii) A linear operator A on a finite-dimensional vector space is said to be
self-adjoint, or Hermitian, with respect to the inner product ( , ) if
A = AT, or equivalently if (x, Ay) = (Ax,y) for all x and y.
iii) If A is Hermitian with respect to a positive definite inner product ( , )
then all the eigenvalues A are real. To see that this is so, we write

A(x,x) = (x, A\x) = (%, Ax) = (A%, x) = (Ax,x) = \"(x,%x). (A.87)

Because the inner product is positive definite and x is not zero, the
factor (x,x) cannot be zero. We conclude that A = \*.

iii) If A is Hermitian and A; and \; are two distinct eigenvalues with eigen-
vectors x; and x;, respectively, then (x;,x;) = 0. To prove this, we
write

But A; = \;, and so (A, — Aj)(x;,x;) = 0. Since, by assumption,
(A — A;) # 0 we must have (x;,x;) = 0.

iv) An operator A is said to be diagonalizable if we can find a basis for V/
that consists of eigenvectors of A. In this basis, A is represented by the
matrix A = diag (A1, Ag, ..., A,), where the \; are the eigenvalues.

Not all linear operators can be diagonalized. The key element determining
the diagonalizability of a matrix is the minimal polynomial equation obeyed
by the matrix representing the operator. As mentioned in the previous sec-
tion, the possible eigenvalues an n-by-n matrix A are given by the roots of
the characteristic equation

0=det (A —AI) = (—1)" (A" = tr (A)N""" 4 -+ 4 (=1)"det (A)).

This is because a non-trivial solution to the equation
Ax = \x (A.89)

requires the matrix A —AI to have a non-trivial nullspace, and so det (A — AI)
must vanish. Cayley’s Theorem, which we proved in the previous section,
asserts that every matrix obeys its own characteristic equation:

A" —tr (A)A™ ' + -+ (—1)"det (A)I = 0.
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The matrix A may, however, satisfy an equation of lower degree. For exam-
ple, the characteristic equation of the matrix

A:(% ﬁ) (A.90)

is (A — A\;)?. Cayley therefore asserts that (A — A\ I)?> = 0. This is clearly
true, but A also satisfies the equation of first degree (A — \I) = 0.

The equation of lowest degree satisfied by A is said to be the minimal
polynomial equation. It is unique up to an overall numerical factor: if two
distinct minimal equations of degree n were to exist, and if we normalize
them so that the coefficients of A™ coincide, then their difference, if non-
zero, would be an equation of degree < (n — 1) obeyed by A — and a
contradiction to the minimal equation having degree n.

If

P(A) = (A = M (A — XD (A — A\, I)% =0 (A.91)

is the minimal equation then each root \; is an eigenvalue of A. To prove
this, we select one factor of (A — \;I) and write

P(A) = (A= ADQ(A), (A.92)

where Q(A) contains all the remaining factors in P(A). We now observe
that there must be some vector y such that x = Q(A)y is not zero. If there
were no such y then Q(A) = 0 would be an equation of lower degree obeyed
by A in contradiction to the assumed minimality of P(A). Since

0=PA)y=(A-\Dx (A.93)

we see that x is an eigenvector of A with eignvalue \;.

Because all possible eigenvalues appear as roots of the characteristic equa-
tion, the minimal equation must have the same roots as the characteristic
equation, but with equal or lower multiplicities «;.

In the special case that A is self-adjoint, or Hermitian, with respect to a
positive definite inner product ( , ) the minimal equation has no repeated
roots. Suppose that this were not so, and that A has minimal equation
(A — MXI)2R(A) = 0 where R(A) is a polynomial in A. Then, for all vectors

x we have

0= (Rx, (A — M)?Rx) = ((A — \I)Rx, (A — \I)Rx). (A.94)
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Now the vanishing of the rightmost expression shows that (A—A)R(A)x =0
for all x. In other words

(A — AI)R(A) = 0. (A.95)

The equation with the repeated factor was not minimal therefore, and we
have a contradiction.

If the equation of lowest degree satisfied by the matrix has no repeated
roots, the matrix is diagonalizable; if there are repeated roots, it is not. The
last statement should be obvious, because a diagonalized matrix satisfies an
equation with no repeated roots, and this equation will hold in all bases,
including the original one. The first statement, in combination with with
the observation that the minimal equation for a Hermitian matrix has no
repeated roots, shows that a Hermitian (with respect to a positive definite
inner product) matrix can be diagonalized.

To establish the first statement, suppose that A obeys the equation

0=PA)=(A- MDA - XI)---(A-=\T), (A.96)
where the ); are all distinct. Then, setting x — A in the identity®
(x—=X)(x—A3) - (z — \p) N (x—=X)(x—=A3) - (z—\p)
Cr =220 =) (= A G = )0 = ) (ha — A)
(@ =A@ —Ag) - (& — Ay
(>\n — )\1)()\n — )\2) te ()\n — >\n—1>’

where in each term one of the factors of the polynomial is omitted in both
numerator and denominator, we may write

I=P,+Py+---+P,, (A.98)

1

_l_

(A.97)

where

A — DA —=XI) - (A= )\0)
n = X)) O~ A) |
etc. Clearly P;P; = 0 if i # j, because the product contains the minimal
equation as a factor. Multiplying (A.98) by P; therefore gives P? = P;,
showing that the P; are projection operators. Further (A — \;,I)(P;) =0, so

(A= \I)(Px) =0 (A.100)

8The identity may be verified by observing that the difference of the left and right hand
sides is a polynomial of degree n — 1, which, by inspection, vanishes at the n points z = \;.
But a polynomial which has more zeros than its degree, must be identically zero.

p, — (A.99)
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for any vector x, and we see that P;x, if not zero, is an eigenvector with
eigenvalue )\;. Thus P; projects onto the i-th eigenspace. Any vector can
therefore be decomposed

x = Pix+Pyx+---+P,x
= X1+ Xo+ -+ Xy, (A101>

where x;, if not zero, is an eigenvector with eigenvalue \;. Since any x can
be written as a sum of eigenvectors, the eigenvectors span the space.

Jordan decomposition

If the minimal polynomial has repeated roots, the matrix can still be re-
duced to the Jordan canonical form, which is diagonal except for some 1’s
immediately above the diagonal.

For example, suppose the characteristic equation for a 6-by-6 matrix A
is

0= det (A — AI) = (A — A3 (g — M), (A.102)

but the minimal equation is
0=\ — N3N — N2 (A.103)

Then the Jordan form of A might be

A1 0 0 0 0
0 A 1 0 0 0
e O 0 XA 0 0 0
TOAT=| 00 1 o (A.104)
00 0 0 XA 0
00 0 0 0 X

One may easily see that (A.103) is the minimal equation for this matrix. The
minimal equation alone does not uniquely specify the pattern of \;’s and 1’s
in the Jordan form, though.

It is rather tedious, but quite straightforward, to show that any linear
map can be reduced to a Jordan form. The proof is sketched in the following
exercises:
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Exercise A.10: Suppose that the linear operator T is represented by an N x N
matrix, where N > 1. T obeys the equation

(T — AI)P =0,

with p = N, but does not obey this equation for any p < N. Here A is a
number and [ is the identity operator.

i) Show that if 7" has an eigenvector, the corresponding eigenvalue must be
A. Deduce that T cannot be diagonalized.
ii) Show that there exists a vector ej such that (7' — A)Ne; = 0, but no
lesser power of (T'— AI) kills e;.
iii) Define ey = (T — M)ey, e3 = (T — A\I)?ey, etc. up to ey. Show that the

vectors eq,...,ey are linearly independent.
iv) Use eq,...,en as a basis for your vector space. Taking
0 0 1
: : 0
€ = 0 , €2 = 1 ) , ©enN = . )
1 0 0

write out the matrix representing 7" in the e; basis.

Exercise A.11:

Let T': V — V be a linear map and suppose that the minimal polynomial
equation satisfied by T is

Q(T) = (T — MI)"™ (T — \oI)™ ... (T — A\ I)™ = 0.

Let V), denote the space of generalized eigenvectors for the eigenvalue A;. This
is the set of x such that (7" — \;I)"x = 0. You will show that

V=

i) Consider the set of polynomials Qy, ;(t) = (t — \i)~ " 7+)Q(t) where
j = 1,...,r;. Show that this set of N = ) .r; polynomials forms a
basis for the vector space Fy_1(t) of polynomials in ¢ of degree no more
than N — 1. (Since the number of @), ; is IV, and this is equal to the
dimension of Fy_;(t), the claim will be established if you can show that
the polynomials are linearly independent. This is easy to do: suppose
that

D Qt) = 0.

A 7j
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Set t = \; and deduce that a),; = 0. Knowing this, differentiate with
respect to t and again set t = A\; and deduce that a), 2 = 0, and so on. )

ii) Since the @, ; form a basis, and since 1 € Fy_1, argue that we can find
Bx;,; such that

1= B ;@ni().

>\’L'7j
Now define .
P = Zﬂ)\i,jQ)\i,j(T),
j=1
and so

I=>"P, (¥
A

Use the minimal polynomial equation to deduce that P;P; = 0 if ¢ # j.
Multiplication of x by FP; then shows that P; P; = 0;; P;. Deduce from this
that x is a decomposition of the identity into a sum of mutually orthog-
onal projection operators P; that project onto the spaces V),. Conclude
that any x can be expanded as x = ), x; with x; = Px € V),.

iii) Show that the decomposition also implies that V), NVy, = {0} if i #
J. (Hint: a vector in V), is called by all projectors with the possible
exception of P; and a vector in V), will be killed by all the projectors
with the possible exception of P;. )

iv) Put these results together to deduce that V' is a direct sum of the V),.

v) Combine the result of part iv) with the ideas behind exercise A.10 to
complete the proof of the Jordan decomposition theorem.

A.7.2 Diagonalizing quadratic forms

Do not confuse the notion of diagonalizing the matrix representing a linear
map A : V. — V with that of diagonalizing the matrix representing a
quadratic form. A (real) quadratic form is a map @ : V — R, which is
obtained from a symmetric bilinear form B : V x V' — R by setting the two
arguments, x and y, in B(x,y) equal:

Q(x) = B(x,x). (A.105)

No information is lost by this specialization. We can recover the non-diagonal
(x # y) values of B from the diagonal values, Q(x), by using the polarization
trick

Blx.y) = 5[Q0x +) ~ Q(x) ~ Q(y)] (A.100)
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An example of a real quadratic form is the kinetic energy term

T(x) = %mijmﬂ' = %)‘(TMX (A.107)
in a “small vibrations” Lagrangian. Here, M, with entries m,;, is the mass
matrix.

Whilst one can diagonalize such forms by the tedious procedure of finding
the eigenvalues and eigenvectors of the associated matrix, it is simpler to use
Lagrange’s method, which is based on repeatedly completing squares.

Consider, for example, the quadratic form

1 1 -2 T
Q=2 —y*— 22+ 2y —4daz+6yz=(z,9, 2) 1 -1 3 y |-
-2 3 -1 z
(A.108)
We complete the square involving x:

Q= (z+y—22)?%— 2y + 10yz — 527, (A.109)

where the terms outside the squared group no longer involve x. We now
complete the square in y:

Q=(r4+y—22)%—(V2y— %2)2 + 12—522, (A.110)

so that the remaining term no longer contains y. Thus, on setting

é- = I’+y—22,
_ oy 2
n Y NG

¢ = /2=

<,

we have

(A.111)
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If there are no 22, 2, or 22 terms to get us started, then we can proceed by
using (x +y)? and (z — y)?. For example, consider

Q = 2xy+2yz+ 22y,

— %(I+y)2—%(x—y)2+2x2+2yz
= Sty 2ty - (o)
= Sty 2 -y 42
_ 2o
where

£ = %(x—i—y—l—Qz),

n = %@—y),

¢ = V2z.

A judicious combination of these two tactics will reduce the matrix represent-
ing any real quadratic form to a matrix with +1’s and 0’s on the diagonal,
and zeros elsewhere. As the egregiously asymmetric treatment of z, y, z
in the last example indicates, this can be done in many ways, but Cayley’s
Law of Inertia asserts that the number of +1’s, —1’s and 0’s will always be
the same. Naturally, if we allow complex numbers in the redefinitions of the
variables, we can always reduce the form to one with only +1’s and 0’s.

The essential difference between diagonalizing linear maps and diagonal-
izing quadratic forms is that in the former case we seek matrices A such that
A~'MA is diagonal, whereas in the latter case we seek matrices A such that
ATMA is diagonal. Here, the superscript 7' denotes transposition.

Exercise A.12: Show that the matrix
a b
(3 )
representing the quadratic form

Q(z,y) = az® + 2bxy + cy?
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may be reduced to

o) G ) (o0):

2

depending on whether the discriminant, ac — b=, is respectively greater than

zero, less than zero, or equal to zero.

Warning: You might be tempted to refer to the discriminant ac —b? as being
the determinant of Q. It is indeed the determinant of the matrix Q, but there
is no such thing as the “determinant” of the quadratic form itself. You may
compute the determinant of the matrix representing () in some basis, but if
you change basis and repeat the calculation you will get a different answer.
For real quadratic forms, however, the sign of the determinant stays the same,
and this is all that the discriminant cares about.

A.7.3 Block-diagonalizing symplectic forms

A skew-symmetric bilinear form w : V' x V' — R is often called a symplectic
form. Such forms play an important role in Hamiltonian dynamics and in
optics. Let {e;} be a basis for V| and set

If x = 2%e; and y = y'e;, we therefore have
w(x,y) = w(e, e;)r'y’ = wyx'y. (A.113)

The numbers w;; can be thought of as the entries in a real skew-symmetric
matrix €, in terms of which w(x,y) = xTQy. We cannot exactly “diagonal-
ize” such a skew-symmetric matrix because a matrix with non-zero entries
only on its principal diagonal is necessarily symmetric. We can do the next
best thing, however, and reduce €2 to block diagonal form with simple 2-by-2
skew matrices along the diagonal.

We begin by expanding w as

1 . .
W = iwije”/\, e" (A114)

where the wedge (or exterior) product € A e* of a pair of basis vectors in
V* denotes the particular skew-symmetric bilinear form

e’ Ne'(e,, ep) = 5&62 — 6467, (A.115)
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Again, if x = z'e; and y = y’e;, we have

e NeY(x,y) = e /\’ e (2%, yﬁeﬁ)
(05,05 — 5;53):50‘;;%3
= 'y —y'a. (A.116)
Consequently
w(x,y) = 5%‘;‘(35 v —y'at) = wyr'y’, (A.117)

as before. We extend the definition of the wedge product to other elements
of V* by requiring “A” to be associative and distributive, taking note that

e NeV = —e Ne”, (A.118)

and so 0 = e*! Ae*! = e*? A e, ete.
We next show that there exists a basis {f*'} of V* such that

w=FTAF2 LSNP o D A (A.119)

Here, the integer p < n is the rank of w. It is necessarily an even number.
The new basis is constructed by a skew-analogue of Lagrange’s method
of completing the square. If

1 . .
W = iwije’” A e (A120>

is not identically zero, we can, after re-ordering the basis if neceessary, assume
that w12 % 0. Then

1
w = (e*l — —(nge*g + -4 ane*")) /\(wlge*2+w13e*3+- s wlne*")+w{3}

W12
(A.121)
where w3 € A*(V*) does not contain e*! or e*2. We set
1
f*l = e*l — —(wgge*?’ + -+ wgne*") (A122)
W12
and
f*2 = W128*2 —+ W136*3 + - wlne*". (A123>
Thus,

w=Ff1TAF? 4B (A.124)
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If the remainder w® is identically zero, we are done. Otherwise, we apply
the same same process to w®} so as to construct £*3, £** and w!®}; we continue
in this manner until we find a remainder, w{?*1} that vanishes.

Let {f;} be the basis for V' dual to the basis {f*'}. Then w(fi,f,) =
—w(fy, f1) = w(fs, ;) = —w(fy, f3) = 1, and so on, all other values being zero.
This shows that if we define the coefficients a’; by expressing f* = a';e*,
and hence e; = f;a’;, then the matrix € has been expressed as

Q=ATQA, (A.125)

where A is the matrix with entries a’;, and 2 is the matrix
, (A.126)

which contains p/2 diagonal blocks of

0 1
(o). i
and all other entries are zero.

Example: Consider the skew bilinear form

0 1 3 0 Y
wx,y) =x'Qy = (2,22, 2%, 2) :il)) _? (1) (5) z; (A.128)
0 =5 0 O yt
This corresponds to
w=e""ne? +3e ne® + e Ae +5e Aet (A.129)

Following our algorithm, we write w as

w= (e —e* —5e") A (e + 3e*) — 15e* A e (A.130)
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If we now set

f*l — 6*1—8*3—56*4,
f*2 — e*2+38*3,
% = —15e*,
4 = e (A.131)
we have
w =T A2 43P (A.132)
We have correspondingly expressed the matrix €2 as
0 1 3 0 10 0 0 0 1 1 0 -1
—1 01 5] 01 0 O -1 0 0 1 3
-3 -1 0 0 | -1 3 =15 0 0 1 0 0 —15
0 =5 0 0 -5 0 0 1 -1 0 0 0 0
(A.133)

Exercise A.13: Let © be a skew symmetric 2n-by-2n matrix with entries
wij = —wji. Define the Pfaffian of Q by

1
PIQ = onpl E €iria..inn WiriaWigiy - -+ Winy _1iop -

Show that Pf (M? QM) = det (M) Pf (Q). By reducing €2 to a suitable canon-
ical form, show that (Pf€2)? = det Q.

Exercise A.14: Let w(x,y) be a non-degenerate skew symmetric bilinear form
on R?", and x1,...Xa, a set of vectors. Prove Weyl’s identity

1
Pf () det ‘x17 s X27L‘ = onp) Z 6i17---7i2nw(xi1 1 Xig) W (XKig, 1 Xigy, )-

Here det |x1,...X2,| is the determinant of the matrix whose rows are the x;
and € is the matrix corresponding to the form w.

Now let M : R?™ — R?" be a linear map. Show that
Pf (Q2) (det M) det |x1, ... X2y
1
onp! Z €ir,ion W(MXiy, MXjy ) - (M Xy, MXi,, ),

Deduce that if w(Mx, My) = w(x,y) for all vectors x,y, then det M = 1.
The set of such matrices M that preserve w compose the symplectic group
Sp(2n, R)

= o O Ot
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Appendix B

Fourier Series and Integrals.

Fourier series and Fourier integral representations are the most important
examples of the expansion of a function in terms of a complete orthonormal
set. The material in this appendix reviews features peculiar to these special
cases, and is intended to complement the the general discussion of orthogonal
series in chapter 2.

B.1 Fourier Series

A function defined on a finite interval may be expanded as a Fourier series.

B.1.1 Finite Fourier series

Suppose we have measured f(z) in the interval [0, L], but only at the discrete
set of points x = na, where a is the sampling interval and n =0,1,..., N —1,
with Na = L . We can then represent our data f(na) by a finite Fourier
series. This representation is based on the geometric sum

N-1 2mi(n—n')a _ 1
§ tkm(n'—n)a __ €
_Oe o e2mi(n’—n)a/N _ 1’ (Bl)

where k,, = 2mm/Na. For integer n, and n’, the expression on the right
hand side of (B.1) is zero unless n’ — n' is an integer multiple of N, when
it becomes indeterminate. In this case, however, each term on the left hand
side is equal to unity, and so their sum is equal to N. If we restrict n and n’

405
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to lie between 0 and N — 1, we have

N-1
Z eikm(n’_n)a — Nén’n . (BQ)
m=0
Inserting (B.2) into the formula
N-1
f(na) = Z f(n'a) 5n’na (B?))
n’/=0
shows that
N-1 | N1
—ikmna _ ikmna
na) = apme” " where a,, = — na)e’" mne, B.4
) =3 N 2 fina) (B.4)

This is the finite Fourier representation.

When f(na) is real, it is convenient to make the k,, sum symmetric about
k= 0 by taking N = 2M + 1 and setting the summation limits to be M.
The finite geometric sum then becomes

M .
imp _ SIN(2M +1)0/2
Z © = sin /2 ' (B:5)

m=—M

We set 6§ = 27(n’ — n)/N and use the same tactics as before to deduce that

M
f(na) = Z QA € R (B.6)
m=—M

where again k,, = 2rm/L, with L = Na, and

1 2M
_ ikmna
an =5 ; f(na) etmne, (B.7)

In this form it is manifest that f being real both implies and is implied by
A_py = Q.

These finite Fourier expansions are algebraic identities. No limits have
to be taken, and so no restrictions need be placed on f(na) for them to be
valid. They are all that is needed for processing experimental data.

Although the initial f(na) was defined only for the finite range 0 < n <
N — 1, the Fourier sum (B.4) or (B.7) is defined for any n, and so extends f
to a periodic function of n with period N.
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B.1.2 Continuum limit

Now we wish to derive a Fourier representation for functions defined every-
where on the interval [0, L], rather just at the sampling points. The natural
way to proceed is to build on the results from the previous section by re-
placing the interval [0, L] with a discrete lattice of N = 2M + 1 points at
xr = na, where a is a small lattice spacing which we ultimately take to zero.
For any non-zero a the continuum function f(x) is thus replaced by the finite
set of numbers f(na). If we stand back and blur our vision so that we can no
longer perceive the individual lattice points, a plot of this discrete function
will look little different from the original continuum f(x). In other words,
provided that f is slowly varying on the scale of the lattice spacing, f(an)
can be regarded as a smooth function of z = an.
The basic “integration rule” for such smooth functions is that

a;f(an) —>/f(cm)adn—>/f(x) dz | (B.8)

as a becomes small. A sum involving a Kronecker § will become an integral
containing a Dirac d-function:

03 F0a) 3 b = flma) — [ f@)Sle = p)de = fl). (BI)

We can therefore think of the ¢ function as arising from
6nn’

— 6(x — ). (B.10)

In particular, the divergent quantity 6(0) (in x space) is obtained by setting
n = n’, and can therefore be understood to be the reciprocal of the lattice
spacing, or, equivalently, the number of lattice points per unit volume.

Now we take the formal continuum limit of (B.7) by letting a — 0 and
N — oo while keeping their product Na = L fixed. The finite Fourier
representation

2mim

M
f(na) = Z ame” Na ¢ (B.11)
m=—M

now becomes an infinite series

fa)= 3 oot B.12)

m=—0Q
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whereas

Tim 1 L i
on =37 2 S — £ [ gyt (B.13)

The series (B.12) is the Fourier expansion for a function on a finite interval.
The sum is equal to f(z) in the interval [0, L]. Outside, it produces L-periodic
translates of the original f.

This Fourier expansion (B.12,B.13) is same series that we would obtain
by using the L?[0, L] orthonormality

1 /L g?mima/L g=2minz/L gg. — 5 (B.14)
L Jo

and using the methods of chapter two. The arguments adduced there, how-
ever, guarantee convergence only in the L? sense. While our present “contin-
uum limit” derivation is only heuristic, it does suggest that for reasonably-
behaved functions f the Fourier series (B.12) converges pointwise to f(z). It
is relatively easy to show that any continuous function is sufficiently “well-
behaved” for pointwise convergence. Furthermore, if the function f is smooth
then the convergence is uniform. This is useful to know, but we often desire
a Fourier representation for a function with discontinuities. A stronger result
is that if f is piecewise continuous in [0, L], i.e., continuous with the excep-
tion of a finite number of discontinuities, then the Fourier series will converge
pointwise (but not uniformly!) to f(z) at points where f(z) is continuous,
and to its average

F() = 3l (f(z + ) + f(z — ) (B.15)

at those points where f(x) has jumps. In the section B.3.2 we shall explain
why the series converges to this average, and examine the nature of this
convergence.

Most functions of interest to engineers are piecewise continuous, and this
result is then all that they require. In physics, however, we often have to
work with a broader class of functions, and so other forms of of convergence
become relevant. In quantum mechanics, in particular, the probability inter-
pretation of the wavefunction requires only convergence in the L? sense, and

Tf a sequence of continuous functions converges uniformly, then its limit function is
continuous.
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this demands no smoothness properties at all—the Fourier representation
converging to f whenever the L? norm || f]|? is finite.

Half-range Fourier series

The exponential series

flz) = i Uy, €~ 2T/ L (B.16)

m=—0oQ

can be re-expressed as the trigonometric sum

1 [e.e]
f(z) = §A0 + Z {A,, cos(2mrmx /L) + B, sin(2rmz/L)} , (B.17)
m=1
where
2ag m =0,
Am {am—i—a_m, m >0,
B, = i(a—m —ap). (B.18)

This is called a full-range trigonometric Fourier series for functions defined on
[0, L]. In chapter 2 we expanded functions in series containing only sines. We
can expand any function f(x) defined on a finite interval as such a half-range
Fourier series. To do this, we regard the given domain of f(x) as being the
half interval [0, L/2] (hence the name). We then extend f(z) to a function
on the whole of [0, L] and expand as usual. If we extend f(z) by setting
f(x+ L/2) = —f(x) then the A,, are all zero and we have

flz) = i By, sin(2rmax /L), x € [0,L/2], (B.19)
where,
4 L/2
B, = 7 (x) sin(2rmz /L) dz. (B.20)
0

Alternatively, we may extend the range of definition by setting f(z+ L/2) =
f(L/2 — x). In this case it is the B, that become zero and we have

f(x) = %Ao + Z A, cos(2mrmz /L), x € [0,L/2], (B.21)

m=1
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with
4 L2
A, = 17 (x) cos(2mrmzx /L) dx. (B.22)
0

The difference between a full-range and a half-range series is therefore
seen principally in the continuation of the function outside its initial interval
of definition. A full range series repeats the function periodically. A half-
range sine series changes the sign of the continued function each time we
pass to an adjacent interval, whilst the half-range cosine series reflects the

function as if each interval endpoint were a mirror.

B.2 Fourier Integral Transforms

When the function we wish represent is defined on the entirety of R then we
can use the Fourier integral representation.

B.2.1 Inversion formula

We can obtain this formally from the Fourier series for a function defined on
[—L/2,L/2], where

flz) = Z I (B.23)
]_ L/2 27mim

Ay = — f(z)e T % dz, (B.24)
LJ 1)

by letting L become large. The discrete k,, = 2rm/L then merge into the
continuous variable k and

dm =1L —. B.2
Yoo amerf 5 (29

m=—0oQ

The product La,, remains finite, and becomes a function that we shall call
f(k). Thus

f@) = [ Fwe ok, (B.26)
Pk = /_OO () et da (B.27)
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This is the Fourier integral transform and its inverse.

It is good practice when doing Fourier transforms in physics to treat x
and k asymmetrically: always put the 27’s with the dk’s. This is because,
as (B.25) shows, dk/27m has the physical meaning of the number of Fourier
modes per unit (spatial) volume with wavenumber between k and k + dk.

The Fourier representation of the Dirac delta-function is

oz —2a') = / %eik(w_m,). (B.28)

oo 2T

Suppose we put 2 = z’. Then “§(0)”, which we earlier saw can be interpreted

as the inverse lattice spacing, and hence the density of lattice points, is equal

to ffooo %. This is the total number of Fourier modes per unit length.
Exchanging x and k in the integral representation of d(x — z’) gives us

the Fourier representation for §(k — &'):
/ e E=k2 dp = 2w 6(k — k). (B.29)

Thus 276(0) (in k space), although mathematically divergent, has the phys-
ical meaning [dz, the volume of the system. It is good practice to put a 27
with each §(k) because this combination has a direct physical interpretation.
Take care to note that the symbol 6(0) has a very different physical in-
terpretation depending on whether ¢ is a delta-function in x or in k& space.

Parseval’s identity

Note that with the Fourier transform pair defined as

flk) = /_ " gt flz)dx (B.30)
fa) = [ e (B.31)

Pareseval’s theorem takes the form
| i@rar= [ ifwr s (B.32)

Parseval’s theorem tells us that the Fourier transform is a unitary map
from L*(R) — L*(R).
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B.2.2 The Riemann-Lebesgue lemma

There is a reciprocal relationship between the rates at which a function and
its Fourier transform decay at infinity. The more rapidly the function decays,
the more high frequency modes it must contain—and hence the slower the
decay of its Fourier transform. Conversely, the smoother a function the fewer
high frequency modes it contains and the faster the decay of its transform.
Quantitative estimates of this version of Heisenberg’s uncertainty principle
are based on the Riemann-Lebesgue lemma.

Recall that a function f is in L*(R) if it is integrable (this condition
excludes the delta function) and goes to zero at infinity sufficiently rapidly
that .

HfH15/ |f| dz < 0. (B.33)

oo

If f € L'(R) then its Fourier transform

flk) = /_ h Fx)e™ d (B.34)

exists, is a continuous function of k, and

[f(R)] < [If]]h (B.35)

The Riemann-Lebesgue lemma asserts that if f € L'(R) then

lim f(k) = 0. (B.36)

k—oo

We will not give the proof. For f integrable in the Riemann sense, it is not
difficult, being almost a corollary of the definition of the Riemann integral.
We must point out, however, that the “|...|” modulus sign is essential in
the L' condition. For example, the integral

[:/ sin(z?) dz (B.37)
is convergent, but only because of extensive cancellations. The L' norm

/_ " sin(e?)| da (B.38)

oo
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is not finite, and whereas the Fourier transform of sin(z?), i.e.

o) 2
/ sin(z?) €% dx = /7 cos <k Iﬂ> : (B.39)

[e.e]

is also convergent, it does not decay to zero as k grows large.

The Riemann-Lebesgue lemma tells us that the Fourier transform maps
LY(R) into C,o(R), the latter being the space of continuous functions vanish-
ing at infinity. Be careful: this map is only into and not onto. The inverse
Fourier transform of a function vanishing at infinity does not necessariliy lie
in LY(R).

We link the smoothness of f(z) to the rapid decay of f(/{;), by combining
Riemann-Lebesgue with integration by parts. Suppose that both f and f’
are in L'(R). Then

[fN'](/f) = /_ b f(z) ™ do = —ik /_ h Fla)e* de = —ik f(k) (B.40)

tends to zero. (No boundary terms arise from the integration by parts be-
cause in order for a differentiable function f to be in L', it must tend to zero
at infinity.) Since kf(k) tends to zero, f(k) itself must go to zero faster than
1/k. We can continue in this manner and see that each additional derivative
of f that lies in L'(R) buys us an extra power of 1/k in the decay rate of
f at infinity. If any derivative possesses a jump discontinuity, however, its
derivative will contain a delta-function, and a delta-function is not in L'
Thus, if n is the largest integer for which k" f(k) — 0 we may expect f™ ()
to be somewhere discontinuous. For example, the function f(z) = e 1*l has
a first derivative that lies in L', but is discontinuous. Its Fourier transform

f(k) =2/(1 + k?) therefore decays as 1/k?, but no faster.

B.3 Convolution

Suppose that f(x) and g(x) are functions on the real line R. We define their
convolution f * g, when it exists, by

f*gl(a) = / " fla— € g() de. (B.41)

A change of variable ¢ — x—¢ shows that, despite the apparently asymmetric
treatment of f and ¢ in the definition, the * product obeys f g = g * f.
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B.3.1 The convolution theorem

Now, let f(k) denote the Fourier transforms of f, i.e.

flk) = /_ e f(z) da. (B.42)
We claim that S
[f =gl =fg. (B.43)

The following computation shows that this claim is correct:

P = [ e ([ se-gu@de) ao
= [ [ et ge i
= [T e e - g gle) deas
= [ [ e e dear
= (e sanar) ([ ersater ac)
= f(k)g(k). (B.44)
Note that we have freely interchanged the order of integrations. This is not

always permissible, but it is allowed if f,¢g € L*(R), in which case f * g is
also in L'(R).

B.3.2 Apodization and Gibbs’ phenomenon

The convolution theorem is useful for understanding what happens when we
truncate a Fourier series at a finite number of terms, or cut off a Fourier
integral at a finite frequency or wavenumber.

Consider, for example, the cut-off Fourier integral representation

falw) = % /_ Fwear, (B.45)
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where f(k) = [ f(x) €™ dz is the Fourier transform of f. We can write
this as

fale) = / " on (k) F(k) e di (B.46)

2m J_ o
where 0, (k) is unity if |k| < A and zero otherwise. Written this way, the
Fourier transform of fj becomes the product of the Fourier transform of the
original f with 65. The function f, itself is therefore the convolution

) = [ - 9r©de (B.AT)
of f with

which is the inverse Fourier transform of 6, (x). We see that f(z) is a kind of
local average of the values of f(x) smeared by the approximate delta-function
6% (x). (The superscript F stands for “Fourier”).

=
a kP oo N O

0

7 -v\/_O:S VA

A plot of w8} (x) for A = 3.

When f(z) can be treated as a constant on the scale (= 27 /A) of the oscilla-
tion in &} (x), all that matters is that [7°_0} () dx = 1, and so fa(z) = f(z).
This is case if f(x) is smooth and A is sufficiently large. However, if f(x)
possesses a discontinuity at g, say, then we can never treat it as a constant
and the rapid oscillations in d} (z) cause a “ringing” in fy(x) whose ampli-
tude does not decrease (although the width of the region surrounding z, in
which the effect is noticeable will decrease) as A grows. This ringing is known
as Gibbs’ phenomenon.
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0.

- 0.

The Gibbs phenomenon: A Fourier reconstruction of a piecewise constant
function that jumps discontinuously from y = —0.25 to 4+0.25 at x = 0.25.

The amplitude of the ringing is largest immediately on either side of the the
point of discontinuity, where it is about 9% of the jump in f. This magnitude
is determined by the area under the central spike in d% (x), which is

1 (™" sin(A
—/ Sn(A) b 1. (B.49)
T —m/A T

independent of A. For = ezactly at the point of discontinuity, fa(x) receives
equal contributions from both sides of the jump and hence converges to the
average

T fa(e) = o { Fe) + 7)), (B.50)

where f(x) are the limits of f taken from the the right and left, respectively.
When x = 2o — /A, however, the central spike lies entirely to the left of the
point of discontinuity and

fa@) ~ S{(4 LIS @)+ (1-118) /()
~ flo) +0.09{f(x_) — flas)). (B.51)

Consequently, fj(z) overshoots its target f(z_) by approximately 9% of the
discontinuity. Similarly when z = xo + /A

fale) = fleg) +0.09{f(zs) — fz-)}. (B.52)
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The ringing is a consequence of the abrupt truncation of the Fourier sum.
If, instead of a sharp cutoff, we gradually de-emphasize the higher frequencies
by the replacement

F(k) — flk)e o/ (B.53)
then
hla) = o [ Fge et ar
= [ 8- os) (B.54)
where ]
88 () = ———e""/% (B.55)
2mo

is a non-oscillating Gaussian approximation to a delta function. The effect
of this convolution is to smooth out, or mollify, the original f, resulting in
a C™ function. As « becomes small, the limit of f,(z) will again be the
local average of f(x), so at a discontinuity f, will converge to the mean
L f(as) + fle)}

When reconstructing a signal from a finite range of its Fourier components—
for example from the output of an aperture-synthesis radio-telescope—it is
good practice to smoothly suppress the higher frequencies in such a manner.
This process is called apodizing (i.e. cutting off the feet of) the data. If
we fail to apodize then any interesting sharp feature in the signal will be
surrounded by “diffraction ring” artifacts.

Exercise B.1: Suppose that we exponentially suppress the higher frequencies
by multiplying the Fourier amplitude f(k) by e~€*l. Show that the original
signal is smoothed by convolution with a Lorentzian approximation to a delta

function

L _1 €
65(:5_5)_7'('624-(:5—5)2.

Observe that
lim 6% (z) = 6(z).

e—0

Exercise B.2: Consider the apodized Fourier series

fr(0) = Z anr\n|ein07

n=—oo
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where the parameter r lies in the range 0 < r < 1, and the coefficients are

1 27 )
e~ ™m0 £(6)db.

Ay = —
" 271'0

Assuming that it is legitimate to interchange the order of the sum and integral,
show that

21

fr(0) = sP(6—0)f(0')do’
0

1 n 1—1? IR,
~ 2 Jo <1—2rcos(9—9’)—|—7‘2>f(e)de'

Here the superscript P stands for for Poisson because 6% () is the Poisson
kernel that solves the Dirichlet problem in the unit disc. Show that §F(6)
tends to a delta function as r — 1 from below.

Exercise B.3: The periodic Hilbert transform. Show that in the limit » — 1
the sum

e 0 —i0

> sen(myeiri = = =

1—reif 1 —reid’ O<r<l
n=-—00

becomes the principal-part distribution

(s (2)

Let f(#) be a smooth function on the unit circle, and define its Hilbert trans-
form Hf to be

2m _pn
(HF)(0) = %P [ 10 co <9 29> '

Show the original function can be recovered from (Hf)(0), together with
knowledge of the angular average f = fozﬂ f(0)do/2x, as

1 2T , 0_0/ , 1 2T , ,
£0) = —%P/O (Hf)(e)cot< . )d& o [ r@yan

= —(H*f)(O) + f.
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Exercise B.4: Find a closed-form expression for the sum
o
Z In|em0r2Pl 0 <r < 1.
n=—oo

Now let f(6) be a smooth function defined on the unit circle and

— i o f(H)e_i"Q Ao
n = 27 0

its n-th Fourier coefficient. By taking a limit » — 1, show that

- e o o (0—0" dfd’
T Z ‘n\ana—n—z/o /0 [f(6) — f(0")]° cosec < 5 )%ﬁ’

n=—oo

both the sum and integral being convergent. Show that these last two expres-

sions are equal to
1
- // |V |? rdrdf
2 r<l

where ¢(r, ) is the function harmonic in the unit disc, whose boundary value

is f(0).

Exercise B.5: Let f(k) be the Fourier transform of the smooth real function
f(x). Take a suitable limit in the previous problem to show that that

1= [ [T IO TN a2 2 [ [ 2

Exercise B.6: By taking a suitable limit in exercise B.3 show that, when acting
on smooth functions f such that [*_|f|dx is finite, we have H(Hf) = —f,
where

P f@)
(Hf)(x) = —

T ) oo —a

dx’

defines the Hilbert transform of a function on the real line. (Because H gives
zero when acting on a constant, some condition, such as f _OOOO | f| dz being finite,
is necessary if H is to be invertible.)
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B.4 The Poisson Summation Formula

Suppose that f(x) is a smooth function that tends rapidly to zero at infinity.
Then the series

F(z)= Y f(z+nL) (B.56)
converges to a smooth function of period L. It therefore has a Fourier ex-
pansion

F(x)= > ape?™m/t (B.57)

and we can compute the Fourier coefficients by integrating term-by-term

1 [k :
a, = Z/ F(x>e2mmz/de
0
1 < [F .
= 7 Z / f(x—i—nL)ezmm"”/de
n=—oo 0
1 - 2mima /L
= 7 f(x)e dz
1 ~
= Ef(27rm/L). (B.58)
Thus
o] 1 00 _ '
Y. flatnL)=+ ) fmm/Ljemmelt, (B.59)

If we set = = 0, this becomes

3 f(nL):% S F(erm/L). (B.60)

n=—oo m=—0oQ

The equality of this pair of doubly infinite sums is called the Poisson sum-
mation formula.

Example: As the Fourier transform of a Gaussian is another Gaussian, the
Poisson formula with L = 1 applied to f(z) = exp(—rxz?) gives

i e = \/g i e (B.61)

m=—0Q m=—0oQ
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and (rather more usefully) applied to exp(—%tx2 + iz0) gives

> et = \/? S emnrm?, (B.62)

n=——oo n=—oo

The last identity is known as Jacobi’s imaginary transformation. It reflects
the equivalence of the eigenmode expansion and the method-of-images solu-
tion of the diffusion equation

1%p Oy
20x2 Ot
on the unit circle. Notice that when ¢ is small the sum on the right-hand side
converges very slowly, whereas the sum on the left converges very rapidly.
The opposite is true for large t. The conversion of a slowly converging series
into a rapidly converging one is a standard application of the Poisson sum-
mation formula. It is the prototype of many duality maps that exchange a
physical model with a large coupling constant for one with weak coupling.
If we take the limit ¢ — 0 in (B.62), the right hand side approaches a
sum of delta functions, and so gives us the useful identity

(B.63)

[e.e]

1 inx =
g emt = 3" 8z +2mn). (B.64)

n=—oo n=—oo

The right-hand side of (B.64) is sometimes called the “Dirac comb.”

Exercise B.7: By applying the Poisson summation formula to the Fourier
transform pair

i iy 2¢
_ —€|z| —ixz6 o
f(x) =€ | |€ s and f(k) = m7
where € > 0, deduce that
sinh e > %
= . B.
cosh e — cos(f — 6') n:z—:oo e+ (60— 0 +2mn)? (B.65)

Hence show that the Poisson kernel is equivalent to an infinite periodic sum
of Lorentzians

o0

1 1—r? _ 1 Z Inr
2r \1—2rcos(0 —0") +72) 7 4= (In7)2+ (0 — 0 +2mn)*
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