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I cannot believe God plays dice with the
Cosmos!

—Albert Einstein
Einstein, stop telling God what to do!
—Niels Bohr



Dedicated to all people who honestly try to
interpret the Reality and who humbly
understand that it is greater than them.



Preface

Someone could believe that Quantum Mechanics has to be presented only in a modern
approach, highlighting from the beginning Principles written in the language of Func-
tional Analysis. Hilbert spaces, Hermitian and unitary operators, eigenvalues and
eigenvectors are part of this modern language from which emerges a frame to under-
stand what we call reality. Ladder operators help us to create and destroy matter. We
jump between energy levels in this way. There are quantum numbers which describe
at a glance the properties of a quantum mechanical system. Some other operators,
which are the generalization of unitary operators in four dimensions, describe both
the polarization of photons and the electron spin. In this modern language, even
the impossibility to predict at the same time the position and the momentum of a
particle is, in fact, an operatorial inequality whose skeleton is the basic Cauchy-
Buniakowski-Schwarz inequality. The atom can be described by the Schrédinger
equation, written in spherical coordinates and solved by some advanced mathematical
technique. This modern language allows analogies with Classical Mechanics consid-
ered in its different formulations. For example, starting from the Hamilton-Jacobi
formula in Classical Mechanics, it exists a counterpart in Quantum Mechanics. Only
terms containing h make the difference between classic and quantum formulations.

This advanced language started from Dirac, Heisenberg, Pauli, Ehrenfest,
Schrodinger and all the others who contributed to its development. We believe that
is important to be known by students and it is presented in this book.

However we also believe that it is important, for people coming into the territory of
Quantum Mechanics, to know how this language has been formulated to approach this
unintuitive part of Physics. In this book, without claiming for completeness, we offer
a road mainly devoted to undergraduate students. The task is very difficult because
the Mathematics of Quantum Mechanics is not simple even before the abstract picture
we mentioned before. The creative fathers invented notions and descriptions which,
time by time, have to be confronted with self-consistent concepts and experiments.

We want to present the evolution of quantum mechanical concepts based on exper-
imental facts and to develop the related Mathematics accordingly. In other words,
we want to improve, step by step, the mathematical contents with the aim to guide
students along the conceptual path of Quantum Mechanics because we realized, as
teachers, that often some concepts are not fully understood, even if technically used.

ix
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For any statement, we give the complete proof. All material is explained in a
friendly manner for students in Physics, Mathematics, Chemistry and Engineering. If
someone reads from the beginning to the end, she/he has the possibility to understand
step by step. For example, we develop the harmonic oscillator in Newton mechanics,
and then pass to the Lagrange formalism, and finally in Hamilton formalism to
step in the basic ideas of Quantum Mechanics in view to obtain a first solution and
then quantize the energy levels depending on the Hermite polynomials. The idea
is to look at the Mathematics behind the Hermite polynomials and to begin to see
structures which lead to the Hilbert spaces. After, we develop other lectures to move
toward the axiomatic formalism of Quantum Mechanics. In Dirac notations with
ladder operators, we have a sort of surrealistic view on the harmonic oscillator, if
we compare it to the solution found with respect to Hermite polynomials. In this last
case, the quantized energy levels were necessary to obtain the solution depending
on Hermite polynomials. The “surrealistic view” in modern mathematical language
makes the ladder operators responsible for the quantized energy levels.

The same approach can be realized when we look at hydrogen atom: there is
a huge gap between the Bohr model and the Schrédinger model of atom derived
in spherical coordinates. Here we obtain the spherical harmonics and the quantum
numbers n, [, m; the solution depends on Legendre’s polynomials and we present all
these parts giving the complete solutions. The philosophy is that passing from the
Bohr model to the Schrodinger solution, the accuracy of the latter is achieved thanks
to the more advanced Mathematics.

Some words on Heisenberg’s uncertainty principle are necessary because this topic
can also be seen as an “evolutionary” concept along this book. We meet firstly this
subject when we study the Gauss wave packets. Again, the Mathematics behind oblige
us to come step into the world of Fourier transforms. Here we find that Heisenberg’s
principle can be formulated under the standard of Fourier transforms: its equivalent is
the well-known Pinsky’s theorem. When we develop the Mathematics for Quantum
Mechanics, it is possible to identify the Heisenberg uncertainty principle with the
Cauchy-Buniakowsky-Schwarz formula for some special operators. Also in this case,
the mathematical evolution points out the Physics of the quantum mechanical objects.
Several other examples can be developed in this perspective.

We can use the Dirac words: God used beautiful Mathematics in creating the
World. They reflect exactly what we are humbly trying to present here: the beautiful
Mathematics of Quantum Mechanics. This is the Mathematical Journey to Quantum
Mechanics we propose.

The main point of this book is that we try to make it readable. Having complete
proofs with detailed calculations, it gives chances to all readers to understand some
difficult mathematical parts necessary to have a comprehensive picture of the amazing
subject of Quantum Mechanics. The philosophy we followed in writing this book is
the same as that used for the companion book A Mathematical Journey to Relativity
[1] where we arrived to General Relativity starting from the concepts of basic geom-
etry. The ultimate aim is to show that all the deep concepts of modern physics can
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be better understood if one considers in detail the mathematical language in which
they are formulated.

Napoli, Italy Salvatore Capozziello
Costanta, Romania Wladimir-Georges Boskoff
July 2021
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Chapter 1 ®)
Introduction: How to Read This Book Geda

All Science is either Physics
or stamp collecting.

Ernest Rutherford

A mathematical journey towards Quantum Mechanics would like to be an itinerary
moving from Classical Mechanics to Special Relativity, then continuing to Quantum
Mechanics. This book consists of self-contained short lectures, the first thirteen being
a necessary revision of some basic concepts of Classical Mechanics and Special
Relativity.

However, if someone is already familiar with both Lagrangian and Hamiltonian
formulations of Classical Mechanics or with Lorentz transformations in Special
Relativity and their consequences, it is possible to start directly from the chapter
“Why Quantum Mechanics?”.

But, if you read the following lines and they seem vague statements, it is better
to start from the beginning:

“The Hamiltonian written in the form

1
H= e (pitpy+p)+ V(55,2

is transformed into the Hamilton—Jacobi equation
s 1 [/as 2+ 3S 2+ 38\? v )
— . = T - ~ N Xy Y, .
ot 2m ax ay 0z Ve
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Its equivalent, in Quantum Mechanics, is

s 1 [ [as 2+ 3S 2+ as\*| in 25 4 v 5
——=— || = — — - — X, ¥,2,1).
ot 2m ax ay 0z 2mv V<

The classical Hamilton—Jacobi equation is recovered when £ is negligible.”
“The Hamiltonian formalism of Classical Mechanics gives formulas like

(F. H] ._2": OF 0H 9F 9H
T dq' dpi  dpi dq' |’

or

where F = F(p;,q;), i €{1,2,...,n}is a real function, H := H(q', p;) is the
Hamiltonian function depending on the generalized coordinates and the first formula
is the definition of the Poisson brackets of the functions F' and H. The consequences

lq'.q’1 =[pi. p;1 =0, l¢', pj1 =&
are similar to the formulas
[pj, Xkl = —ihdjk, j.k=1,2,3

which involve the quantum mechanical operators momenta and positions. At a first

glance

dF
— =[F, H]
dt

has its equivalent in Quantum Mechanics thanks to the Ehrenfest Theorem, that is

()= )

So, if the mathematical language of the two above statements is unknown for you,
it is better to start from the Lagrangian and Hamiltonian formalisms of Classical
Mechanics and after to step into the language of Quantum Mechanics.

The same, if the following paragraph where it is shows that light, considered as
an electromagnetic wave, is invariant under Lorentz transformations and it is not
invariant under Galilei transformations:

“Denote by

E=E({,x,y,2):=(E(t,x,y,2),E\(t,x,y,2), E;(t,x,y,2))
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the electric field vector and by
B =B(t,x,y,2) := (Bs(t, x,y,2), By(t, x,y,2), B.(t, x,y,2))

the magnetic field vector. In geometric units, i.e. ¢ = 1, the Maxwell equations in
vacuum are

V-E=0
0B
VX E=——
ot
V-B=
0E
VXB=—
ot
If 5
9
0t2

is d’ Alembert operator, after some calculations, the previous equations can be written
in the form

OE=0
{ 0B =0.
Here, the d’ Alembert operator is used to describe the wave equations. The obtained
form is used to show the invariance of Maxwell equations under the Lorentz trans-
formations.
For the system at rest, here denoted R(¢, z), each component of the first equation
is
’E  3’E

a2 82
that is we prefer to denote by [E each of the components E;, k = x, y, z of the
electric field E. How this simple equation looks like in S(z, z), if S is a moving
system supposed to move at constant speed v along the z axis in R?

To answer, we have to use the Lorentz inverse transformation L _,, that is

t—zv —tv+z

V1= ST =17
component of the electric field in S, which, obviously has to be the same as in R. It
remains to prove the equality

Let’s denote by E(z,z) =E := E(¢, z) the corresponding

PE  9’E  9*E  9’E

32 972 9t 9z’
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After simple algebra, the equality is proved. It is important to say that if we try with
Galilean transformation, the equality does not hold, therefore light, considered as an
electromagnetic phenomenon, cannot be framed in Classical Mechanics”.

Again, if the language and the computations seem to be difficult or if the passage
from Maxwell’s equations to d’Alembert’s equations is not familiar, it is better to
start from the below lectures in Special Relativity.

Furthermore, in the evolution of mathematical language for Quantum Mechanics,
we are looking also at the first experiments which established the atomic structure. It
is worth noticing that several experiments proved the wave nature of light according to
Young, Maxwell, and others. We are going to present here the mathematical structure
of these experiments.

Besides, starting from the statement that light is made by particles, as said by
Descartes, Newton, Einstein, and others, the description of photoelectric effect,
obtained by Einstein, proved the existence of photons. Specifically Einstein used
Planck’s formula E = hv to explain how electrons are released from a metal when
ultraviolet high frequency light hits the surface of the metal. In fact, Planck’s formula
E = hv expresses quanta of energy which represent photons. Photons hit the metal
and extract electrons. Planck’s formula can be considered the fundamental step in the
formulation of Quantum Mechanics. We have dedicated a lecture to Planck’s idea of
energy quantum packets and another lecture to photoelectric effect.

Therefore we have to accept the idea that light is constituted by waves and particles
at the same time. This means that Llght has a dual behavior.

Louis de Broglie was the first who considered possible to think that electrons
have a dual behavior, too. This statement helped Bohr’s model of hydrogen atom
(now obsolete) to survive at least at the level of its first axiom. The electron is seen
as a standing wave but also as a deterministic particle involved in a circular orbit
around the nucleus, as Rutherford claimed. And this is the major problem that made
physicist to cancel this model, even if it correctly predicts the Rydberg series. We
have a series of lectures dedicated to these subjects.

How Mathematics adapted to the evolution of atomic conception?

Waves in the one dimensional case can be written in the form

W(t, x) = Ae'® ") = Afcos(kx — wt) + i sin(kx — wt)].
This is a traveling monochromatic wave which verifies the d’ Alembert equation
Ow =0.

Schrodinger conceived another equation to describe the subatomic world. We can
only speculate that, in his picture, d’ Alembert equation is a deterministic classical
equation while Schrodinger time dependent equation

K2 32w

v
[ h—(t, X)) = —— ——
! ot (¢, %) 2m 9x2

(t,x) + V(t, x)W(t, x).
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seems more related to a theory formulated for subatomic particles. If V =0, we
obtain the equation of a particle which travels freely in the empty space. The standing
waves can be studied easier using the Schrodinger time independent equation

B d*w

HY = %
2m dx?

+ Vix)w

where H is the total energy of the described system. The examples we study below,
that is the free particle, the particle in a box and the harmonic oscillator give rise to a
new mathematical world to be involved in the description of Quantum Mechanics. If
we look only at the harmonic oscillator, results can be summarized in the following
way. The equation is

n? d*v L5,
_ﬁﬁ(m + zma) x“W(x) = HY(x).

mw 2H . .. .
If we denote u = ?x and £ = h_ we obtain the equation in the variable u
w

dz—q'(>+< —uH)W(u) =0
du2M & u u) = u.

The solutions are obtained if ¢ = 2n 4+ 1, n € N and depends on the Hermite poly-
nomials. The form of the solutions is

W, () = A, H, (e 2,

where H,(u) are the Hermite polynomials and A, is a constant we find with the

constraint o
/ W, (u)>du = 1.
—0oQ
Since
2n +1 2H
E = Sn = ZNn = —
how

we find that the total energy H is quantized, depending on 7, being H,. There is a
notation risk with respect to the Hermite polynomials denoted by H,,, too. Therefore,
we denote in this example the total energy by the letter £ and we obtain the n-level

quantized energy as
1

If we return to the variable x, after all computations, we find
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W, () 1 <ma)>1/4H mw —mwx?/2h
2(x) = — Wl —x)e
J2rt \h h
: 1 maw\ /4 [mw 2
\Ijn t, — p—iEat/h < ) Hn —mox /2h'
(t,x)=e —_Z”n! _nh _h X |e

Now, the last step: since Schrodinger equation is a linear one, the general solution is
described by the sum of all modes of n-oscillations, that is

and

W(t,x) = Z cpe Bty (x).
n

The meaning of this sum is related to the Mathematics behind the Hermite polyno-
mials, needed to describe the harmonic oscillator. The mathematical language and
even the meaning of the mathematical objects involved in Quantum Mechanics have
to evolve in an appropriate way. Therefore the next lectures are devoted both to the
Hermite polynomials and to the theory of Hilbert spaces. Of course, this book cannot
substitute a book of Functional Analysis. We intended to offer just basic aspects nec-
essary to understand Quantum Mechanics. Technical aspects of some results have to
be studied by the readers in specialized textbooks. We do not step into the theory of
L” spaces, which are Hilbert spaces if and only if p = 2 because we need only L?
for our purposes. All the ingredients of this theory is already part of the harmonic
oscillator mathematics.

Considering the ladder operators and Dirac vision of harmonic oscillator, we step
into “another quantum mechanics description” which gives the possibility to “create”
or “annihilate” particles.

The reader will find in this book carefully proofs of basic facts of Quantum
Mechanics. To prevent confusions, we wish to present in this Introduction some
theoretical facts we will need later.

For example, let us consider a function W (x) constructed in the following way:

1 1
for each integer k such that |k| > 3 we consider the interval |:k — k + k_“] . The
function is 0 outside these intervals. We have W (k) = 1 for all k considered in the

1 1
description. On each interval [k k+ —] the function has the graph described

IV
1
by two segments, the first one lying from (k s 0) to (k, 1), the second one lying

from (k, 1) to (k + ki“’ 0).

Three mathematical facts are obvious.

The first one is related to the smoothness of this function. This function does not
belong to C*°(R).

The second one is related to the fact that
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oo
1
2
/Oo|\v<x>| dx<2 Y <o

- keN, k0

i.e. W e L?(R). The third one is related to the fact that functions in L?(R) not
necessarily approach to 0 at plus and minus co. Let us consider the sets {k};cy and
{k + ki“} for k > 3. Since W (k) =1 and W (k + %) = 0, it results that the
function \Ifehl\;s not a limit at infinity.

This example shows that it is not true the fact that if a function belongs to L?(R),
it approaches 0 at infinity.

Now, we can construct in the same way another function ¢ with the only difference
that, at each k as above, ¢ (k) = 2. This function also belongs to L*(R) without being
smooth.

For such functions we cannot write the equality

e ® O [T _ (&
<q} | ﬁ¢>u<n@ B /;oo Vg (= [m Ty = <ﬁ\p | ¢>L2<R>

which leads to the fact that the one dimensional Hamiltonian operator is a Hermitian
one.

We need something else to prove the above equality: L?(R) contains a very impor-
tant dense subset, C;°(R).

Ci°(R) is the set of all infinitely differentiable functions real or complex valued
having a compact support. The support of a function is the topological closure of the
setof x € R suchthat f(x) # 0. The previous W and ¢ are approximated by W,, and
¢y, sets from this important subset. Now, we have in mind that on a compact subset
of R, which include the union of the supports of W, and ¢,, it makes sense using
twice the integration by parts, that is

d2 o0 d2¢ 00 dz\IJ* d2
v, | — = W " (x)dx = / L dx =(— U
< n dx2¢">Lz(R> /700 n ()7 ()dx e ()pn (¥)dx = {5 W | bn .

and this equality is preserved at the limit. In this way, we avoid the false claim about
functions in L2(R) presented above. That is, we obtain the equality

d? d?
W —¢> = <—‘1" | ¢>
< dx?" [ 2w, dx? LX(R)

which shows that the Hamilton operator is a Hermitian one on L2(R).
Of course, this particular proof holds for V (x) = 0. If V(x) # 0, we have to take
into account that it is real valued. Therefore

(W VX)) 2@ = (VOV | )12
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holds. Together, the two results show that the Hamiltonian is a Hermitian operator,
i.e.

d? d?
(V] HP) 2wy = <‘I’ \ (W + V(x)> ¢>L2(R) = <<ﬁ + V(X)> v ¢>L3(]R) = (HY| ¢)12w)

These are the details one needs when we discuss about the fact that the Hamiltonian
is a Hermitian operator.

If we are working in L?([0, L]), as it happens in Lecture 31, the dense set is
C>°([0, L]) and more, if ¥ € L>(R) and ¢ € L>(R) have the properties W (0) =
¢(0) =W (L) =¢(L) =0, we can choose sets V,, ¢, € C*([0, L]) such that
v, (0) = ¢,(0) = ¥, (L) = ¢,(L) = 0 for each n € N. The equality which is pre-
served at the limit is

d2 L d2 L dz\I/* dZ
<\Iln I 72¢n> = / \lj;(x) d)zn (x)dx = / 2” (x)¢n(x)dx = <72\ljn | ¢n> .
dx L2([0,L]) 0 dx o dx dx L2([0,L])

Of course, these equalities are obtained applying twice the integration by parts. It is
important to underline that in L?(R?) the dense set is C5°(R?). This will be used in
Lecture 39.

Why all these discussions? When we are talking about observables, we are deal-
ing with Hermitian operators. Among the observables of a quantum systems, the
Hamiltonian plays a major role. So, at least in particular cases, the Hamiltonian has
to be a Hermitian operator and we have to be able to prove this property.

We left as a final consideration the definition of complex numbers. We do not
totally like to say that

C:={zlz=a+ib, a, beR, i*=—1}.

The operations seen in the previous definition are an addition and a multiplication.
Are these operations those we know from real numbers? The answer is no, of course,
but it is better to say why to prevent undesirable confusions.

Consider

R?:={(a,b)|a € R, b € R}

and two operations @ and © constructed with respect the addition and multiplication
on R:
(a,b) ® (c,d) :==(a+c,b+d) and

(a,b) ® (c,d) :== (ac — bd, ad + bc).
The reader can prove that a field structure is highlighted by (R?, @, ©®).

A simple exercise shows that (0, 1) © (0, 1) = (—1, 0).
It is only a notation to write (0, 1)> = (—1, 0). Therefore we can write
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(a,b) =(a,0)® (0,0) = (a,0) ® (0, 1) © (1, 0).

If we identify a complex number as a pair of the previous field, i.e. z := (a, b)
and each pair (a, 0) by the real number a (this happens because the function f :
{(x,0)] x € R} — R is a bijective one), the pair (0, 1) remains as a mathematical
object which does not correspond to a real number because its form (0, 1) differs by
(x, 0). If we denote it by i, the previous exercise tells us that i 2 = —1 (at the level
of our previous identifications). Finally we can “write” z = a + ib, but we have to
look at this new entity, the complex number z, with respect to our explanations given
before. In this book, we use the notation z* = a — ib for the conjugate of the complex
number z = a +ib.

The above considerations clearly point out how it is important the mathematical
language in the formulation of any theory.

A final remark is necessary for the reported Bibliography. This book is meant to
be as self-consistent as possible considering the evolution of mathematical language
of Quantum Mechanics. However, we point out some important key books which
can be used for further information and discussions. Refs. [1-3] can be used for the
thirteen lectures of the first two Chapters, while Refs. [4-9] can be considered in
view of mathematical description of Quantum Mechanics, in particular for Chaps. 6,
8, 9 and 10. References from [10] to [25] are related to each Chapter starting from
the third one. In particular, Refs. [13—15, 22] and [23] are for Chaps.8, 9 and 10
being related to the modern approach to Quantum Mechanics. Some basic concepts
of Relativistic Quantum Mechanics are reported in Chap. 11 but a full development
of this subject can be found in [28, 29]. The ideas from which this book has been
developed are suggested in [26, 27].



Chapter 2 ®)
Newtonian, Lagrangian and Hamiltonian | o
Mechanics

Language is only the instrument of Science,
and words are but the signs of ideas.

Samuel Johnson

2.1 Lecture 1: A Summary of the Principles of Newtonian
Mechanics

Newtonian Mechanics [2, 3] is the branch of Physics which studies the way in which
bodies are changing their position in space and time. Space where the objects are at
rest or in motion is the Euclidean 3-dimensional space E>. Time is represented by
the real axis R. It is absolute and the same for any observer. All objects, regardless
of size, can be identified as points with a given mass in the previous E3 space. So,
the Euclidean frame of coordinates Oxyz becomes the absolute place where all is
happening. Forces are seen as vectors. For a given point M in space, the vector

—

—_
X=O0M is called a position vector. If the point evolves in time, we write this as

X (1) = (1), y(0). 2(1)).

The velocity vector is

X = Gi(0), 3(1), 2(t))

and the acceleration vector is

X = G0, 51), 20)).
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Of course, we make the assumption that the coordinates functions are infinitely
differentiable on their domain of definition which differs from a model to another.
The foundations of Newtonian Mechanics are based on three fundamental principles,
the so called Newton’s Laws of motion. They were introduced by Isaac Newton
in “Philosophiae Naturalis Principia Mathematica”, book published in 1687. The
Principle of Inertia, or the first law, asserts: “A physical body preserves its rest
state or will continue moving at its current velocity conserving its direction, until a
force causes a change in its state of moving or rest. The physical body will change
the velocity and the direction according to this force.” A particular case is related
to the rectilinear uniform motion, when the body is moving on a straight line at
constant speed. The frames where this principle is available are called inertial frames.
These frames are at rest or they move rectilinear at constant speed. This fundamental
principle was first enunciated by Galileo Galilei. We can say that this principle tells
us where, according to Newton, the two others fundamental principles make sense: in
inertial frames. At the same time, it tells us that it is impossible to make a distinction
between the state “at rest” and the state of “rectilinear motion at constant speed.”
Imagine you are in the bowl of a ship and you have no possibility to observe outside.
You slept and you waked up. You cannot distinguish between the two states without
an observation, a possible comparison. You will play table tennis alike in both states,
the object fall down in same way in both states, etc. The two states are equivalent for
you in the given conditions.

Newton introduces a concept, the quantity of motion of a body as the product
between the mass m and its velocity V. This quantity of motion is known today as

.. —> — —
momentum and it is denoted by P, therefore p:= m v. The second law asserts: “The
force who acts on a body is the variation in time of the quantity of motion.” Its
—

- d
differential form is F= d—f If m does not depend on time, then

~ dp dv -
F=—=m——=m a,
dt dt
that is the force who acts on a body is proportional to the body acceleration through
its mass. N
Newton’s third law states: “When a body acts on a second body by the force F,
—

the second body simultaneously reacts on the first body by the force — F.”
Example 2.1.1 Let’s consider an example which will be related to Quantum Mechan-
ics: the harmonic oscillator. A mass attached to a spring, a small period pendulum,
an acoustic wave are examples of harmonic oscillators in Classical Mechanics. The
restoring force is proportional to the displacement x,

;:_k;s
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where k is a positive constant. Therefore the differential equation to solve is stated

by Newton’s second law,
mx(t) = —kx(t).

The solution is
x(t) = Acos(wt + @),

[k

where A is a positive number which expresses the amplitude and w = | —. Here ¢ is
m

the phase. The solution is a periodic function, therefore the oscillatory movement has

27
a period, T = —. This problem allows a view in respect of the conservative force

w
derived from a potential energy. The potential energy of the harmonic oscillator is

V(x) = ke
X ._2x.

Summary of Lecture 1. The Classical Mechanics was developed in the 17th
century by Isaac Newton. It is a deterministic theory for macroscopic objects
which allows, from a given state of a system, to predict its evolution in the
future but also to understand how it moved in the past. There is an absolute
space and an absolute time given by an “universal clock”. The absolute space
is the Euclidean one in which all objects evolves under some dynamical rules,
the principles stated by Newton.

The first principle is called Principle of Inertia and states how the objects
are moving in absence of forces or if a force acts on the objects.

The second principle, known as Newton’s second law, describes the motion

—

- d
in the absolute time of an object and it can be simply written as F= d—f If
m does not depend on time, then

-~ dp d

N
=—=m =ma,

dt dt

while the third principle describes the response of a physical system against
the object which exerted the force responsible of the change of the state of the

— —
system. It can be described as Fap= — Fpa . The example of the harmonic
oscillator is presented starting from the restoring force which is proportional
to the displacement x, i.e.

- =
F:—kx,

where k is a positive constant. It results the equation of the harmonic oscillator
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mx(t) = —kx(t).

The solution is
x(t) = Acos(wt + ¢),

: » . . k
where A is a positive number which expresses the amplitude and w =,/ —;
m

2
¢ is the phase. The solution is a periodic function with period 7 = _71 This

()
problem represents a straightforward picture for a conservative force derived
from a potential energy. The potential energy of the harmonic oscillator is

1
Vx) := Ekxz.

The way we see the harmonic oscillator will change with respect to the for-
malism for the quantum harmonic oscillator. In this last case, we shall adopt a
different perspective by which Quantum Mechanics can be formulated.

2.2 Lecture 2: The Mechanical Lagrangian

In a system of coordinates (z, x), let (¢, x(¢)) be the trajectory of a particle of mass
m moving under the influence of a force derived from a time independent potential
V. Since V depends only on the position, we denote this by V := V (x).

Newton’s equation of motion is

mi(t) = F(x),

where the force acting on the particle is F(x) = _d_V.

Given initial conditions, the trajectory (¢, x(t)) isxcomprised between the initial
point (¢, x(¢;)) and the final point (¢, x(£,)).

Let us stress that this trajectory is the expression of the force acting on the particle
under some initial conditions. Therefore, there is a single trajectory determined by
the force and the initial conditions.

Now let us consider all the paths connecting (¢, x(#;)) and (¢, x(#;)). They can
be thought as y(#) + n(r), with y(t;) = x(11), y(©2) = x(12), n(t) = n(r2) = 0.

Having all these paths, what we need to discover the original path described by
the Newton equation of motion?

To answer this question, we need some technical details.
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dv
We have used V such that F = ———. We defined V as a potential (function of

X
space coordinates) connected with the force F, by dV = —Fdx.

Consider a body of mass M at the origin O of a line whose spatial coordinate is
denoted by x. Suppose tha,t at point N (x), a body of mass m exists. The gravitational

force in this case has the intensity F = where G is the Newton gravitational

2
constant. The work done by the body of mass M to move the body of mass m from x
tox — dx is —Fdx. There is an energy E transferred to make this work. Its variation
AE is —Fdx. By definition, the gravitational potential energy V (r) is related to the
work made to move the body of mass m from the infinity to the point having the
coordinate r, that is

r " GM GM
V(r):f Fdx:/ Py = 220

00 00 X r

The potential energy can be denoted by V. If one looks at the formula obtained and

. o . GM i
takes into account the formula of the gravitational potential ———, we obtain the
r

relation
V =mo.

Therefore, the gravitational potential represents the work (energy transferred) per
unit mass necessary to move a body from infinity to the point having the coordinate
r; that is

¢(r):%/erx:

o0

l/rGMmd GM
mJo X2

X r

If we consider the constant gravitational field determined by the constant acceleration
g between the origin O and a point H at the coordinate /, the potential energy is
expressed by the formula V = mgh. The explanation is related to the difference of
formal integrals

h 0 h
V.=Vh) -VQO) = / gmdx —/ gmdx = / gmdx = gmh
0

o] o0

which describes the amount of energy necessary to move the body at 4 to 0.
In the same way, we can define the kinetic energy. Let us start from F = ma =

dv Av
mE written in its discrete form, F = mE If we multiply by Ar, we obtain

Av A
FAr=m ™" Ar=m A—; Av = mvAv, which can be written in the differential way

as
Fdr = mvdv.

Now, the amount of energy necessary to bring a body initially at rest to the speed v
is
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v v 2
T(v):/ Fdx:/ mxdx:mv—.
0 o 2

Since v can be seen as x (), we may consider the kinetic energy of the mechanical

1
system defined by the formula T = T (x) := Em()'c (¢))?. Another possible notation

is Kg. Here, by mechanical system, we intend a system of material elements that
interact by mechanical principles. A material point and a force which acts on it is
a possible example. Two materials points which interact through the gravitational
force offer another example. In this perspective, the next exercise has important
consequences in Newtonian Mechanics.

Exercise 2.2.1 Consider a mechanical system whose kinetic energy is T (x) :=

1
—m(%(t))? and its potential energy is V (such that the force which acts is F(x) =
dv
—d—). Show that the total energy of the system, T 4+ V, is a constant.
X

Hint. If we derive with respect to ¢ the total energy, we obtain

d oo — (i« I e - P i — o
(T )—(mx(t)x(r)+az)—<mx(t>— )i(t) =0,

thatis 7 + V is a constant.
This total energy can be called the Hamiltonian of the mechanical system. In the
case when the system is reduced at a single particle of massm, H =T +V, T =
2

;;, V = V(q). Here g := x, a notation that we will adopt below.
m

We define the mechanical Lagrangian of the system by
. | PPN
L=Lx,x)=T-V = Em(x(t)) - V(x).

Letus observe that x and X depends on ¢, that is the Lagrangian is implicitly a function
of time.
In this formalism, it makes sense to consider a functional called action,

15 1
S[yl = / [5’"@(’))2‘ V<y>] d

which exists for any path y(¢), not only for the “physical one” where x () is.
Now consider the action corresponding to y(t) + n(z),

15 1
Sly +nl= f [zm(y'(t) +0(0)* = V(y@) + n(t))} dr.

n

We have, after expanding V in Taylor series with respect to y(¢),
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& av
Sly +nl = S[yl +/ [mi’(t)fl(t) - E(y(f))n(t)] dt +0(p%),

L

where O(n?) are terms depending on 7 or 7 for powers greater than 2. We can write
Sly + 1l = SIyl +8S + OP),

where

o N av
88 = / [my(t)n(l) - d—(y(t))r/(t)} dt
n y

is called the first order variation of the action S. Since n(t;) = n(t;) = 0, we obtain

Bro dv
3§ = / [my(t)n(t) - d—(y(t)r/(t))] dr =
1 y

5] d \ dV
_ / [mw — mH@On() — —(y(t)n(t))} dt =
h t dy

& dv
ZM—M—/ [my(t) + E(y(t))} n(ndt =

bro dv
= —/ [my(t) + —(y(t))} n(t)de.
n dy
Therefore, §S = 0 means

2 dv
/ [m'y'(t) + d_(y(t)):| n(t)dt =0
n y

av
for every 7, and it happens if and only if my (¢) + T (y(1)) = 0, i.e. exactly for the
y
path y(z) = x(¢). We have proved:

Theorem 2.2.2 The first order variation of the action S vanishes, i.e.

S dv
88 = / [my(t)ﬂ(t) - E(y(t))n(t)} dt =0

if and only if y(t) satisfies Newton’s equation of motion

mx(t) — F(x) =0.
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So, the answer is: The “physical right path” happens when the first order variation
88 vanishes. Therefore the right path is described by the condition §S = 0. This is
known as the Hamilton’s stationary action principle.

Summary of Lecture 2. The mechanical Lagrangian of a mechanical system,
. | RN
L=Lx,x):=T-V = Em(x(t)) —V(x),

offers another view of Newton’s second law.
Consider a solution under initial conditions of Newton’s law of motion

Vv
mx(t) = — T Let (¢, y(¢)) be the generic form of all paths connecting the ini-

tial point (¢, x (%)) to a given point of the solution-path (z, x(¢)), say (¢, x(¢1)),
and the functional called action

5] 1
S[y] = f [Em@(r»z—wy)] dr.

What condition, written in terms of S, describes the initial path (¢, x(z))? This
happens through the vanishing of the first order action §S written as

ero o dv
6S =/ [my(t)ﬂ(t) — E(y(t))n(t)] dt = 0.

It is proved that the previous condition is satisfied only for y(¢) which satisfies

the equation of motion
mx(t) — F(x) =0.

This point of view will be extended to more general Lagragians giving rise to
the Lagrangian Mechanics.

2.3 Lecture 3: The Euler-Lagrange Equations

Let us now consider another problem.

Can we find an equation, described with respect a general function L(x, x) such
that the function x = x(t), which connects the given points (t1, x(t1)); (t2, x(t2))
extremizes the functional

S[x] =/2L(x(t),5c(t))dt ?

n
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Let us discuss first what is the mathematical meaning of the sentence “extremizes
the functional S.” Consider the perturbation of x (),

@) =x@)+An@), reR

which preserves the endpoints (¢1, x(¢1)); (f2, x(¢2)), that is n(¢;) = n(t,) = 0 and
let us construct the action

Syl =/_L(yx(l),y'x(t))dt=/ L(x(t) + An(0), X () + An(t))dr.

5]

Extremizing the functional S[x] means whether S[y,] > S[x] for all » € R, or
S[y:] < S[x] for all A € R, where the equality works if and only if A = 0.

ds
Therefore, extremizing the functional S[x] implies the condition — = 0.
A=0
Since dL 9L dy, L3y, oL oL
Y y .
= 2 S+ i),
it results
dL oL o+ oL (1)
dn |,y ax T M
.. dS, .
therefore the condition —— = ( is written as
=0

dsS,
di

ftz
A=0 3|

Definition 2.3.1 The curve x = x(t) which extremizes the functional

8—L(t) a—L‘t dt =0
[ax” +ax”()] =

S[x] = /2 L(x(), x(t))dt

n
is called a stationary point of the functional S[x].

Theorem 2.3.2 (Euler—Lagrange equation) The curve x = x(t) which connects the
given points (t1, x(t1)), (t2, x(tp)) satisfies the Euler—Lagrange equation

d (9L aL 0
dr \ 9% ax
if and only if it is a stationary point of the functional

S[x] = / 2 L(x(t), (1))dt.

151
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Proof Let us first observe that the integration by parts leads to

/2%;7(1)51t+/2 %n(z‘)dl

Z/z] —n(t)dt+}—£\ry~%—% /ldt )(t)dt
oL
=ﬁ o (55) o

= 0 means

A=0
2rd (oL oL
— =)= |[n@®)dt =0
/,l |:dt<3)€> 3x}"()

for every function 1. We obtain
d (oL oL
dr \ 9% ax
O

Example 2.3.3 Let us consider again the harmonic oscillator adopting the Euler—
Lagrange equation. In the case of harmonic oscillator, the potential energyis V (x) :=

.. dS
The condition —

zkxz, therefore we have the Lagrangian

. 1 )
L(x,x):=m— — —kx~.
2 2

d oL oL _0
ax ) ax

for the considered Lagrangian, we obtain the original equation of motion

If we calculate

mx(t) = —kx(t)

as expected. In this case, the Euler—Lagrange equation offers only another view for
Newton’s second law.

The previous proof of Euler—Lagrange equation can be generalized.
For the Lagrangian L=L(' ..., x"x' ..., %), we proceed as before on each
pair of variables x*, x*, k = 1, ..., n. When we extremize the functional
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S[x] :/2L(xl(t),fcl(t),...,x”(t),)'c"(t))dt

3

we have, as we explained, to construct

S[ys] = f LG (), 32 (0))di =

151

= / 2 L' @)+ ani(0), (1) + A1 (@), ..., X" (1) + A (), 37(2) + Ay, (1))dt

41

The condition

oL
A=0 /zl Z |:dt (axk> - W] n()dt =0

dx
for every function ng, k = 1, ..., n leads to the general Euler-Lagrange equations
d (dL oL
dr \ 9x! axl
d (0L oL 0
dr \9i2) ax2

s 8L_0
dr \ 9xn axr

First at all we can write in a simpler form the previous system, i.e.

d (dL oL
_<_>_—:O’ k:1,2,...,n.

dr \ 9xk dxk

If you look carefully at the way we derived the Euler—Lagrange equations, you may
understand that all remain the same if the Lagrangian is depending only implicitly on
t in the variables x' (¢) and %’. Another proof can be done if the Lagrangian depends

explicitly on ¢, that is if L = L(x', ..o xm % %),

Summary of Lecture 3. In this lecture, we studied the Euler—Lagrange equa-

tion
d 8L oL —0
dt ax

whose solution is a curve x = x () which connects two given points (z;, x (1)),
(t2, x(2)). This one becomes the general law of motion and it is obtained
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looking at a stationary point of the functional

S[x] = / L(x (1), x(t))dt.

4]
The result can be extended to Lagrangians depending on n variables as
described as described above. The example of harmonic oscillator is presented

1
in this framework with the potential energy is V (x) := Ekxz. Therefore we
have the Lagrangian

2 1
2 2
d (0L oL _o
dr \ 9% ax

for the considered Lagrangian, we obtain the original equation of motion

L(x,x):=m kx?.

If we compute

mx(t) = —kx(t)

as expected. As final remark, we can say that Lagrangian Mechanics is the
generalization of Newtonian Mechanics.

2.4 Lecture 4: The Mechanical Hamiltonian

In the 1-dimensional case, let us denote with g := x the space coordinate and p :=
mx = mq the momentum coordinate. The mechanical Hamiltonian is

H(x, %) = T&) + V(x)

where

I,
T := me ; Vi=V).

2

According to the previous notations, we obtain T = T (p) = 5— andV =V(qg). It
m

results

0H _3(T+V) aT _p

ap ap op m -4

Then, using Newton’s second law we have



2.4 Lecture 4: The Mechanical Hamiltonian 23

OH AT +V) 3V

R

Therefore, in 1-dimensional case, the Hamilton equations are

. 0H
g=——
op
. 0H
P==%

Let us stress the following. The Hamiltonian is connected to the Lagrangian
through the formula

H=¢——1L.
q 3
To prove this simple assertion, weuse L =T — Vand H =T + V. It results

2
L+H=27T=1,

m
oL oT 2
At the same time, ¢ — = ¢ — = mc]z = p—, that is
aq aq m
p> 0L

m aq

This equality, called Legendre’s transform, is very important because it allows to
describe a Hamiltonian starting from a given Lagrangian as functions of any number
of variables.

Example 2.4.1 Letus consider again the harmonic oscillator, now using Hamilton’s

1
equations and the new notations. In this case, the potential energy is V(q) := Equ
2
and the kinetic energy is T (p) = ZP;’ where p = mx = mq. The Hamiltonian can
m

be written in the form

2
p 1
H(g, p)i= -+ Equ’

If we compute

. 0H

qg=——
op

) OH

p=—"

dg
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for the considered Hamiltonian, we obtain the original equation of motion from the
second equation,

mg(t) = —kq(t)

as expected, while the first equation represents the definition of the momentum.
The Hamiltonian equations offer another view for Newton’s second law. As we
will see, Hamiltonians are extremely useful in Quantum Mechanics.

The n-dimensional mechanical Hamiltonian can be defined with respect to both
the generalized coordinates g := (¢', g%, ..., q"), representing the position in the
n-dimensional Euclidean space, and the generalized momenta p := mgq, that is
(P1. P2y pn) == (mg' mg?, ... mq").

Therefore the kinetic energy formula is

2 2 2 2
14 pi+p+---+p,
T(P)=T(p1, P2, pn) = >— = —+—=2 .
2m 2m

Exactly as in the one-dimensional case, the potential energy is a function V depending
only on the position q.
The mechanical Hamiltonian is, in this case,

2
H(g, p):=T(p)+V(g) = 2’4 +V(g).

m

Since
IH(q, p) _ 3T (P) _ Px _

Ok Ok m

and Newton’s second law leads to

dH(q,p) _ 3V(g) ok
= = —mq
ag* aq*

= —hi.

Adopting convenient notations

O0H (0H  OH\
dq ag' T aqr)”

OH <8H 8H>
ap api” T op, )’

the Hamilton equations are

. oH

q = —_—
op

. oH

PD=——"7-
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This is a system of 2n equations which makes the same predictions as the Euler—
Lagrange one in the case of mechanical Lagrangian. This represents another way
to express the evolution of a material point or of a system of material points in
Mechanics as in the case of second Newton’s law. It is worth observing that there
are two further formalisms for Newtonian mechanics, the Euler—Lagrange’s one and
the Hamiltonian’s one. The second one has the advantage of working with respect
the total energy of the mechanical system.

Summary of Lecture 4. Another possible formalism for Mechanics is the
Hamiltonian one. In 1-dimensional case, if g := x is the space coordinate and
p := mx = mgq is the momentum coordinate and

Hx,x) =Tx)+ V(x)

is the Hamiltonian, the equation of motion is described by the system

. 0H
q:—
ap
. 0H
pP= Bq'

The connection with the Lagrangian formalism is achieved through the Leg-
endre transformation

H=q¢——-1L.
q 34
Again, we insist on the harmonic oscillator seen through the Hamilton equa-

1
tions: The potential energy is V(q) := Equ and the kinetic energy is T'(p) :=
2
ZP;, where p = mx = mq. We have the Hamiltonian
m

2

p 1 2
H(g,p) .= — + =kq".
(q,p):=5—+kq
If we compute
. O0H
q=—-_
ap
. 0H
p= 9

for the considered Hamiltonian, we obtain the original equation of motion
from the second equation,

mg(t) = —kq (1)
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as expected, while the first equation represents the definition of the momentum.
The case of multiple variables Hamiltonians is also presented.

2.5 Lecture 5: The Hamilton Equations

Consider the generalized coordinates (ql, qz, ...,q"),each one depending on ¢, and
the associated generalized velocities (¢!, §%, ..., ¢"). A general Lagrangian is seen
as a function depending on position and velocities, thatis L = L(g', ¢>, ..., ¢", 4",
G>,...,4". Let us introduce the notation L = L(g’, §'). However, a Lagrangian

can depend explicitly on ¢, so the most general form is L = L(q', ', t).
We define a general Hamiltonian H = H(q', ¢, t) by the Legendre transforma-
tion formula

n

i i 9L i
H(g'\ q'\n=) 4 agr ~ @40,
i=1

or in a simpler notation,

By definition, the generalized momenta are
isioy . 9%
pi(q'. 4", 1) = 0q

The previous formula becomes

n
H=Y p'¢-L.
i=1

The simplest derivation of Hamilton’s equations starts from the total derivative of
the Lagrangian L. We have

dL i[aLdi+8Ld'i]+8Ldt Xn:[aLd"+ d"']+aLdt
= 7749 + o—=dq' | + —dt = —dq' + pidq' |+ ——dt,
= aq' q - a0q' at

that is

\[aL |, e aL
dL = Z |:8—ql,dql +d(piq') —q dpi:| + Wdt

i=1
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2.5 Lecture 5: The Hamilton Equations

This last equality can be written in the form

. oL . aL
Z ——dq' +4'dp; _Edt

d <; piq' — L) = 2 o

and taking into account the definition of Hamiltonian, we have
. oL . . dL

dH = ——dq' + q¢'dp; | — —dt.
; [ agrdd +d'dp } o

Directly, it is
oH oH

- i IH .0
dHZZ a_qldq +8_q’dq + 91

i=I

dt .

We obtain, by associating the corresponding terms from the above right side defini-

tions of d H, that

OH 9L  9H ., OH _ 9L
ag  ag om0 Tar T T

Now, using the Euler—Lagrange equations

d (dL oL —0
dt \ 3¢’ dgi
the first equality becomes
. 0H
hi==g

so the general Hamilton’s equations are
. O0H o0H ., 0H 0L
Pr==%g" op - U Tor T o

If the Lagrangian does not depend on ¢, the Hamiltonian will not depend on ¢,

therefore Hamilton’s equations are only
) oH J0H
p [ 8q Fi apl - q *
In the next section, we present Poisson’s brackets and formulas involving Hamiltoni-
ans. The connection and the consequences with the formalism of Quantum Mechanics

is presented below, in particular in Lectures 42 and 43.
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Summary of Lecture 5. Consider generalized coordinates denoted by ¢', i €
{1,2, ..., n}, each one depending on #, and the associated generalized veloc-
ities denoted by ¢'. If the general Lagrangian is a function depending on
position and velocities, L = L(g’, §'), we define the general Hamiltonian

n

and the generalized momenta
o aL
pi(ql’ ql’ t) = F
q

The corresponding Hamilton equations are

OH OH _
dg'"  dpi

.

[y = q -

2.6 Lecture 6: Poisson’s Brackets in Hamiltonian
Mechanics

Consider a real function F whose variables are p;, g;, i € {1,2,...,n}. Let us take
into account a time independent Hamiltonian H := H(q', §') which can also be
written as H := H(q', p;) , being p; = mg'. Here q¢' and p; depend on ¢. Therefore
we can write

dF  [dF ., OF . "\[0F 9H dF dH
—_— = — +—pi ZZ - — T Z[F,H]
dt aq' ap; dq' dp;  dp; Aq'

i=1

Here [ F, H] denotes Poisson’s brackets of the functions F and H.
dH
If F = H, we obtain T [H, H] = 0 which highlights that we are working

with a time independent Hamiltonian.
If F = g/, we obtain

q']_ _[qjsH]: — 5 -
ap;

. dq) “[0g/ 90H 93q’ 0H| 0H
dt 1 '

If F = p;, we obtain
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n

b= 9P PP i AR TR L
T dr a “~|dq' dp; dp: 3q’ g/’

Therefore the relation
dF
- = [F ) H ] )
dt

involving Poisson’s brackets, gives Hamilton’s equations for particular F.
Let us now concentrate on variables only. We are interested to compute [g°, g/],
[pi.» pjl, [q', p;]. Firstly we prove that [¢', ¢/] = 0. It is

i o ~—~[09q' 0¢7 0q' 0q
[q,q11=2[————— =0
k=1
In the same way [p;, p;] = 0. Itis

“~[0p; dp;  dpi Ip;
i ] = _—— | = O
pi- pi] kzz; |:3qk dpx  Opx Ig*

Finally, we prove [¢’, pil= 8; Itis

: ~[dq' dp;  dq' dp; Pk
= 29 %P _ %4 OPi| N gigh — st
14", p;] ; |:361k dpr  dpx 0q* ; S

whichis O fori # jand 1 fori = j.
dF
It is easy to check the same for Py = [F, p;]. Itis
ql

P _]_i 9F dp; OF dp;| _ OF
P L 8 ope  api gt T ol

Let us consider a function F' depending on the space coordinates F = F(x, y.z). Let
us take into account the x coordinate and then

oF

_:F7 x1s
x [F, px]

that is we can express
F(x +dx,y,2) = F(x,y,2) + [F, p:ldx,

and similar relations with respect to the other two coordinates:
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F(x,y+dy,z) = F(x,y,2) + [F, pyldy,
F(x,y,z+dz) = F(x,y,2) +[F, p.ldz.

Therefore the canonical moment p, is the infinitesimal translation along the x direc-
tion, etc.

Before discussing the Quantum Mechanics, let us say that the description of
physical systems requires variables called observables which can be measured. In
Classical Mechanics, we can measure, by experiments, position, momentum, energy
and other quantities derived from the previous ones. These quantities are completely
deterministic in equations of motion like Newton’s equations, Lagrange’s equations
or Hamilton’s equations. The physical states of a system are values of observables
at a given time. For a particle, we have to consider three space and three velocity
coordinates. Knowing the state of the system at a given moment, we can determine
any other state using the equations of motion. The Classical Mechanics determinism
cannot be transferred to systems when we are working with atoms and molecules.
To see why, we need to step in the territory of Quantum Mechanics and to take into
account Heisenberg’s Uncertainty Principle. We need to understand the meaning of
observables and to look at expectation values of observables. However, in Lecture
42, Ehrenfest’s theorem and its consequences will show us the possibility to restore
the Classical Mechanics formalism from the Quantum Mechanics formalism. Other
connections will be established via Hamilton—Jacobi theorem in Lecture 40 when
we will discuss how the deterministic formalism of Classical Mechanics is replaced
by the probabilistic formalism of Quantum Mechanics.

Summary of Lecture 6. Consider a real function F = F(p;,q;), i€
{1, 2, ..., n}.If the Hamiltonian is H := H(qi, pi), we can define the Poisson
brackets of the functions ' and H by the formula

“[0F 0H OF 0H
FH =Y [0 2 2TR )
dq' dp;  dp; 0q
We have

dF _[F. H]
de — 7

Consequences appear in relation to the generalized coordinates:

W AT
' — | dg* dpr  dpx dg* '

for generalized momenta [p;, p;] =0,
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Chapter 3 ®
Can Light Be Described by Classical i
Mechanics?

Fiat Lux

Genesis

3.1 Lecture 7: The Michelson-Morley Experiment
and the Principles of Special Relativity

When the Michelson—-Morley experiment was performed, it was known that light is
an electromagnetic wave which travels at a constant speed (denoted by ¢) in vacuum.
Can light be treated in terms of Classical Mechanics or we need another theory to
incorporate it? A quick answer is no. The reason for this statement starts from the
Michelson—Morley experiment.

Suppose we have a platform of a train wagon, an open one, on a straight railway
line. During the Michelson—Morley experiment, the platform is at rest or it is moving
at a constant speed v.

On this platform, let us imagine two perpendicular lines which intersect at /, one,
say dj, coincident to the sense of motion, the other one, say d», perpendicular to the
sense of motion. On dj, the longitudinal direction, there is a source of light, denoted
by S, an interferometer placed in / and a mirror, denoted by M, such that the
distance between I and M, is [.

The interferometer is a device able to split a light-ray in the two perpendicular
directions d; and d,, but also to receive two light-rays from perpendicular directions
and to send them separately to another given direction (Fig.3.1).

On the line d,, which corresponds to the transversal direction, there is another
mirror, denoted by M5, such that the distance between I and M, is the same / and a
receiver-device R such that the interferometer / is between M> and R .

The receiver-device is able to capture the light-rays coming from the interferom-
eter and to decide which one reached first the device.
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A Y

AN}

Fig. 3.1 Figure 2.1.1;

The experiment is like this: when the platform is at rest or it is moving at constant
speed v in the Sy I longitudinal direction, a light-ray is sent by the source S, to the
interferometer /. The interferometer splits the light-ray in two light-rays. The first
one is sent to the mirror M, it is reflected by the mirror and it is returned to the
interferometer which sends it to R; . The second one is directed to M, it is reflected
and sent to the interferometer which sends it to R;. Which one reaches first Ry ?

In other words, we are interested in identifying the influence of the speed v on the
splitted light-rays. Is there, or is there not, a difference between what is happening
when the platform is at rest comparing with the case when the platform is moving at
constant speed v?

Let us observe something obvious: if the platform is at rest, both light-rays reach
at the same time R, .

Now, let us try to use Classical Mechanics to describe what is happening when the
platform is moving at constant speed v. First at all, let us observe that it is enough to
establish only the time necessary to cover the routes / M I and I M1 and to compare
them.
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Denote by c the speed of light. The time to cover the longitudinal route I M1 is

A -
Ty T eru 2

because ¢ — v and ¢ + v are, in Newtonian Mechanics, the speeds for the directions
IM;, MI respectively. To be sure that the reader understands why the speeds are
like this, let us focus on the first direction case. Moving at constant speed v in the
sense I M, the light-ray is slowed down by the air, that is by the medium in which
it is traveling, with the speed —v. Therefore, according to the mechanics rules, the
speed of the light-ray traveling in / M direction is ¢ — v.

For the transversal direction, let us denote by ¢’ the time necessary for the light-ray
to reach the mirror M,. During this time, the platform, therefore the mirror, travels
in the longitudinal direction a t'v space. The Pythagoras Theorem, in the formed
rectangle triangle, is (¢'c)? = [* + (t'v)?, that is

l

It is obvious that the time necessary to the transversal ray to reach again the interfer-
ometer [ is f, := 2t’, so we have

/

=

; 21
2 =
2 — 2
Therefore
15 v2
= =]1-—,
5] c?
which implies
h <1,

i.e. the transversal light-ray reaches earlier R;, compared to the longitudinal light-ray.

The mathematical model made with respect to the rules of Classical Mechanics
has a prediction, let us repeat it: the first light-ray, arriving at Ry, is the transversal
one.

If we make the experiment, the result is: the transversal and the longitudinal light-
rays reach R; at the same time. If we repeat it, the same results holds. There is no
difference between what happens when the platform is at rest compared with the
case when the platform is moving at constant speed v.

The error consisted in the model description: it is related to the fact that v could
affect the speed of light. It seems that ¢ — v and ¢ + v are not correctly thought,
therefore we cannot consider Classical Mechanics rules when we try to describe this
experiment. Another rule has to be applied when we “add” velocities.
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This experiment can be also seen making a parallel between the platform moving
in Earth atmosphere at constant speed v and the Earth moving through the ether
at constant speed v. After we establish a new theory to explain the experimental
result, the main consequence is the fact that there is no ether. As a comment from
a different perspective, in modern physics it has been realized that “ether” is the
“physical vacuum” that is a maximally symmetric configuration of spacetime where
no physical field is present. This means that matter-energy density is extremely low.
In this “vacuum”, electromagnetic waves propagate at the speed of light.

Essentially, Einstein formulated the Special Relativity starting from two main
postulates:

The consequences of Einstein’s postulates give the chance to understand how the
light propagates in the context of a new physical theory, the Special Relativity, which
changes the rules of Classical Mechanics when we are dealing with bodies moving
at very large speeds.

Part of these results were also obtained by Henry Poincaré in his effort to explain
the Michelson—Morley experiment.

The postulates are:

1. The laws of Physics are the same in all inertial reference frames.
2. The speed of light in vacuum, denoted by ¢ &~ 2, 99 - 103 m/s, is the same
for all the observers and it is the maximal speed reached by a moving object.

Einstein used the word observer with the meaning of reference frame from which
a set of objects or events are measured. Since the measurements are generally made
with respect to the center O of the frame, this special point is often called the “O
observer” or we may refer to a frame with “the observer placed at O”. We know that
the laws of Mechanics are the same in all inertial frames. The first postulate asks for
the same form of electromagnetic laws in any inertial reference frames, like in the
case of mechanics laws. And in general, all laws of Physics must have the same form
in all reference frames (this result will be fully achieved in General Relativity).

The second postulate plays a key role in Special Relativity being involved in the
way in which we derive the Lorentz transformations.

The framework of Newton’s laws of Mechanics is the 3-dimensional Euclidean
space. Each object is described by a point or by a collection of points of it. Time is
given by a universal clock and allows us to see the evolution of objects.

In Special Relativity, we have to work in a 4-dimensional space. Three of the
dimensions are the standard dimensions used in Mechanics. We can denote them by
X, ¥, z. The fourth dimension is related to time.

Definition 3.1.1 A frame of coordinates (t, x, v, z) is called a spacetime.
The geometry of a spacetime is determined by some physical postulates. They are

Definition 3.1.2 Each point of spacetime is called “event”.

Definition 3.1.3 A curve of the spacetime is called “world line” and represents a
successions of events.
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Example 3.1.4 Let us suppose to work in a two dimensional slice of the previous
spacetime, with the coordinates (t, 7). Consider a world line starting from the origin
0(0, 0) and suppose also that the next point is A(1, zo). Then the object remains t;
seconds at rest with respect to O. This means that the world line has to be continued
with the segment A B, where B has the coordinates B(1 + ty, zo). Next, let us suppose
the object advances in the direction —vy. The line followed has the equation 7 — zg =
—v1(t — (1 +19)), etc.

Example 3.1.5 From the origin O (0, 0), an object is moving for t| seconds in the
direction —v. It reaches the point M (t|, —vt;). Negative speed means only the direc-
tion of evolution in time.

Example 3.1.6 A photon is released from the origin O. There are two possible
directions, ¢ and —c. If it is released in the direction c, its trajectory will be the
line 7 = ct. Or; it can be released in the direction —c. Its trajectory in this case is
z = —ct. Inthis case, after ty > 0 seconds, the photon reaches the point L(ty, —ctp).

In order to advance into the theory, we have to consider two local frames of coor-
dinates, one moving at constant speed v, denoted by S, and another one considered
at rest, denoted by R. The letters are chosen from the words “speed” and “rest.” Two
observers are placed at the origins of each system denoted by O and O respectively.
The first local frame S is described by the coordinates (7, x, ¥, 7), while the frame
R is described by the coordinates (¢, x, v, z).

Now, the reference frames of the two observers have to adapt to the second pos-
tulate of the Special Relativity. To be easier in our reasonings, let us suppose the
bi-dimensional case when the frame S consists of the coordinates (7, z) and it is
moving, at constant speed v along the ¢-axis of R in the same plane as the one
determined by R, here denoted as (¢, z).

First of all, how can we express the fact that S is moving at constant speed v with
respect to R? The simple mathematical answer is: the axis O7 in R has the equation
Z =vt.

Even if later in this book, we will find out that light can also be seen as an
electromagnetic wave (and the conservation of Maxwell’s equations is guaranteed by
the Lorentz transformations), in order to develop Special Relativity, we can consider
here light-rays as trajectories of photons.!

What can we say about the world line of a photon in these inertial reference
frames? With respect to the observers in each frame, two world lines are highlighted:
a photon is moving at constant speed ¢ with a trajectory z =ct in R and 7 = c7
in S, while, for a photon moving at speed —c, we have the lines z = —ct in R and
Z=—cTinsS.

The two world lines of photons at O form the light cone of the frame R. A similar
definition holds in S.

Therefore, if we use the same diagram for both frames, thatis O = 0, the second
postulate has the following mathematical expression:

! The quantum concept of “photon” is rigorously defined in Lecture 18.
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1. The lines z = ct in R and Z = c7 in S have the same image;
2. The lines z = —ct in R and 7 = —c7 in S have the same image.

In other words, the two light cones are coincident.

Summary of Lecture 7. The set up of Michelson—Morley experiment is con-
ceived in Classical Mechanics. This is not appropriate. If we compare the two
time values #; and #, according to the mathematical description we have

. l o l 2lc
1= = 9
c—v c+v c¢z2—?
. 21
2= .
P — o
therefore
1) v?
Z=1-—=,
5] c?
implies
h <.

From the experimental result, we obtain 7, = #;. Therefore the mathematical
model is not correct and the description is not appropriate.

The correct approach is related to another theory of space and time in which
we have to consider that all the observers, at rest or at constant speed are moving
in agreement with the fact that speed of light is the same in any reference system.
In this picture, the additions ¢ + v and ¢ — v become senseless.

3.2 Lecture 8: Motion Among Inertial Frames. The
Lorentz Transformations

Since we deal with inertial frames, as a rule, objects moving at constant speed in
S move at constant speed in R, and vice versa. So, a straight line representing a
world line of an object moving at constant speed in S, it is seen as a straight line
representing the world line of the same object moving at (another) constant speed in
R and vice versa. Transforming lines into lines, the change of coordinates between
the two frames is described by a linear map; we denote it by L, and we call it a
Lorentz transformation corresponding to the speed v (Fig.3.2).

Theorem 3.2.1 In the context described before, the matrix of the Lorentz transfor-
mation corresponding to the speed v has the form
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iy S 3 R
A 73 : A"
B e e ¥ = —ct 23 =ct
v
—_— >
—~ >
0, - 9

Fig. 3.2 Inertial frames and Lorentz transformation

L:;<1v/c2)
CoJT=ve\v L)

Proof A linear map L, : S — R has the form

ab
L= (10).

3

Since O axis in R has the equation x> = v we have

(5e)(0)= ()

that is d = va. In mathematical language, the second postulate is:

The eigenvectors of L, are (i) and ( _lc>, that is
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()
L (1))

To preserve the sense of motion of photons, it is necessary to impose two inequalities
for the eigenvalues, that is requiring A; > 0, A, > 0.
Replacing L,, we derive the equations

and

ac+bc*=av+ec

—ac+bt=av—ec

2
Lv=a<1v/c>.
v 1

To determine a, we need to derive the inverse of the Lorentz transformation.

L;" has to act from R to S, such that L, L;! = L' L, = I,. Furthermore, it
has to be L' := L_,, that is to see S at rest and R moving at constant speed —v.
This reciprocity requirement ensures the invariance of Lorentz transformations with
respect to any inertial frame. This leads to

) 1 —v?/c? 0
IZ_a( 0 1—v%/c? )’

i.e.

1

1 —v2/c?
To determine the right sign of a, we use the Cayley Theorem. It is a simple matrix
exercise: For a 2 x 2 real matrix B, the following equality holds

ie.a? =

B>—2TrB-B +detB-1I, = 0,.

Inourcase, TrL, =2a = \{ + X\, > 0.
The final form of the Lorentz transformation matrix is

1 2
L= 1v/c .
/1 —v2/c2 \V 1
|

For v very small with respect c, thatis if v << ¢, the Lorentz matrix becomes the

Galilei matrix
10
s.=(2)
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which represents how coordinates are transformed in Classical Mechanics.

41

Finally, we can write how the Lorentz transformation looks like in four dimen-

sions. It is B
T+7Zv/c?

= v2/c?

Il
=1

TVv+2Z

1=/

N =R
1
~1

Summary of Lecture 8. Consider two inertial frames of coordinates: S moves
at constant speed v with respect to R, at rest. We can switch, from the coor-
dinates (7, z) of the frame § to the coordinates (¢, z) of the frame R, using
the matrix of the Lorentz transformation corresponding to the speed v. This
transformation is obtained using the idea that speed of light is the same in both
reference frames. It is

L — 1 <1v/cz>
Lo JT=vz\v 1)

This happens in two corresponding slices of four dimensional spaces. If we
consider the coordinates in each spacetime, S : (7, x, y,z) and R : (¢, x, y, 2),
the transformation L, provides the relations

T+ z0/c?

V1 —v?/c?

Tv+Z

J1 =02/

N =
Il
<1 =

3.3 Lecture 9: Addition of Velocities. The Relativistic
Formula

Consider three inertial referential frames, S’, § and R, such that S’ is moving at
constant speed w with respect to S and S is moving at constant speed v with respect

to R.
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1

V1 —w?/c?

The two corresponding Lorentz transformations are L, =

1 w/c? _ 1 1v/c?
(" >a““”‘m<v )

The natural question is: which is the speed of S’ with respect to R?
The answer is: we have to describe the linear map between S’ and R via S, that is
Ly,-Ly,.

v+ w

Theorem 3.3.1 Lv . Lu, = Lv@w» where v ® w = 1-}-v—u)/c2

Proof After multiplying, we have

Ll 1 1 <1v/c2)'<lw/cz):
o \/l—vz/cz\/l—wz/cz v o1 w 1

| v+ w 1
_ 1+vw/c? T +ovw/e? | _
JA =02/ (1 —wij?) | _vtw 1
1 +vw/c?
v+ w 1
1 1 2 2
_ 1+vw/c* ¢ —L
— 3 1 U+w 1 —_— vhw
1— vrw N\ L 1+ vw/c?
1 +vw/c? c?
where
@ w v+ w
v —
1+ovw/c?

Definition 3.3.2 The last formula is called the relativistic velocities addition.

Suppose w — c. The limit, in the left part of the previous equality, will be v & c,

while, in the right part, is . This last ratio is c¢. From the relativistic point of

v+c
1 4+ ve/c?
view, we can say v @ ¢ = c at the limit. Therefore the classical mechanical point of
view disappeared. The consequence is: light needs another treatment than the Clas-
sical Mechanics. This is the reason of the failure of Michelson—-Morley experiment.

A further comment is necessary at this point. In Physics, systems of coordinates
are thought with axes whose coordinates are related to physical units of time, length
and so on (second, meter, etc.). The systems of coordinates corresponding to phys-
ical units are systems of physical coordinates. In the previous sections, we worked
adopting physical coordinates. The units of measure in Physics were thought before
to understand how deeply Geometry is involved in the description of the physical
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phenomena. If we choose an appropriate “length” (e.g. the meter) and an appropriate
“time duration” (e.g. the second), the speed of light can be ¢ = 1. We call these new
units, geometric units. All formulas become simpler and the geometric images are
more intuitive. The coordinates corresponding to geometric units are called geomet-
ric coordinates and are often used in Physics.

As an example, the Lorentz transformation matrix, in geometric coordinates, is

I — 1 1v
v T2 \vl)/)"~

and the addition of velocities becomes

Summary of Lecture 9. In this lecture, we obtain the relativistic formula for
the addition of velocities

v+ w

UEBw:—l-I-vw/cz'

In the limit where w approaches the speed of light ¢, we have, from one hand,
v @ c, and, from the other hand, c. Therefore, from the relativistic point of view,
in the limit, we have v @ ¢ = c. This is the reason why the Michelson—-Morley
experiment failed in measuring the ether velocity.

3.4 Lecture 10: The Einstein Rest Energy Formula
E = mc?

Let us start from an physical object at rest with a rest mass, denoted by m( # 0, and

e nmy
relativistic momentum at rest Py = 0 )

We denote by P = (nTv ) the relativistic momentum of a classical body moving

at constant speed v. The previous considerations can be easily derived defining the
t

. dx X t
generalized momentum P := m o where X := y | In our case x := . )

Z

Theorem 3.4.1 If my # 0 is the rest mass of a body moving at constant speed v,
then
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mo
J1T=v2/c

Proof Using the Lorentz transformation L,, we have P = L, - Py, i.e.

m\ _ 1 1v/c? mo
my ‘m( A 0)’

which leads to the so called relativistic mass formula in physical coordinates,

m=m(v) =

mo

J1=v2/c%

m=mQ) =

O

Denote by f’, f” the first and the second derivative of a real function f. It is
easy to prove that

2
Fx) = f0) + %f’(O) + %f”(()) + 0[],

where O[x3] contains only terms in x with powers greater than 3.
If we neglect the O[x?] terms, when we consider the real function

1
f(x) = —
V1 —x2
we can write
! 412
—_— = —Xx°.
V1—x2 2

Replacing x by v/c and multiplying by m( we have

un) 1
=mg + —movz/cz.

V1 —v%/c? B 2

Let us define the relativistic kinetic energy or, simply, the relativistic energy by

I’l’locz

J1 =02/

E() = m(v)c2 =

The previous formula becomes

1
E(w) = moc2 + Emovz.
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The rest energy is given by the formula
E() = m()C2 .

It is worth stressing again that it makes sense when mg # 0.
Denoting the rest mass by m, we have obtained the famous Einstein formula

E = mc>.
This formula tell us that mass means energy and energy means mass. In fact small

masses can produce enormous energies. And energies mean masses, i.e. if we measure
or we highlight energy there is a mass associated to it, it means we highlighted matter.

Summary of Lecture 10. The most known formula is derived starting from
the Lorentz transformation and the relativistic mass concept. In the case of
objects having nonzero rest mass, we have a rest energy E expressed by

E = mc?.

This formula will be often used in this book.

3.5 Lecture 11: The Relativistic Energy Formula
E? = ch2 + m?c*

Theorem 3.5.1 The relativistic energy formula is
E? = p2c% + m2ct

Proof We start from

moc2

V1 —1v%/c?

and we denote E (v) by E keeping in mind the above meaning. Squaring it, we obtain

E() :=

Now we observe that
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We denote by p the previous p(v), that is the momentum corresponding to the
relativistic mass. It results

E? = p2c* + m2c*
and, denoting again the rest mass by m, we obtain the formula of the above
statement. (]

Summary of Lecture 11. We obtained the relativistic energy formula
E? = p2c® + mict,

2
where E = E(v) = e is the relativistic energy, m(v) =

V1 —v?/c?

0 is the relativistic mass, p = p(v) = m(v)v is the momen-

V1 —=1v%/c?
tum in the case of the relativistic mass m(v) and mg # 0 is the rest mass.

We use this formula later when we study the Compton effect and the Dirac
equation.

3.6 Lecture 12: Electromagnetic Waves by the Maxwell
Equations

The nature of light, at the middle of the 19th century, was not known even if some
progresses were made when Young understood its wave behavior. The meaning of
light wave oscillations remained a mystery since James Clerk Maxwell succeeded in
unifying Magnetism, Electricity and Optics. In his formulation of Electromagnetism,
Maxwell presented light as a propagating electromagnetic wave. The way he used to
describe the electromagnetic field is extremely important and we present it bellow.
Indeed, the Maxwell equations are the “core” of Special Relativity. Essentially, this
theory has been developed in view of explaining their invariance under the Lorentz
transformations. We need some preliminary results and notations.

Theorem 3.6.1 Let us consider some vector fields. If

M = (MXv Myv Mz)» N = (NXa Ny» NZ)7 P = (PX7 Pya P",)7

Z

i J k
N x P := N, N, N, |>
P, P, P,
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M-N:=MN, +M,N,+MN,, M-P:=MP,+MP,+M.P,

then
Mx(NxP)y=(M-P)N—(M-N)P.

Proof We have
(M-P)N—(M-N)P =

= (M, Py +MyPy + M P;)(Ny, Nys N;) — (My Ny +M)'Ny + M N;)(Py, Pys P;) =

i J k
- M, M, M. =M x (N x P).

NyP. — N.Py, =N, P, + N.P, N,P, — N, P,
O

Now, let us consider both the gradient operator and the Laplace operator in spatial
coordinates denoted by (x, y, z), that is

s (2 2 0
T \ox’ 9y’ az)°

VZ._ 62 N 82 N 82
Tooxr o 9y? 02

The last formula can be also seen written in the formal way

Vii=Vv.V
We formally define
V.M oM, OM, OM,
T ox Oy 0z
and

O ;
é (]9 0| _ oM, _ 81\4y oM, _ oM, 8My _ oM,
ox 9y 0z| \ 9y dz ' 0z ox * Ox dy )’

Using these operators, a consequence of the above theorem is
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Corollary 3.6.2
VX(VXM)y=(V-M)V—(V-V)M.

Another comment. We know the meaning of 72¢, where ¢ is a scalar function.
The meaning of V2 M is related to the fact that V2 acts on each component of M, i.e.

VM = (V2M,, V*M,, V*M,).
Therefore we can write
Vx(VxM)= (- -MYV—VM.

If v- M = 0, the previous formula becomes

Corollary 3.6.3
Vx(VxM):—vZM.

We will use this result later.
Let us denote by

E=E@t x,y,2) = (Ex(t,x,y,2), Ey(t,x,y,2), E.(t,x,y,2))
the electric force vector and by
B = B(t7'x7 y9 Z) = (Bx(t’x7 y7 Z)? By(tsxs y7 Z)v Bz(tv-xv y9 Z))

the magnetic force vector;
In geometric units and empty space, the Maxwell equations are

V-E=0
vV xE 0B
T ot
V-B=
Y% B OE
X = —
ot

The first equation reveals the existence of an electric field in the absence of electric
charge. If we are not in vacuum, the first equationis V - E = p, where p is the electric
charge, therefore the first equation describes how an electric charge acts as source
for the electric force, here seen as an electric field.
. OB . . .
The second equation V x E = ——— shows how a time-varying magnetic field
gives rise to an electric field.
The third equation V - B = 0 shows that there are no magnetic charges.
: OE . o :
The fourth equation V x B = —— shows how the time variation of electric field

creates the magnetic field.
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Let us consider the derivative with respect ¢ of the second equation.

IR
BB 0 e 010 00 9 98 9 L OE
o2~ o "~ 0t | 9x By 0z Ox Oy 0z o’
Ov 9y 9| |oE, OF, OF,
ot Ot Ot

Using the last Maxwell equation and the above results, we find

#B v OF vV x (V X B) v°’B
—_——_— = X — = X X = —
or? Ot ’
that is
OB 5
If we denote by
o? 2
= w -V

the d’ Alembert operator, the previous equation is
OB =0.

This is the wave equation corresponding to the magnetic field. Therefore, for each
component B;, i € {x, y, z} we have
O?B; 0*B;, 0°B; 9B
——-=V'B; = :
or? CToox2 T 0y? 072

Now, let us consider the derivative with respect ¢ of the last equation.

PR D gk
PE_0 o p 010 0 0 9 9 9 __ o8B
o o ~ 0t | ax dy 0z Ox Oy Oz o
B B B, OB, 0B, OB.
ot ot Ot

Using the second Maxwell equation and its consequences, we find that

O*E OB )
=VXx —=-VYx(VxE)=V"E,

o - o

i.e.
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Fig. 3.3 Two sections image
of an electromagnetic wave

UE =0.

This one is the wave equation corresponding to the electric field. We have now a
picture of the electromagnetic field described by the Maxwell equations: The two
waves equations of electric and magnetic field are interconnected by the four Maxwell
equations. It is clear that a field cannot exist without the other in the electromagnetic
description of Maxwell equations. Each one generates the other. And they travel
together at the speed of light. We will discuss this fact in Lecture 15 when we will
define [, (Fig.3.3).

Summary of Lecture 12. Let us denote by
E=E(tx,y,2):=(Ex(t,x,y,2), E,(t,x,y,2), E.(t,x,,2))
the electric force vector and by
B =B(t,x,y,2) = (B(t, x,y,2), By(t, x,y,2), B:(t, x, y, 2))

the magnetic force vector. In geometric units, i.e. ¢ = 1, the Maxwell equations
in vacuum are

V-E=0
v x E OB
XE=——
Ot

V-B=
V x B OF
X B=—
ot

If we denote by

82
_ Y _

or?

the d’Alembert operator, after some algebra, the previous equations can be
written in the form

OE =0

0B =0.
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The d’ Alembert operator is used, in general, for the description of wave equa-
tions. Later, in Lecture 15, we will introduce the definition of [1,. It will result
that the electromagnetic waves travel at the speed of light ¢ = 1. The form
obtained here can be used to show the invariance of Maxwell equations with
respect to the Lorentz transformations.

3.7 Lecture 13: The Invariance of Maxwell Equations
Under the Lorentz Transformations

Are these wave equations invariant under Lorentz transformations? The answer is
yes, but we need to perform more steps in order to achieve these results.
In the same way as before, for each component E;, i € {x, y, z}, we have the
equalities
O*E; 2 OPE  OE  OE;
i dy? + 072

To simplify, let us suppose that the electric field E depends only on the variables ¢
and z. The previous equations can be synthesized in only one equation

or? 072

OPE;  O'E;

To continue, let us choose a component only, say x. Since for the other two com-
ponents, the following computations are the same, we use E, to denote this chosen
component by the letter E. The previous equation becomes

OPE  OE
o 92
How this simple equation looks like, in the S frame considered with coordinates 7, z,

if S is supposed to move at constant speed v along the z axis in R? We have to use
the Lorentz inverse transformation L_,, that is

t—zv
F=

1 —2
_ —tv+z
Z:
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- _(t—zv —tv+z
Denote by E(7,z) = E < , := [E(t, z) the corresponding com-
Y V1 —v2 /1 =2 P £

ponent of the electric field in S, which, obviously has to be the same as in R. We
have to prove the following

Theorem 3.7.1 The Lorentz transformations preserve the Maxwell equations form.

Proof Let us show that

OE OE _E  OE
o2 9z2 0 or2 97

‘We have _ _ _ _
OE _oRor 0Eoz _O0E 1 0B —v
ot Or ot 070t Ot J1—212 07J1—22
and
PE 1 PEOT  PEOZ) v OE or  PEOz
02 J1—2\ 02t 0107 Or JT— 02 \9zdr 6t 972 It )’
that is
O*E 1 O°E v R v O’E

T I—vor  1-vozor - o
In the same way

O*E . v O’E 2 R 1 O’
872 1—v20r2 1—220z07 1 —2 072’

therefore the desired relation is obtained by subtracting the two expressions. Now,
from

OPE  OE 0

o 92
in R, we obtain _ _

OPE  OE

orr 972

in §, that is the corresponding equation is the same as it has to be. Therefore, in a
moving inertial frame, the Maxwell equations have the same form as in a frame at
rest. O

Theorem 3.7.2 The Galilei transformations do not preserve the Maxwell equations
form.
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Proof The proof is similar to the one seen before. We ask if the equality

O’E  OE _PE  OE
ot 92 orr 9z

holds for the inverse of Galilean transformations E(7, 7) = E (1, —vt + z) := E(1, 2).
The answer is no. This can be easily shown performing the following computations

OE OEOr OEOx OE OE

o ara Tan o o Vom

and
O’E aZEaT+ OE 9x3 R aT+ OPE 9x3
—_— —_— —_— — v _— —_— =
ot ort ot  071Ox3 Ot ox30T 0t (0x3)?% Ot
OPE 5 O’E 2 O’E
= — — ZV v .
or? ox30T (0x3)2
Then, _
OE  OE
9x3  9x3
and B
O*E _ O*E
(Ox3)2  (9%3)2’
that is
PE  OPE  OPE R OPE , PE  OPE R

e B 2 e
7 E o ooye awar TV ome T o oy
[

The final conclusion is: Classical Mechanics, through the Galilei transformations,
does not preserve the Maxwell equations form while the Special Relativity, through
the Lorentz transformations, does it.

Summary of Lecture 13. The simplest way to express the invariance of
Maxwell equations with respect to the Lorentz transformations is:

1. First, we write the Maxwell equations in a simplified form and we look
only at a component of the electric field, say

PE  PE
o 92
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2. This equation depends on the coordinates (, z) in the frame R at rest. How
this equation looks like in S frame considered with coordinates (7, z), if S is
supposed to move at constant speed v along the z axis in R?

To answer, we have to use the Lorentz inverse transformation L _,, that is

_t—zv
V1 — 2
. —tv+z
Z=—.
V1 —?
_ - (t—2Zv —tv+z
Let us denote by E(7,z) = E , := [E(¢, z) the corre-
’ V1 =02 A1 -2

sponding component of the electric field in S, which, obviously, has to be
the same as in R. It remains to prove

OPE PE _OPE O°E
o2 92 arr 97

After simple computations the equality is proved. It is important to say that if
we try to achieve the same result by the Galilei transformations, the equality
does not hold, therefore light, seen as an electromagnetic phenomenon, cannot
be represented in Classical Mechanics.



Chapter 4 ®
Why Quantum Mechanics? oo

Anyone who is not shocked by Quantum Theory
has not understood it.

Niels Bohr

4.1 Lecture 14: The Problem of the Nature of Matter

When we are talking about matter we can think at the following thought experiment:
consider a rectangular parallelepiped block of iron and suppose we can perfectly cut
it in two equal pieces without loosing material. One of its dimensions, say the height
L becomes L /2. One of the two smaller equal rectangular parallelepipeds is also cut
in two equal pieces. Its height becomes now L/2%. We continue this process and,
at each step, the power of 2 from denominator increases, so at the n step the height
length is L/2".

Can we continue indefinitely this process, or the matter is such that at a certain
moment we must stop?

Aristotle’s opinion was: yes, we can continue indefinitely because at each step we
have something material to cut.

Contrary, Democritus thought there is no possible to indefinitely do it because
matter has to be composed by small pieces putted together and this small pieces
cannot more be divided. They are the constitutive blocks of matter, and he gave
them the name of “atoms”. Democritus cannot explain how these blocks look like or
how they can stay sticked together and in ancient epochs the problem remained one
without an acceptable answer.

As you can see later in this book, between these two schools of thinking, the one
which supposed the basic blocks of matter gave a more accurate picture of what we
might call reality.

Of course, the Greek philosophers Aristotle and Democritus did not think about
a rectangular parallelepiped of iron, may be it was one of stone or a wooden bar,
but we choose an element as iron because the next step was made in the Middle
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Ages when the progress of chemistry made known a lot of elements like gold, silver,
iron, etc. People started to think these elements as atoms. For most part of scientists
and natural philosophers, when they said one iron element, they precisely thought at
one atom of iron. It was the moment when chemists described matter as compounds
of different atoms and it was understood that some different types of atoms could
combine producing substances. This is how the ordinary salt is made; salt is sodium
chloride. Its chemical formula is NaCl. Here the basic elements are Sodium whose
chemical symbol is Na and the chloride whose chemical symbol is Cl. At the same
time, chemists understood that from iron you cannot obtain gold or vice versa, so
the golden dream of alchemists to obtain gold from some other elements failed.

John Dalton’s model of an atom. Only in 1804 someone succeeded to synthesize
the previous ideas in a set of rules, say axioms, that can be considered at the chemistry
foundations. Influenced by some ideas of Bryan Higgins, the scientist (meteorologist,
physicist and chemist) John Dalton thought of atoms as pure philosophical concepts
needed to describe the combinations of different gases from atmosphere. He devel-
oped a refined theory to explain what happen with these gases, whose axioms are:

1. Elements are made of small particles called atoms.

2. Atoms of a given element are identical in all their properties concerning size,
mass, etc. Atoms of different elements differ in size, mass, and other properties.

3. Atoms cannot be subdivided, created and destroyed.

4. Atoms of different elements combine to form chemical compounds.

5. In chemical reactions, atoms are combined, separated or rearranged.

Even if the first axiom seems to be a little beat confusing and saying that now
we have the correct description, the third axiom is not true, these statements are an
important step in understanding the basic chemical concepts and how they rule the
description of matter. In the following, it is possible to demonstrate why the third
axiom is not true.

Joseph J. Thomson’s model of the atom. The next step was made after the electricity
was used by scientists in experiments with “glass bottles” having different gases
inside and electric circuits attached to the bottle. In fact when we are saying “glass
bottles”, we are talking about cathode ray tubes in which most of the air was evacuated
and a ray originates by a high voltage electric circuit at the cathode flows to the
anode. The ray can be detected after the anode. To simplify, let us consider a gas,
say hydrogen in the tube after the anode. The hydrogen glows when the ray passes
through it. Two opposite charged plates are installed near the tube.

When someone is looking at what is happening, she/he can see a shadow flow
attracted by the positive charged plate, when this one is charged and the other plate
is not. Another shadow flow bends into the direction of the negative plate when
this plate is charged and the other one is not. There is a difference between the two
shadow flows. The second shadow flow is not so bended as the first one. It is only
slightly bended. So, let us draw some conclusions. The hydrogen is neutral from
electric point of view. If not, all the atoms were attracted to the same electrically
charged plate. It seems that, in the atoms of hydrogen, there is “something” having
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Fig. 4.1 Thomson’s model of atom

a negative charge which is attracted by the positive plate. And there is “something”
having positive charge slightly attracted by the negative plate. Let us call electron
the “something” having negative charge. The positively charged part will be called
proton. The proton is massive with respect to the electron. Its mass is much more
heavier than the electron mass and we concluded this by looking at how much the two
shadow flows are bended. Something remarkable happens. The atom of hydrogen
has constituents. Such an experiment was made in 1897 when the physicist J. J.
Thomson was credited with the discovery of the electron as a part of the hydrogen
atom. Let us add that the chemical symbol of the hydrogen is H. And let us underline
two important things.

1. Dalton’s atomic theory was disproved, at least at the level of the third axiom.
2. A model of atom has to be developed.

So, Thomson thought at a model starting from the facts that all atoms of elements
are electrically neutral. He proposed the plum pudding model in which the negative
charged particles are floating in a soup of positive charge such that the atom remains
electrically neutral (Fig.4.1).

Ernest Rutherford’s model of the atom. The Thomson model of the atom is not
the only one which has been formulated. The next step was done by the physicist
Ernest Rutherford in 1911 after the analysis of Geiger—Marsden experiment made in
1909 (Fig.4.2).

At that time, radioactive materials were known and also the fact that they emit
rays was known. There are three kinds of rays denoted after the first letters of the
Greek alphabet. These rays have different electrical charges.

— avrays are positively charged because they are attracted by negative charged plates.

— [rays are negatively charged because they are attracted by positive charged plates.

— ~ rays are not charged at all because they are not attracted neither by negative
charged plates nor by positive charged plates.

Geiger—Marsden experiment is simple. Suppose a device capable of emitting « rays,
asort of tube containing a substance called radium bromide which is known emittings
« rays. Another device detects « rays. Between the two there is a golden foil.

The a rays go through the golden foil to the detector. Moving the detector in the
proximity of the source, we can find some deflected « rays even there. According to
Thomson model of gold atom, this cannot happen. The « rays have to pass through
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C, >

SN

Source of a-particles

Detector

Gold foil (Most of a-particles detected)

AN

Detector
(few a-particles detected)

Fig. 4.2 Geiger—Marsden experiment
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Fig. 4.3 Rutherford’s view on experimental results

the gold atoms. The fact that there are some reflected rays might be related to the
existence of something they meet in the interior of atoms (Fig. 4.3).

Therefore, Rutherford proposed a model having a nucleus where all positive
charges are concentrated and electrons orbiting around it. In the case of the hydrogen,
the nucleus contains one proton and the atom has only one electron.

This model has two inconsistencies.

According to the first one, let us think about the hydrogen atom model having one
proton, that is a positive charge, and one electron, that is a negative charge, moving
around it. The opposite charges attract. Why the electron do not spiral on the nucleus
and so, the atom can no longer exist? What is the nature of the electron? Is it a particle
or something else? As we will see, we need first to know the fundamental nature of
light.

The second question is related to atoms having more than one proton in the
nucleus. The same sign charges have to repel. Why does not the nucleus of the atom
fall apart and so the atom no longer exists? How are they kept together?
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Before to continue let us say how small is a nucleus with respect to the dimension
of the atom. If we increase the atom at the size of a football field, the nucleus is
exactly a grain of sand in the middle of it. The atomic mass is almost done by the
nucleus. In nucleus there are protons and neutrons, too. The neutrons are electrically
neutral and their mass is almost like the proton mass. Now we know that electrons are
building block of matter, but protons and neutrons are not. They are made by quarks
and about this topic, we refer the reader to more advanced texts on the subjects.

In a given atom, the number of protons coincides with the number of electrons,
this fact makes the atoms electrically neutral.

The stability of the atom depends on the nature of light. At the end of this chapter,
we will see that light has a dual nature. It is wave and particle, at the same time.

Summary of Lecture 14. This lecture is a quick summary on ideas and exper-
imental facts which led to Quantum Mechanics. Starting from the different
visions by Aristotle and Democritus about the existence or not of indivisible
parts of matter, the atoms, the lecture continues with the perspective of Middle
Ages scientists who discovered chemical elements and compounds. In 1804,
John Dalton considered atoms, chemical elements, and compounds in a sort
of axiomatic way according to some experimental facts. Among these axioms,
there is one related to the elements which are made by atoms and atoms can-
not be subdivided, created or destroyed. This theory was influenced by his
meteorological studies about the gases from the Earth atmosphere.

After, Joseph J. Thomson studied gases as hydrogen and succeeded to show
that the hydrogen atoms contain an electric negative charge, called electron,
and a positive charge with a grater mass. Thomson imagined an atom as a plum
pudding, where the positive charge part (the pudding) contains in its interior
the small particles (plums) with negative charge.

His student, Ernst Rutherford changed the perspective about the atom con-
sidering the positive part in the middle, that is all positive charges staying
together in an nucleus and the electrons orbiting around it.

Thinking only at the model of the hydrogen atom where only a proton
(a positive charge) and an electron (a negative charge) exist, two questions
appeared:

1. The opposite charges attract. Why the electrons do not spiral on the
nucleus and so, the atom can no longer exist? What is the nature of the electron?
Is it a particle or something else?

2. The second question is related to the atoms having more than one proton
in the nucleus. Objects with the same sign charges have to repel. Why does not
the nucleus of the atom fall apart and so the atom no longer exist? How these
positive charges are kept together? Starting from these fundamental questions
on matter has been possible to develop Quantum Mechanics.
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4.2 Lecture 15: Monochromatic Plane Waves—The One
Dimensional Case

To have an intuitive view on the wave behavior of light and matter, we can start
describing a wave as a function

P(t, x) = Acos(kx — wr)

depending on ¢ and x which are real valued. The meaning of k and w will be clear
by the mathematical description of monochromatic plane waves.

All propagating dynamic perturbations and disturbances are in fact waves. A wave
has crests and troughs and can be mathematically described by the wave equation.
Crests of a wave can move in one direction. Such waves are called traveling waves.
They travel at a given speed and they carry energy. An example of such waves are
the electromagnetic waves. Their equation, in the case of magnetic field, is

*B  _,
— —V°B =0,
or?
where v? is the Laplace operator,
2 ? 0? 0?
=ommt G T 5o
(Oxh) (0x?) (0x3)
If we denote by
62
Oi=— -V
or?

the d’ Alembert operator, the previous equation is
0B =0.

The same equation holds in the case of electric field, that is
UOE =0,

where E is the electric field. Here we write the equations of magnetic and electric

fields for t € R, x € R3. In order to reduce them to the planar case, we consider only
. 0
one space variable and the Laplace operator reduced to one term only, say m
X
in the case of the electric field.
For general waves, terms involved in the d’Alembert operator can have coeffi-
cients.

Let us consider now the Euler formula
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i . .
e” =cosa+1sinq,

where i is the immaginary unit having the property i> = —1. If ¢ is the time and x is
the position, a monochromatic plane wave can be imagined as

W(t, x) = Ae' 9D = Alcos(kx — wt) + i sin(kx — wt)].

The positive number A is called an amplitude. To have a picture of the situation, one
has to think that sin and cos functions oscillate between —1 and 1, while A sin or
A cos functions oscillate between —A and A.

The same holds for the function cos(kx — wt). The crestis reached for kx — wt =
0 and at any 27 translations. From kx — wt = 0, it results

X w

t ok

From adimensional point of view, this ratio is space over time, that is a velocity. So,
we have obtained the formula

If we write w
kx—wt:k[x—;t] = k[x — vt]

at a given #y > 0, we have k[x — vt], that is k(x — x). Such a formula shows that
the origin O (0, 0) switches to (xp, 0) moving on the right.
Let us denote by T the smallest positive number such

ei(kx—wT) — eikx, that is ein =1.

2
Itresultsthat 7 = —7T. Since the period T is related to the frequency v by the formula
w

1 2w
T = —, itresults w = — = 27v. Therefore w is the angular velocity of the wave.

v
The wavelength is the distance between two consecutive crests. It is denoted by
the Greek letter \. Since A = vT, it results

wT_%Z_Tr_ZW

kKT kw k-

‘We have obtained
k= —.
A
If we have the function sin v and the distance between two consecutive crests is
A = 27, we have k = 1. If we have sin 2« and the distance between two consecutive
crests is A = 7, therefore we have k = 2 and so on. According to this definition, we
call k the wavenumber of W.
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It results now the meaning of all letters which appears in the describing of the
planar right-traveling wave W:

— t is the time parameter,

x is the space parameter,

w is the angular velocity derived from the frequency v,
— k is the wavenumber derived from the period 7.

s
It remains to prove that W (¢, x) is indeed a wave. It is easy to compute 7 and

12
PV
——. Calculations lead to
Ox?

0*w 5 o*w 5
ar = U e =R
therefore
v k2 OPw .

o W ox
The last equation can be written with respect to the speed v of the traveling wave, so

O*v 1 92w B
ot? v2 Ix2

The two dimensional d’ Alembert operator can be written as

1P
T o 2 oxt

At this point, a short discussion about waves is necessary. They can be reflected,
refracted, diffracted and they can interfere. When they interfere, we can see an inter-
ference pattern. This interference pattern can be imagined using the following obser-
vations. Let us take into account two waves with the same amplitude. There are crests
and troughs. When two crests come together they determine a double crest. We say
that this is a constructive interference. The same for two troughs which determine a
double trough. When a trough come together a crest they cancel, so we are talking
about a destructive interference. The wave interference appears when two waves
traveling in the same medium meet.

The interference of waves can produce a special type of waves, called standing
waves. They have null points and the wave oscillates keeping these points fixed. An
example of such waves are string vibrations. Let us look at standing waves in the
1-dimensional case. Consider an infinite length string along the x-axis which can
oscillate only in a plane determined by the previous x-axis and also consider an
y-axis orthogonal to it. The wave described by the formula

R(t, x) = Asin(kx — wt)
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is, accordingly to the above facts on planar waves, a traveling wave to the right along
the string, while
L(t,x) = Asin(kx + wt)

is a traveling wave moving to the left along the string. Let us remember the well
known trigonometry formula

. a—p3
Sin .

«
sin sin 8 = 2sin
a+sin g > 5

Let us apply it for the interference of the two previous waves in the form
y(t, x) := Asin(kx — wt) + Asin(kx + wt) = 2A sin kx cos wt.

What we have obtained is not a traveling wave, but a standing wave having nodes
nm . .
ateach x = - n € N. The wave oscillates up and down preserving the nodes as

fixed points.

The length of the string has not to be infinite. It can be finite with two ends, one
fixed point at (0, 0), the other one at (L, 0), where L is the length of the string. The
standing wave has the same form

y(t, x) := 2A sin kx cos wt

but we have to impose boundary conditions to fix the endpoints of the string. We
observe that the chosen form has the property y(0, r) = 0, therefore the boundary
condition at the left is satisfied accordingly to the way we defined y(z, x). At the
right, we have to impose the condition

sinkL =0,

27
i.e. the wavenumber k has to satisfy kL. = nm, n € N. Since k = e we obtain the

L
wavelength condition imposed by the two fixed ends of the string: A = —. The
n

associated frequencies of this standing wave are

1 v nv
V= — = —

T X 2L
By definition, n = 1 gives the fundamental frequency of the string, while higher
integers than 1 correspond to the so called, harmonics or overtones.
An important observation is necessary at this point: let us consider that a standing
wave can be modeled around a given circle of length L. In such a case, the mandatory

condition to obtain a standing wave is kL = 2n7, that is the wave oscillates with an
integer multiple of the period of the function sin. Since the circle has length L, its
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L
radius is r = o The formula we obtain is rk = n. It will be used later when we

™
study the electron seen as a standing wave around the nucleus. An exercise for the
reader is to obtain the same results using the wave description W(¢, x) = A()e*~,

Summary of Lecture 15. If ¢ is the time and x is the position, a planar wave
traveling to the right can be imagined as

W(t, x) = Ae' 9D = Alcos(kx — wt) + i sin(kx — wt)].

The positive number A is called amplitude. The wavelength A is the distance
between two consecutive crests.
k is the wavenumber and it is connected to the wavelength A through the

formula
_ 27

k: .
A

w is the angular velocity related to the period 7 through the formula

2
T .= —.
w

The frequency of the wave, denoted v is defined by

The traveling wave W satisfies the equation
Py 1PV
o2 w2 ox?
or, written with respect to the d’ Alembert operator
. 0? 1 o?
YT o2 v 9x2

it has the form
O,¥ =0.
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In the one dimensional case, a standing wave can be seen as the interference
between two traveling waves along the x-axis, that is

y(t, x) := Asin(kx — wt) + Asin(kx + wt) = 2A sinkx cos wt.

The nodes are at each x = %, n € N. The wave oscillates up and down

preserving the nodes as fixed points.

In this case the length of the string is infinite. But we can model standing
waves whose initial string has a finite length. If the two ends are at (0, 0) and
at (L, 0), where L is the length of the string, the standing wave has the same
form

y(t, x) := 2A sinkx cos wt,

but we have to impose boundary conditions to fix the endpoints of the string.
We observe that the chosen form has the property y(0, #) = 0, therefore the
boundary condition to the left is satisfied accordingly to the way we defined
y(t, x). To the right, we have to impose the condition

sinkL = 0,

2
i.e. the wavenumber k has to satisfy kL = nm, n € N. Sincek = TW, we obtain

2L
the wavelength condition imposed by the two fixed ends of the string, A\ = —.
n

The associated frequencies of this standing wave are
v nv

T X 2L

Now, a very important remark: let us observe that a standing wave can be

modeled around a given circle of length L. In such a case, the mandatory
condition to obtain a standing wave is

kL =2nm,

that is the wave oscillates an integer multiple of the period of the function sin.

L
Since the circle has length L, its radius is ¥ = —. The formula we obtain, that

T
is rk = n, will be used later when we will study the electron considered as a
standing wave around the nucleus.

65
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4.3 Lecture 16: The Young Double Split Experiment. Light
Seen as a Wave

It seems René Descartes was the first who states that light is made by particles
traveling at a finite speed in straight line. This description can be used to understand
reflection of light. Light acts as “small bullets” bouncing when they meet a surface
at a given angle (Fig.4.4).

This point of view was kept also by Isaac Newton in his treatise concerning Optics.
The light is explained by two rules:

1. Every source of light emits a large number of tiny particles called corpuscles
in the medium which surround the source.

2. These corpuscles are perfectly elastic, rigid and weightless.

These allowed Newton to see corpuscles as a sort of material points which can
follow the basic rules of Mechanics. The trajectories, being lines, lead to a law for the
reflection: the incidence angle equals the reflected angle. But not all of the known
properties of light can be explained in a satisfactory way following this point of
view. A century later, scientists still believed Newton, even if Christian Huygens
represented light as a wave because Newton’s theory cannot explain phenomena like
polarization or interference. However, in 1801, Thomas Young made an experiment
which showed, without any doubt, that light can be seen as a wave.

If we have a one-slit plate parallel to the plate of a table and we leave sand to go
through, on the plate of the table we obtain a pile of sands. If we have a double-slit
plate parallel to the plate of a table and we do the same “experiment”, two piles of
sand will form. The small grains of sand will create a pattern corresponding to all
other grains of something which pass through the double-slit.

Let us consider now the same experiment, this time using, say, blue light. The
double-slit experiment can be described as follows. Consider a plate AS with two

e
N

——=y
()
N
/ N\

L[]
I

Fig. 4.4 Young’s double-slit experiment (1)
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Fig. 4.5 Young’s double-slit AS W
experiment (2)
My
— A
X1
B
S X 4 0 Mo
C‘/
XZ__ AX:)\:XQXf; ]V171
— D

parallel slits, a source of monochromatic blue light S, that is only one optical fre-
quency v exists corresponding to the blue light, and a screen W placed such that the
order of objects is S, AS and W.

If we cover one slit, we see a blue light strip on the screen.

Let us consider now light passing through both slits. The light illuminates the
screen. In fact, on the screen, we can see many vertical blue light and dark bands.
Physicist call all these bands, fringes.

Of course, if the light is made up of particles like the little bullets we discussed
earlier, only two blue light fringes would appear on the screen. So, in this experiment,
light cannot be thought as “made of particles”.

Here we see an interference pattern as happen when two small stones fall in the
water at the same time. The constructive interference produces the blue light fringes,
while the destructive interference produces the dark fringes.

The main conclusion of this experiment is that light acts as a wave. The wave nature
of light is the only possible explanation of the interference pattern we observe. The
waves passing through the two slits interfere producing blue light and dark fringes.

In this experiment, it is important the magnitude of slits, the distance between the
two slits and the distance between the double-slit plate to the screen. The magnitude
of slits and the distance between them have to be almost as the wavelength of the
monochromatic light produced by the source. If the slits are too large, the chance
to produce the interference pattern decreases. The same happens if the screen is too
close to the double-slit plate. If the two slits are too narrow, the same, we cannot see
the interference pattern. The experiment has to be well “prepared”.

Now, we have to understand why the blue light and dark fringes appear (Fig.4.5).

Consider a perpendicular section, that is a plane perpendicular to the plate con-
taining the two slits. Let us denote with AB the first slit and with C D the second
slit, and A, B, C, D are collinear points. Therefore BC is the distance between the
two slits of length d. The sizes of the two slits are equal and they are very tight as
we explained above.
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From the middle of the segment BC, denoted by X, we draw, in the perpendicular
plane, a line which meets the screen at My. Of course, M is at the middle of the
main light band.

Denote by M, the middle of the next light band. Now we consider the angle
0 = LM XM,.If X, is the middle of AB and X, is the middle of C D, then the lines
XM, and X, M; have to be axes along which the two waves travel in a constructive
interference.

To have this constructive interference, first we draw a perpendicular line from X
to X, M, intersecting at X3. Then, we denote by Ax the segment X, X3.

The angle /X, X X3 can be approximated by 6 and the length X; X, by d, so, for

these small quantities, we have

A
sinf = —x.

The constructive interference condition is Ax = rA. That is a correspondence crest
to crest and trough to trough appears for waves having axes X; M| and X3 M, respec-
tively. Therefore the condition of constructive interference in the double-slit experi-
ment is

nA=dsin6,

A
for those integers n such that nA e[—1,1].

In the same way we find the condition for destructive interference. The corre-
sponding figure is easy to construct and the condition is:

2n +1

A=4dsinf,

—6—11.
l [ ’ ]

If we denote by y the length of MyM,; and by D the length of X My, for small
angles 6 we have

for those integers n such that

A
el =sinf ~ tanf = l,
d

Dn\
therefore y can be computed with the formula y = ——. Of course we can compute

the distance between the middle of two consecutive light or dark fringes, that is we
can mathematically model in a satisfactory way the double-slit experiment results
(Fig.4.6).
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Fig. 4.6 Young’s double-slit AS W

experiment (3)

Summary of Lecture 16. The double-slit experiment can be described as
follows. Consider a plate A S with two parallel slits, a source of monochromatic
blue light S, that is a defined optical frequency v exists corresponding to the
blue light, and a screen W placed such that the order of the components is S,
AS and W.

If we cover one slit, we see a blue light strip on the screen.

Let us consider now light passing through both slits. The light illuminates
the screen. In fact, on the screen we can see many vertical blue light and dark
bands. Physicists call these bands, fringes.

Of course, if the light made up of particles like the Newton little bullets we
discussed before, only two fringes would appeared on the screen. So, in this
experiment, light cannot be thought as “made of particles”.

Here we see an interference pattern like that happens when two small stones
fall in the water at the same time. The constructive interference produces the
blue light fringes, while the destructive interference produces the dark fringes.

The main conclusion of this experiment is that light acts as a wave. The
result of the experiment is described by the equation

A
oX sin § ~ tan § = l,
d D

which is derived above.

M,

My

M4
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4.4 Lecture 17: The Planck-Einstein Formula E = hv

In order to fix the basic ideas of Quantum Mechanics, let us write some useful
formulas whose physical meaning will be given below. It is

RO\ T) = 2 P\, T)

8m _
p(A5 T)=F‘€

1
=
and finally
. Jo eePde
fooo e~Pede

The last fraction with integrals can be easily computed. Many readers will prefer to
separately compute the integrals from nominator and denominator. It is:

/oo6 e Pede = _l ce e |oo n l /Oo e Pde = i
0 B 8 ) B

/oo By 1 |00 1
e Fde=——¢ = —,
0 g 0B

therefore the final result is

e=—=kT.

1
B

Another way is to observe this is
Ceed d * 1
fodocede (m [/ e‘ﬁgda]) = = = KT,
Jo e Pede dg g}
and the same result is obtained. Replacing in the formula of R(A, T'), we have

RO\T) = —p(/\ T) = —kT.

Now let us observe that
/\lir{)l R\ T) =
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This is a mathematical model formulated in a given context which gives rise to
some predictions. The approach is like in the case of Michelson—-Morley experiment
when, in a given Classical Mechanics context, we obtained some predictions. In
the Michelson—Morley context, the experimental results contradict the mathematical
prediction obtained from Classical Mechanics. In that case, a new theory, the Special
relativity, must be formulated to fit the observations.

Here the situation is similar. Something in the set of formulas presented above
leads to results which do not fit experiments. We have to change something, the
infinite obtained in the above formula cannot exist in reality.

The only place where we can act seems to be when the two integrals are considered.

What happens if we change the continuous variable €, belonging to the real

interval [0, +00), with ney, where n belongs to the natural number set N?
We get a modified formula for €, i.e.

=) - 0
1 L1 O I e e Rt
>0 e oo ds dg 1 — e eBeo — 1

n= n=0

It results

2mc €0 2mc €0
RAD =5 (—3 = 1) | Tm

According to the physical meaning, it is

c
eozhuzhx,

where & is a constant, the Planck constant, v is a frequency, c is the speed of light,
and ) is a wavelength. The above formula is now

2mhc? 1
S he 1
ekT N —1

ROT) =

and

. 2whc? 1
Alin(i A5 he 1 =0

ekT N —1

which fits the experiment which we are going to describe below.

The main change, made in order to fit the experiment, is related to the fact that €
cannot have a continuous set of values, but only natural multiples of a given energy
€o. This energy depends on a constant, called Planck constant, and on the frequency
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v. This means that the energy cannot have a continuous set os values but only discrete
values which depends on a finite quantity of energy, called “quanta”. Therefore, the
corresponding formula is

E :=hv.

This approach was postulated by Max Planck in order to explain the black-body
radiation. It is an electromagnetic radiation emitted by a black body. A black body
is an idealized physical body that absorbs all incident electromagnetic radiation,
regardless of frequency or angle of incidence. The name “black body” is given
because it absorbs all colors of light. A black body also emits black-body radiation.

According to the above notations, let us say that ) is the wavelength of the black-
body radiation. T is the absolute temperature of black body. The Planck constant £
can be experimentally evaluated being about 6.626 x 10~ joule- second. For the
experiments leading to this result, we refer the reader to the Bibliography.

The function R(\, T) is the spectral radiance produced by the surface of the black
body having the absolute temperature 7 and wavelength \. Here k is the Boltzmann
constant. . The formula

2me €0 2me €0 2mhc? 1
R(Aa T) = 7 (—6/350 — 1) = 7 i = AS hc 1
ekT —1 ekT X — 1

is now called the Planck spectral radiance formula. To obtain this, Max Planck
hypothesized that , the average energy produced by all the possible frequencies, is

produced by energies of type ney where the quantum energy is g = hv = hE. In

this way, the spectral radiance does not diverge and is coherent with experimental
results. This means that a black body cannot accumulate infinite energy.
Specifically, the Planck spectral radiance formula allows to calculate

R(T) := /oo RO\, T)d\
0

which is a finite number depending on 7. Indeed, if we compute the integral

1
/ TN
o L
e A —1
. 1 . 1 . .
and substitute y := X thatis dy := _ﬁd A, the previous integral becomes

00 3
/ J dy.
0 e —1
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Another obvious change of variable is x := ay, dx = ady, and then we can recast

the integral as
0 x3
K (a) / dx,
0 er —1

h
where K () is a constant depending on T4, being o = k_YC" Itis

00 x3 ) x3e—x ) o o =)
/ - ldx = / l—ﬂ‘dx = / x? Ze‘“dx = Z/ x3e ™ dx.
0o € — 0 —e 0 - w1 Y0

Using u := nx and du = ndx, it results that
%) x3 oo 1

dx =6 —

/(; e —1 o 2} n*

which is a finite number as we are going to demonstrate.

For this purpose, let us use the Fourier series which we will reconsider in details
in Lecture 37. In particular, let us consider the Plancharel-Parseval theorem. We
start from f(x) = x? for x € [—n, 7], which is a continuous function on the given
interval. The same is its square, f2. So, both f and f? are integrable. We compute
the Fourier coefficients:

| Y 2
a, ::_[ x2€1nxdx:w’ new, n;é()’
T J_, n
1 m 5 7.(.2
ay = — x“dx = —.
2w J_, 3

4

4 T
|2 = — lao|> = R that is, according to the Plancharel-Parseval the-
n

It results |a,

orem, we have

1 s o0
5/ frdx =) "al=a3+2) a.

nez n=1

The last line can be written in the form

7t 7t 21
—=—+438 —.
5 9 + ;n“

Therefore
4

6 T
2w
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We have the entire landscape view on Planck’s work after we observe that R(T), the
total spectral radiance, is a constant multiplied by 7, exactly as it appears in the
Stefan—Boltzmann law. In other words, the Planck idea to consider a quantized energy
is the key for a correct physical description of the spectral radiance. Specifically, the
formula

27hc? 1
R T) = 23 he 1 ’
ek_TX -1

is in agreement with experiments and allows, after computations, to highlight the
correct proportionality between the total spectral radiance R(T') and T* as it appears
in Stefan—Boltzmann formula.

Summary of Lecture 17. The following formula

_ JeePde 1
= — = = 9
[y efede B

is the key ingredient which leads to the concept of quantized energy introduced

by Planck. If

2me _
R()\, T) = FE

1
and § = —, it results
kT

2
RO T) = g KT

and
lim R\, T) = +o0.
A—>04

These formulas have to be related to a experiments whose result cannot be
+o00. What is wrong in this description? Let us change the continuous variable
€, which belongs to the real interval [0, +-00), with ne(, where n belongs to the
natural number set N. Therefore we have a modified formula for £, which is

fe%s) -0 o
e X roe 0 d Y oo =—i[1n 1 ]: 2
ZO e_ﬂ”CO dg 0 dg 1— 3_550 eﬂa() —1

It results

2mc €0 27c €0
R(A’T):7<eﬁso_1>:7 —5_0
ekT —1
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According to the physical meaning of the experiment, we have

c
gy = hy = hx,
where / is a constant, v is the frequency, c¢ is the speed of light and A the
wavelength. Therefore

27hc? 1
23 he 1 ’
ekT N — 1

RO\ T) =

and

. 27hc? 1 —0
o0, A he 1 -

eﬁx—l

which fits the experiment. The main change made, in order to fit the exper-
iments, is related to the fact that € cannot have a continuous set of values,
but only natural multiples of a given energy €o. This energy depends on a
constant, called the Planck constant, and on the frequency v. According to
this result, the energy cannot have a continuous set of values but only discrete
values which depends on finite quantities of energy, called quanta. Therefore,
the corresponding Planck—FEinstein formula E := hv must be considered as
an axiom which allows the correct mathematical description and the physical
interpretation of the experiment.

4.5 Lecture 18: Light as Particles. The Einstein
Photoelectric Effect

In an experiment performed in 1887, Heinrich Hertz detected the photoelectric effect
by observing that ultraviolet light hiting a metal produces sparks. The sparks are
actually electrons released from the metal used. The ultraviolet light can be replaced
by any light beam.

A theoretical explanation of this effect was given by Einstein using Planck’s idea
related to energy conceived as packets. Einstein proposed to consider light formed by
photons which are tiny packets of energy, each packet carrying the energy E = hv.
Einstein proved that the extraction of electrons happens if the energy of photons,
which hit the metal, is grater than the energy necessary to electrons to escape from the
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metal. The photon energy is proportional to the frequency of the light, so increasing
the frequency we increase the energy and we can see the “photoemission” happening.

So, when a photon from the light beam hits the surface, it uses all its energy
E = hv to extract an electron. How we can model this? In 1905, Einstein’s idea was
to observe that if electrons are released at a speed, denoted v, and if m is the mass
of the electron, the following equality holds

1,
—mv- =hv—W.
2

In this formula the minimum amount of energy necessary to extract the electron is
denoted by W. The meaning of the previous formula is the following. If v = 0, this
extraction does not happen. In this case, E = hv = W. But, if E — W > 0, that is
hv — W > 0, the electron is released at speed v according to the above formula.

Einstein’s idea to see light made of particles (the photons) carrying energy oblige
us to develop another point of view when we are dealing with it: The light can be
described as a wave and a particle at the same time. In some experiments, light has
to be considered as a wave, while in other experiments it must be seen as a particle.
Therefore, light has a dual nature. This point of view is incompatible with Classical
Mechanics. In this perspective, we need another approach to microscopic phenomena
leading to Quantum Mechanics.

Summary of Lecture 18. In the long story related to the question “What is the
nature of light?” two possible answers are possible. The wave nature of light is
highlighted by the two slit experiment. A description of light as electromagnetic
waves was given by Maxwell. Above we presented the Mathematics behind
this wave nature.

Heinrich Hertz detected the photoelectric effect, when, in an experiment,
he observed that ultraviolet light, hiting a metal, produces sparks. The sparks
are actually electrons released from the metal used in this experiment. Einstein
gave the explanation of the phenomenon considering light as at a collection of
particles called photons and having quantized energies, E = hv. The equality

lmv2 =hv—-—W

> =
makes sense if the energy of light is grater than the energy of extraction, W.
If so, electrons are expelled from the metal according to the above formula.
According to this explanation for the photoelectric effect, he concluded about
the dual nature of the light: light can be wave and particle at the same time.



4.6 Lecture 19: Atomic Spectra and Bohr’s Model of Hydrogen Atom 77

4.6 Lecture 19: Atomic Spectra and Bohr’s Model of
Hydrogen Atom

In this lecture, we are going to present an atomic model based on the above facts
and results. In 1913, when this model was presented the physicists still did not know
about the possibility to detect electrons as waves. Let us start from the experiments
discussed above on hydrogen in a glass bottle. Excited atoms of hydrogen emit light.
If this light passes through a prism, we can observe a series of four colored lines
with dark spaces in between. We obtain the same experimental result by considering
other elements. Each time, we observe more or less colored lines with dark spaces in
between. These series of colored lines are called atomic spectra. Each element has
its own atomic spectrum, therefore elements can be identified by their line spectrum.
Johann Jakob Balmer was the first who, in 1885, observed a regularity in spectral
lines of atoms. In fact he obtained a formula related to the nine known lines of
hydrogen in terms of their wavelengths:

2
A=C

5 ,n=3,4,5...,11,
n* —4
where C = 3646A is a constant.

In 1889, Johannes Rydberg described the wavelengths of photons emitted by
changes in energy level of an electron in a hydrogen atom. The considered formula
is in fact the Balmer one written in a different way, that is:

1 1 1
XZRH i_; ’n:3,4,5,...

where Ry is the Rydberg constant, Ry = 109677, 58 cm~!. Rydberg’s formula can
be generalized for spectral series of hydrogen seen in ultraviolet or infrared light as

1 1 1
T=Ry|—=5—=5).m<n,m=123,45, ..., ,n=2345,...,
A ny n;

where n is called the principal quantum number of the upper energy level and 7, is
called the principal quantum number of the lower energy level for the atomic electron
transition. The existence of spectral series cannot be explained by Classical Physics.
Another model of an atom should be created to explain these observations.

It was the Danish physicist Niels Bohr, based on some quantum postulates, who
attempted to describe the hydrogen atom. He created a mixed classical-quantum
description based on Rutherford’s planetary model with a positive charged massive
nucleus at center and a negative charged electron around it. He used Einstein—Planck’s
relation i.e. photons as carriers of energy, as we have seen in Einstein’s photoelectric
effect. The postulates are:
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1. The electron moves around the nucleus on a circular orbit imposed by the
electrostatic force who acts between the two electric charges.

The second Bohr’s postulate is related to the fact that not all circular orbits are
possible:

2. Among all orbits, only those corresponding to given energy levels are possible.

3. The electron preserves its energy while moving on circular trajectories related
to these given levels.

Let us first explain the idea before enunciating the fourth postulate. Energy can
be lost or gained only if the electron switches between two allowed energy levels.
A photon having the energy E = hv interacts with the electron found on an orbit
corresponding to an energy Ej if there exists a possible orbit corresponding to the
energy Ej + hv. In this case the electron will jump to this orbit and the atom gains
energy. An electron of an orbit corresponding to an energy E,, can release a photon
with an energy E = hv only if this energy of the photon allows the electron to jump
to another allowed level, E .

4. Therefore, a photon can make the electron jump between two allowed energy
levels E; and E;, E; < E; if and only if its energy hv satisfies the relation

El—Ethl/.

5. There is a first fundamental level E corresponding to a possible minimum energy
such that the electron cannot spiral to the nucleus.
The mathematical description of the model starts with the definitions:

— £o which is now the vacuum permittivity,
— |e|, the absolute value of the charge for electron and proton,
— Z, the number of protons in nucleus, in the case of hydrogen atom Z =1,

— the Coulomb force,
1 Zlgillq2l

dreg 1?2

’

in this case
P R
T dweg r?’

— Bohr first postulate is
mvr =nh, n=1,2,3,...

where h := — is the reduced Planck constant. It means the stationary orbits are

at distances r 7sTuch that the angular momentum is quantized (m is the mass of the
electron). The lowest value n = 1 corresponds to the smallest possible orbit, the
one stated in the fifth postulate.

— the centripetal force corresponding to the orbit(s) is
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mv
F=—o,
’
— the electron potential energy is
e 1
© Ameyr’
— the electron kinetic energy is
1
T =-mv
2

Bohr started from the Classical Mechanics energy condition

mv? 1 ¢
r dmegr?’
i.e.
e 1 &2
dmeg mur  4dmwegnh’
It results 5
nh dregh
= = S n’, n=1273,...
mv me

Replacing in the potential and kinetic energy formulas, we obtain

V_m e? 21 T_m & 2l
T o2 \dwey ) n2 0 2m2 \dwey ) n?

The hydrogen atom total energy formula is

g o_" (¢ S —1,2.3
"o ey ) w2 T 0

If we compute the energy difference corresponding to two different orbits, we find a
Rydberg type formula

1 1

E:EZ—EjzRE(n——n—),
1oon

where Rp is a constant with the obvious physical dimensions of energy.

This model, which mixes Quantum and Classical Mechanics, is today obsolete.
The main objection is related to the statement of first postulate; de Broglie gave a
consistent explanation for it, as we will discuss in the next lecture. Another major
objection is related to the concept of circular orbits. It means that the electron exhibits
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a deterministic behavior, that is, we know at any moment, its position and its velocity.
When we will study the Heisenberg Uncertainty Principle, we will see that it is
impossible to determine, at the same time, the electron trajectory and momentum.
However, it is worth studying the Bohr model of atom because it is both an important
step towards a self-consistent formulation of Quantum Mechanics and because it
gives good predictions for the Rydberg series.

Summary of Lecture 19. The spectral series of hydrogen atom, the Balmer’s

one

! R ! ! 3,4,5

= ———= ), n=3,4,5,...
/\uac & 22 n’

and the Rydberg’s one,

1 1 1
= Ry <—2——2),n1 <ny,n=1,2,3,4,5,...,,n0=2,3,4,5,...,
Avac ny nj

cannot be explained by Classical Physics. In 1913, Niels Bohr proposed an
atomic model which mixed Rutherford’s model, Planck’s quanta and Einstein’s
photoelectric effect. Among the postulates used by Bohr, one is very important:
the electron moves on a circular orbit around the nucleus. This one is written
in terms of quantized angular momentum,

mvr = nh.

The mathematical description of the model starts with the Coulomb force
written in the case of hydrogen atom as

1 &2
"~ 4rweg r?
which equals the centripetal force
mu?
F=——
7
Therefore
mu? 1 &2
r A4mwegr?’
i.e. 5
nh dregh
y=— = 0 n2,n=1,2,3,




4.6 Lecture 19: Atomic Spectra and Bohr’s Model of Hydrogen Atom 81

Replacing in the potential and kinetic energy formulas, we obtain the hydro-
gen atom total energy formula

m e\ 1
Ei=——|—) =, n=1,2,3,....
2h? (47r50) P

If we compute the energy difference between two orbits, we find a Rydberg

type formula
1 1
E:El—EjzRE(———>.
n; n;

The model was firstly corrected by de Broglie which obtained the Bohr’s first
postulate from another hypothesis. However, another major objection remains.
The circular orbits contradicts the Heisenberg Uncertainty Principle we will
study later.

4.7 Lecture 20: De Broglie’s Hypothesis. Material Objects
as Waves

To translate the title, de Broglie thought that all what we consider matter acts as
wave, too; that is any material object has an associated wavelength. This means that
the wave-corpuscle duality principle can be extended to particles like electrons and,
in general, to any form of matter. How did de Broglie come to this hypothesis?

Let us start from the formula E = mc2. It does not work for photons, because we
know that their rest mass is assumed to be 0. Let us write the formula with respect
the momentum p.

Then E = pc. And let us consider the other formula we obtained for energy,
E = hv. Therefore we obtain

h hl h
P=r=cr =X
According to this formula, we can assume that an electron (and any particle) has a
proper wavelength. Clearly the wavenumber can be given in all its possible expres-

sions like
2 27 2
k=—=—=—v.
A cT c

h
Multiplying both members by %, and considering again A, it results Z_k = — =p,
T

that is

c

p = hk.
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The last formula can be seen as a quantization of the momentum. Any time % or
appear in a formula, we are dealing with a quantized quantity.
These considerations can be summarized in the de Broglie formula

according to which an electron (or any particle) can be considered as a wave.

In order to test this hypothesis, we can take into account the Davisson-Germer
double slit experiment where the particle beam is made of electrons. The same
phenomenology holds also for other elementary particles, atoms and even molecules.
It is possible to confirm the wave behavior, justifying de Broglie hypothesis, in any
case. We refer the interested reader to the Bibliography for detailed descriptions of
these experiments.

According to this picture, we can guess why electrons do not spiral into the atomic
nucleus.

The electron in an atom is a standing wave. In other words, to correct the hydrogen
atom model by Bohr, de Broglie proposed to look at the electron as at a standing wave.
Therefore the electron is a wave and an integer number of wavelengths represent the
circumference of the orbit, i.e.

n\ = 2mur.

From this relation, it is clear that, for a given wavelength A, only some radius are
possible. According to the de Broglie formula, it results

nh
— =27r
mv

which is equivalent to the Bohr postulate mvr = nh.

The next step to understand correctly the atom model will be realized after studying
the Heisenberg Uncertainty Principle.

To conclude, matter has in general a wave behavior. But why we cannot see this
wave behavior for a macroscopic object having, for example, a mass of 1 Kg which
moves at speed 1 m s~!? The answer is very simple. If we compute \, we find out it
is h, that is of the order of magnitude 10~3*Kg m?s~!. Therefore we cannot observe
such a wave having this extremely small wavelength. Summing up: All these facts
cannot be framed in the standard scheme of Classical Mechanics. This means that a
new paradigm is necessary. It is the Quantum Mechanics.

Summary of Lecture 20. The de Broglie hypothesis can be summarized in
following way. We start from the rest energy formula written in the form
E = pc. Consider now the other formula for energy, E = hv. Therefore we
obtain
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This formula can describe the wavelength of an electron. Starting from the

formula of the wavenumber
2T
k=—v,
G
we can derive

p = hk.

The last formula can be seen as a quantization of the momentum, which is the
next step after the quantization of energy. The Davisson-Germer double slit
experiment, made with electrons, confirmed the de Broglie hypothesis. The
standing wave behavior of the electron in the hydrogen atom is a consequence
of this reasoning. The Bohr postulate about circular orbits, mvr = nh, can
be deduced by de Broglie hypothesis starting from the electron wavelength
formula, which is

A= —.
mv

4.8 Lecture 21: Strengthening the Einstein Idea of Photons.
The Compton Effect

This very important experiment proves definitely that light cannot be seen only as an
electromagnetic wave but also as a particle. We already know, from the photoelectric
effect, that light is described as made of particles, called photons, carrying tiny
packets of energy. The remarkable Einstein explanation has been demonstrated to
be experimentally valid, but: Is there an experiment where light starts as a wave
but it shows particle characteristics? This will strengthen Einstein’s point of view
about light seen as made of particles. Measuring something predicted gives the proof
of the statement. Such an experiment was performed by Arthur Compton in 1922.
He highlighted what we call now the Compton effect described by a formula which
predicts a change of wavelength which can be measured. From a classical point
of view, there is no possibility to explain why the initial wavelength can change
after interactions with charged particles as electrons. The fact that light wave, after
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interaction, has a different wavelength obliges us to consider light as a flux of particles
whose energy changes after interaction.

Suppose a source which emits X-rays. The X-rays hit a substance and act on the
electrons in a way described by Compton using the following model. An incident
photon, whose initially momentum is py, hits an electron e supposed at rest. After the
collision, we denote by p;, the momentum of the photon, and by p, the momentum
of the electron. The photon and the electron are spread in two different directions by
angles 6 and ¢ with respect to the axis determined by the direction of the incoming
photon. After the collision with the photon, the speed of the electron is high enough,
in comparison with the speed of light, therefore we can use the Special Relativity.

Let us denote by m the mass of the electron. The kinetic energy of the electron is
defined as

T =FE— mcz,

where E is the total relativistic energy and mc? is the rest energy of the electron. In
the case of photon, its energy is

and its momentum is

p:

o |

The total relativistic energy is described by the formula
E? = m2c* + pie?,
where the impulse of the electron is
mv
P= e

Let us apply these formulas to the case of the experiment described above. The

c E h
photon has the initial energy Ey = h)\— and the initial momentum py = 2=
c

Ao
After the impact with the electron e, the previous quantities switched into E; =
c E
h)\— and p; = il g Ve As we previously asserted, € is the angle made by the

incildence direction with 1the new direction taken by the photon.

We denote by p, the momentum of electron after the collision and by ¢ the
angle between the incidence direction and the direction taken by the electron e. The
momentum conservation leads to the following equalities:

p1cosf + prcosop = pg
p1sinf — pysing =0
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that is
Po — p1cost = p,cos ¢
p1sind = p, sin ¢.

We square each line and we add the two equations. Finally, we obtain
P3 = pg + pi — 2popi cos b.

Now let us focus on the conservation of energy. We have an energy before the
collision, and the energy after the collision. Before the collision the energy is Ey +

mc?. After the collision the energy is E1 + ,/m2c* + p3c?. The energy is conserved,

therefore
Eo+mc* = Ey + /m2c* + pic2.

We arrange in the form

Ey— Ey = \/m2c* + pic? — mc?,

where the left hand side represents the difference between the energies of the photon
before and after the collision while the right hand is the difference between the
energies of electron after and before the collision. It results

Jm2et + pic? — mc? = Eg— E; = c(py — p1).

Canceling ¢ we obtain
Vm2e + p3 = (po — p1) + me,

(po — p1)* + 2me(po — p1) = ps.

that is

Since we have also
Py + pi — 2popicosf = p3

it results

., 0
mc(po — p1) = 2popi sin® 3

It can be written as

The final relation obtained is the Compton effect formula
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hl/l

hVo

¢

o
\‘ electron after collision

Fig. 4.7 Compton’s effect. The basic picture of the collision

h 0
)\1 - )\() =2— Sin2 -
mc 2
which shows that light has not only an electromagnetic wave behavior but also a
corpuscular behavior (Fig.4.7).

Summary of Lecture 21. Suppose a source which emits X-rays. The X-rays
hit a substance and act on the electrons in a way described by Compton using
the following model: an incident photon, whose initial momentum is py, hits an
electron e supposed at rest. After the collision, we denote by p; the momentum
of the photon and by p, the momentum of the electron. The photon and the
electron are spread in two different directions forming angles 6 and ¢ respec-
tively with respect to the axis determined by the initial direction of the photon.
If m is the mass of the electron, E is the total relativistic energy then

T =E —mc2,

is the kinetic energy of the electron. The photon has the initial energy Ey =

c L Ey h : :
h— and the initial momentum py = =0 P After the impact with the
0 c 0
. . . . Cc E 1 h
electron e, the previous quantities switch into £ = h)\— and py = — = EVE
Cc 1

1

The total relativistic energy is described by the formula
E2 = m2c* + p2c2,

where the impulse of the electron is

muv
p=——
V1 —v2/c?

Imposing the conservation of energy, we have



4.8 Lecture 21: Strengthening the Einstein Idea of Photons. The Compton Effect 87




Chapter 5
The Schrodinger Equations and Their oo
Consequences

Art and science have their meeting-point in method.

Edward George Buwler-Lytton

5.1 Lecture 22: The Schriodinger Equations. The One
Dimensional Case

As the title suggests we have to discuss about more than one equation. These
Schroédinger equations can be considered as axioms and principles of Quantum
Mechanics due to the practical and conceptual consequences of their formulation.
The starting point for our considerations is asking how Erwin Schrodinger conceived
these equations. According to the results of previous chapter, he took into account
the fact that objects of Quantum Mechanics are both particles and waves at the same
time. This means that we have to describe these objects according to the wave defi-
nition we choose. Therefore an appropriate wave equation has to be constructed. In
the one-dimensional case, the solution should be a monochromatic wave described
as
W(t,x) = V(x) = A'®" teR, x eR

We observe
dv .
— = ikVY,
dx
and
da*v 5
— = k"W,
dx?

Let us take into account that p = hk, i.e. k = % It results
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hdeqJ

_ 2
der P v
that is s )
A Ty,
2m dx? 2m
We know the formula 5
14
— =H —V(x),
. (x)

where H is the total energy, i.e. the Hamiltonian H. Multiplying it by W, we obtain

R d*w p?
Py _py-_ v
2m dx? 2m

It results the Schrodinger time-independent equation in the form

HY w4y + Vx)w
=——— X)W,
2m dx?
The time-dependent Schrodinger’s equation uses the derivative of the wave function
with respect to time and the multiplication by #:

aw
h— = —iwh¥ = —iHW.
ot

Therefore
. 0w
ih— = HW.
at
We have used the energy formula, here in the form H = hw, because we are dealing

with the total energy which may contain a potential energy term.
Replacing H W with i A— in the time-independent Schrodinger equation, we get

the time dependent Schrodinger equation

2 92

v
—%W(Z‘, x)+ V(x)W(t, x).

v
ih m (t,x) =
If the potential is dependent on ¢ and x, we have V (¢, x).

These quick considerations point out the fact that there is not a deduction of
Schrodinger’s equations, because they were postulated. Let us now specifically take
into account the one dimensional case.

The time-independent Schrédinger equation refers to a wave function W depen-
dent on the position x only. The postulated equation is
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2 2

h d
HY(x) = <——— + V(x)) W(x).

2m dx?

For the time-dependent Schrodinger equation both W and the potential V depends
on (¢, x), therefore the postulated equation is

2d2

d
W, x) = (-
V@) ( 2m dx?

+ Vi, x)) (t, x).

This form is related to the operator form we develop later. In the case of an electric
field, a particle is subject of a time-dependent potential, so it makes sense the last
form.

The time-dependent Schrodinger equation is used in the theory of the harmonic
oscillator we will present later.

Despite of these considerations, in Lecture 32 we find out that something is wrong:
particles as electron cannot be described by the monochromatic planar wave

W(t,x) = At e R o x e R,

so some further ingredient is necessary in our discussion. However the Schrédinger
equation can have solutions expressed with respect to the wave function form written
above and in the same Lecture 32 we understand the meaning of such a solution.
Furthermore, let us observe the linearity of the Schrodinger equation with implica-
tions in the existence of solutions written as linear combination of solutions as we
will see in the next lectures.

Summary of Lecture 22. In the one-dimensional case, let us consider a wave
described as
W(r,x) = A&t e R, x e R.

Using the Hamiltonian H
P?
H@t,x)=_—+4+Vx)
2m

we can “derive” both Schrodinger’s time-independent equation

HWY Clin + V(x)¥
= X
2m dx?

and Schrodinger’s time-dependent equation
2 42

A h 9°W
lhg(t,x)——%ﬁ(t,x)—i—V(t,x)\ll(t,x).
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Even if these equations were postulated in Quantum Mechanics, a problem
remains. Is
U(t,x) = Ae'® ) e R, x eR

an appropriate description for waves related to particles as, for example, the
electron? The answer is no. As a consequence, we have to replace the wave of
the above form with wave packets.

5.2 Lecture 23: Solving the Schrodinger Equation for the
Free Particle

Let us start from the time independent Schrodinger equation

B d*w

HY = - %~
2m dx?

+ V(x)Ww.

For a free particle, it is V(x) = 0. Suppose that the particle moves along a line
segment of length L; the corresponding Schrodinger equation becomes

d*v 2m
— =—-"_HvV,
dx? h?
which can be written as
v .
dx? ’

2
This formula comes from H = T = ;; and p = hk. It results
m

The general solution is . '
W(x) = Ae’™ + Are ™t

h
as you can immediately verify. From A = — and nA = L, the momentum is
mv

described by the formula

therefore, if we replace in the energy formula, we obtain
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h2
H=H, 2

n=ghh =123

It means that the energy of the free particle is quantized. If the particle moves between
two energy levels, the role of photons is highlighted because

Aan = Hn —_ Hk = hv,

where v = (n? — k?) as it is easy to show.

h
2mL?
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5.3 Lecture 24: Solving the Schrodinger Equation for a
Particle in a Box

In a plane of coordinates (x, V), let us imagine a box determined by the points
U,(0, Vy), 0(0,0), P(L,0), Uy(L, Vp) and the segments U; O, O P, PU,. The box
interior is determined by the interior of the rectangle U; O PU,. We start from the
same time independent Schrédinger equation,

HY = I dZ\IJ—i—V( 04
T 2m dx? O
which we can write in the form
A’V 2m
P A

V — H is positive quantity because we supposed the particle in the box. The previous
equation can be written as
d*v

2
e oK

where
h? ( )

and the solution now is
W(x) = Ajek* + Are Kx,

The solution has to describe a particle in the box, thatis A; = 0. If not, as x — 400
and the solution ¥ approaches +oo. Therefore, inside the box, the solution remains
only

W(x) = Are K.

We can imagine the particle being in a given moment at the point U, and falling
outside the box with the same type of exponential function. The particle is somewhere
at a height less than the height V, of the box. Unless the box is not an infinite rectangle,
this situation is possible. The lateral wall P U, acts as barrier and the particle inside the
box, which cannot have enough energy to jump the barrier, can however be outside
the box. There is a small probability to happen, but it can happen. In Quantum
Mechanics this is called the quantum tunneling effect.

Let us now suppose that V (x) = 0 for the particle inside the box. The correspond-
ing Schrodinger equation is again

d*w

_ 2
dx? =k
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because

The solution is similar to the case of free particle but some conditions has to exist to
preserve the particle inside the box. This can happen when the box is infinitely deep.
We write

W(x) = A1e’™ 4+ Are ™™ = C; coskx + Cy sinkx.

If the box is infinitely deep, the particle will fall at the corners of the box. Therefore
W (0) = C; =0.Whenx = L, wehave W (L) = C;,sinkL = 0 and this happens for
kL = nm,i.e.
. nm
Y (x) = C,sin Tx.

Now looking at the natural values of n and at the energy

p2 h2ﬂ2
H = T = — = —nn
2m  2mlL?

)

we observe that energy is quantized. Let us try to introduce from now a possible
interpretation for W. We can consider | (x)|?dx related to the probability to have
the particle in the box. Since the particle has always to be in the box, the constant C,
is determined from the condition

L
f W (x)%dx = 1.
0

It results
L 2 . o AT
C;5sin” —xdx = 1.
0 L
Using
. 5 1 —cos2a
sin“¢ = ———
2
we obtain
2
C2 - z

The form of the W function, in the case of an infinitely deep box, is
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Summary of Lecture 24. In a plane of coordinates (x, V) consider a box, as
described in the present lecture, and the time independent Schrodinger equation

d*V . 2m V — H)W
dx? ~ R? ’

where V — H is a positive quantity assuming the particle inside the box. The
previous equation can be written as

d*v

where

and the solution is now
W(x) = AjeX* 4+ Aye X,

The solution describes a particle in the box if A; = 0. If not, as x — 400, the
solution W approaches to +o0o. Therefore inside the box the solution remains
only
U(x) = Are X~
Let us now suppose that V (x) = 0 for the particle inside the box. We have
again
d*w 2m

— 2 2 _
2 = —k"V, k _ﬁH'

The solution is similar to the case of free particle, but some conditions has to
exist to preserve the particle inside the box.

This can happen when the box is infinitely deep. We write
W(x) =A™ + Are™™™ = C) coskx + Cysinkx.
The constants are identified imposing some physical conditions and we find
W (x) = C;sin %x.

The energy of the particle,
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P2 W22
= = —n 5
2m  2mlL?

is quantized. Since the particle has always to be inside the box, the constant
C, is determined from the condition

L
/ |W(x))?dx = 1.
0

2 . nm
Y(x) =,/ —sin —x.
L L

It results

5.4 Lecture 25: Solving the Schrodinger Equation of
Harmonic Oscillator. The Quantized Energies

The first lectures of this book were related to Classical Mechanics and we presented

there the classical harmonic oscillator: it can be represented as a massive point at

the end of a spring which oscillates around the equilibrium position. The classical

image was presented using three possible pictures: Newton’s one, Lagrange’s one

and Hamilton’s one, all three being related to a wave equation which describes the

phenomenon. Hamilton’s language is related to the total energy of the harmonic oscil-
21

lator, H(q, p) = 5— + Equ’ and it is closer to the Quantum Mechanics language
m

where the wave equation is the Schrodinger one. In the quantum world, we found

out that an electron can be seen as a standing wave which vibrates, a restoring force

dv
—kx being implied. This restoring force depends on a potential such that F = ——.

We intend to use the time-dependent Schrodinger equation to describe the possilfle
values of the harmonic oscillator energy, thinking at the electron described as a wave
function in the form

W(t, x) = e 1My (x),

that is with the spatial part separated by the time evolution. In this way, the amplitude
of the wave is described by its spatial part. This form of solution can represent a
particle as the reader will understand in Lecture 32. We can replace this form into
the Schrodinger time-dependent equation

2 92

L oW
ZFLE(Z‘,X) = _%W(va) + V(ts x)\p(tv-x)
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corresponding to the potential which generates the restoring force of the classical
harmonic oscillator, that is

_ by,
V(it,x) =Vx) = Emw x“.

Developing the computations, we have
. —IH —iHt/h h? —th/hdZ“I' —iHt/h
ih—e Y(x)=——ce —x)+ V(x)e W(x).
h 2m dx?

It results
AV et = e
—— (X)) 4+ —m*x*V(x) = X).
2m dx? 2 @

mw 2H
If we denote u = ?x and ¢ = h_ we obtain the equation in the variable u, that
V w
is

d*w )
W(u) + (e —u’)¥(u) =0.

Let us anticipate the result. We will obtain solutions if ¢ = 2n + 1, n € N. They are
W, () = Ay Hy (e ™,

where H, (1) are the Hermite polynomials and A, is a constant we find according to

the rule o
/ W, () Pl = 1

oo

considered also in the previous examples. Why do we need Hermite polynomials
to describe the stationary solutions? The next lecture will tell us more about the
mathematics behind the harmonic oscillator. Is this mathematics also involved in
finding A, ? Yes, we will prove that it is. Since

_2H

:n:2 1
eE=¢ n -+ o

we find that the total energy H is quantized and depends on n, being in fact H,. We
have to point out that there is a notation risk with respect to Hermite polynomials.
Therefore, we denote, in this example, the total energy by the letter £, and we obtain
the n-level quantized energy as

1
E, = <n+ 5) ho.
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If we return to variable x, after all computations, we find

1 mow\ 1/4 [mw 2
\I'In — ( ) Hn —mwx /271
) 2l \mh ( h x) ¢
. 1 mow\ 1/4 mw 2
_ —iE,t/h —mwx*/2h
Wt x) = e o (—nh> H,,( |= x)e .

Now, the last step. Since the Schrodinger equation is linear, the general solution is
described by the sum of all modes of n-oscillations, that is

and

Wt x) =Y cae B, ().

The meaning of this sum is related to the mathematics of Hermite polynomials, used
to describe the harmonic oscillator. We develop in details these considerations in the
next chapter.

Let us now define the Hermite polynomials in view of their forthcoming appli-
cations. The first two polynomials are Hy(u) = 1; H;(#) = 2u and the recurrence
relation is

Hy(u) = 2uH,(u) — 2nH,—1 ().

Therefore H (1) = 4u® — 2, H3(u) = 8u® — 12u, etc. Let us first observe that
Wo(u) = AgHo(u)e ™ /? = Age /2

verifies the equation
2

%(u) + (1 —uHWu) =0.

The constant does not play a role in the equation. However the constant A is deter-

mined from the
o0 o0 )
/ |Wo(u)|>du = A%/ e du=1

oo o0

as we did it in the previous example. As we will see below, this result has a prominent
role in many concepts of Quantum Mechanics. In a forthcoming lecture, when we
study the Gauss wave packets, we will find out the value of this integral as /7,

1
therefore A = —. Then, let us show that

7
U () = A Hy (w)e ™ /* =24 ue /2

verifies the equation
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d*v 5

— W)+ B —-u")V(u) =0.

du?

In this case, we give the details of calculations. As before, we can cancel the constant
A1 and check the solution:

dZ
du?

d

- (2(3*“2/2 - 214267142/2) + @3- u2)2uef“2/2 =
u

(2”67142/2) + @3- L42)2ue*“2/2 =

= (—2u — 4u — 26 +2u(3 — u?)) e ? = 0.

The constant A; is computed by the same condition

/ | (u)|*du = 1,

o0

where
o0 2
4A%/ wre ™ du = 1.

[e¢]

We do not intend to continue the determination of any A, here. In the next lectures,
we will offer a general solution for the form of these coefficients.
We show that W,,, corresponding to the n-Hermite polynomial, i.e.

W, () = A, Hy (w)e ™"/,
verifies the equation

d*vy,
du?

W)+ Cn+1—u>HV,w) =0.

To check this, we act by mathematical induction in the following way: Let us suppose
that W,_; (1) = Ay_1 Hy_1(u)e™"/? and W, _>(u) = Ap_oH,_»(u)e*'/* verify the
equations

2
\Ijn—l 2
T W)+ Q2n—1-u)V,_1(u) =0,

2‘I}an

- W)+ 2n—=3—u>HV,_»u) =0.

dH p
Now we perform the computations. Let us denote H'(u) = d—(u) and H (u) =
u

d*H
_du2 (u).
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The last two relations, after canceling the constant and writing without the variable
u, are

1

H | —2uH'

1 wo1 T2(n — DH,1 =0,
H, 5 —2uH _,+2(n—2)H, »=0.
Supposing true this two relations, it remains to prove
H, —2uH, +2nH, =0

which correspond to the equation

d*v,

- W) +QCn+1—u>)W, ) =0

for ,
W, (u) = Ay Hy(u)e™ /%

Let us start by deriving two times the basic recurrence of Hermite polynomials
H, = 2an—l - 2(” - 1)H11—2-

It results
H =2H,_+2uH, , —2(n—1)H, _,

and
H, =4H, , +2u2H, ,—2(n—1)2H, ,.

Replacing all these three equalities in the equation
H, —2uH, +2nH, =0
which we have to verify, it results that we have to check
(4H,_, +2uH,_, =201 = DH,_,) = 2u (2Hy -y +2uH,;_, =201 = DH,_,) +
+2n QuH,—; —2(n — 1)H,—,) =0.

Separating the terms containing H,—; and H,_,, the last relation can be written in
the form
2u [Hn_l —2uH/_| +2(n — 1)H,,_.] +AH -

2 —1) [H,;’_z —2uH_,+2(n — 2)H,,_2] —8(n— 1)H, » = 0.
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The terms in squared brackets are null according to our induction hypothesis, there-
fore we have to prove the equality
H/

n—1

—2(n — 1)H,_» = 0.

At the same time, let us observe that the following two equalities are consequences
of our induction hypothesis, that is

H _,—2n—2H,_3=0

and
H, _5—2(n—3)H,_4 =0.

Replacing them into the relation resulted from the recurrence

!/
Hl’[

1 =2H, ,+2uH, ,—2(n—2)H, 5,
we obtain
H _,=2H, 2 +4(n —2)uH,—3 —2(n —2)(n —3)H,_4 = 2(n — 1)H, 5,

which had to be proved. The replacements are easy to do. It remains to trace the
Mathematics behind the Hermite polynomials and to point out their deep physical
meaning.

Summary of Lecture 25. In the quantum world, we found out that an electron
can be seen as a standing wave which vibrates. We intend to use the Schrodinger
time-dependent equation to describe the values of its quantized energy. To do
this, the electron must be described by a wave function in the form

W(r, x) = e E/Mp(x).

We used the letter £ instead of H to describe the total energy because the
solution W, corresponding to the energy level E, is related to the Hermite
polynomials which are denoted by H,, in their recurrence relation,

H,1(w) =2uH,(u) — 2nH, 1(u)

with Hy(u) = 1; H;(u) = 2u. Replacing in the Schrodinger time-dependent
equation
2 12

A\ he d-v
iho EE V '\
ih P (t, x) T a2 (t,x) + V(t, x)W(t, x)
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Chapter 6 ®)
The Mathematics Behind the Harmonic Geda
Oscillator

If the facts don't fit the theory,
change the facts!

Albert Einstein

6.1 Lecture 26: The Hermite Polynomials

Originally, the so-called Hermite polynomials were introduced by Pierre-Simon de
Laplace in 1810 and studied with respect to different applications both by Pafnuty
Chebyshev and Charles Hermite. They were named after Hermite because his works,
in 1865, were more visible than those of the others. We start from Hermite’s differ-
ential equation

dy dy
— —2x—+2ny=0

a2 ax +2ny
which is a second-order differential equationin y = y(x). Let us try to find a solution

in the polynomial form
y@) =) Bt
m=0

We have 4
Y _ 2 : k—m—1
E = mzo(k — m)Bmx

and 5
d
d—z =3k —m)(k —m — 1) B,x*"2,
X
m=0

If we replace in Hermite’s equation, we obtain
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S k= m)(k = m = DB =23k = m) By 20 3 B, 6t = 0

m=0 m=0 m=0

which can be written in the simplified form

2) (k—m—n)Bux" ™" =Y (k= m)(k —m — 1)Bux* """ =0.

m=0 m=0
Let us look at the coefficient of x*, that is if m = 0. It results
2(k —n)By =0,

thatis By # 0if k = n. We keep in mind the possibility to have a nonzero coefficient
By, that is k = n. In the same way, the coefficient of xk=1_ which is obtained for

m = 1, leads to
2(k —1—n)B; =0,

thatis B; = 0, under the assumption k = n. If we look at the coefficient of xk=m we
obtain the relation

2(k—m —n)B,, —(k—m+2)(k—m+1)B,_, =0,

that is
B — k—m+2)(k—m+1)
" 2(k —m — n) me
Therefore By = B3 = Bs = ... are all 0 if Kk = n and, in this k = n case, for even

numbers we have nonzero B,,. Indeed, from

_(n—m+2)(n—m+1)B

B, = o
2m 2
we obtain
B — n(n — l)B
2= ) 05
nn—1(n—-2)(n—73)
= By,
22.2.4
etc.,

n(n — l)x"_z . nin—1n-—2)(n-— 3)x"_4 _ ]

5 = Box" B n—=2 B n—4 .= B, no_
y(x) 0x" + Box + Bax + 0|x 2.2 22.2.4

If we choose the constant By = 2" the solution becomes the Hermite polynomial of
degree n
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Ho() = 2" |:x” 3 nn—1) , , nmn—Dn-2)n— 3)x”’4 3 i| .

X
2.2 22.2.4

Let us observe that, if n is even, the Hermite polynomial has a constant term, if not,
the last term has degree 1. Therefore if n — 2r > 0 in the two previous cases, we can

write
n
H

mw=y S,

g r! (n—2r)!

Exercise 6.1.1 Prove that H,(—x) = (—1)"H,(x).
To advance in the theory let us prove the Rodrigues formula.
Exercise 6.1.2 Prove

o0 l’n
2ex—1* __
e = E i H,(x).

n=0

Hint. We can use

s+2r

00 2Ny
- t) (20"

2x—1 _ 2tx —12 _ 2”6)5 _ o ot
e =e*e _Z Z _ZZ( 1

r=0 s=0 ! r=0 s=0

Now, for n := s + 2r, we can write

n
R (IR I
Xt — g ; m(zx)n— r ; — Z H (x).

The next exercise is part of the mathematical language of Quantum Mechanics. The
road we are establishing, step by step, in this book started from Classical Mechanics
seen in its different formulations. Lagrangian Mechanics is used when Newton’s
formulation, especially in dynamics, is not convenient. Hamiltonian Mechanics is
more implied in establishing a language for Quantum Mechanics. As we have seen,
the Schrédinger equation is based on it. The electromagnetic waves, as light, derived
through Maxwell’s equations led us to Special Relativity where these equations are
invariant via the Lorentz transformations, while the Galilei transformations of Clas-
sical Mechanics do not preserve their form. The various experiments, that led to
the paradigm shift on what we called elementary particles, also led to the develop-
ment and adaption of the mathematical apparatus necessary for their description.
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Planar waves needed complex numbers in their representation, d’ Alembert operator
in describing wave equations being now replaced by the Schrédinger equation to
describe planar waves evolution. The last examples show us that the wave function
W could have another interpretation. This will be clear later, after we study the Gauss
wave packets and we see that the momentum and the position of an electron cannot
be known simultaneously. We will identify operators, eigenfunctions, eigenvectors
and structures as Hilbert spaces where another viewpoint on Quantum Mechanics is
offered. All these concepts and results can be related to the Hermite polynomials.
Therefore, the next exercise will offer to the reader two perspectives. One is related
to the number we wrote in the front of the wave function W,,. The other one is related
to the orthogonal basis in the Hilbert space as we will highlight in our next lectures.

Exercise 6.1.3 Prove that

0, m#n

H,(x) Hy (x)e ™ dx = { n
/;oo 2" /m n!, m=n.

Hint. We have

[} o 00 §m
2 2
EZUC7Z = Z _'Hn(x); eZSXﬁY = Z _'Hm (x)
n. m.:
n=0 m=0
It results
el Hee)
2tx—124+2sx—s> 1"s" H H
e =20 o () Hi(x)
n=0 m=0
and

o 2 2 2 S AR 2
/ e~ +2tx—1°+2sx—5 dx = ZZ f Hn(x)Hm(x)efx dx.
n!m!
—00 —00

n=0 m=0
We continue with the left side denoted as LS,
o0 o0
LS = / e*[x2+lz+s272tx72sx+2tsIeZtsdx — €2ts / 67|X7([+S)2]dx.
—00 —0Q
Denoting u :== x — (t + s), we obtain
o0 2
LS = ez”'/ e du =7,
—0o0

where the last integral will be solved in Gauss wave packets lecture. We identify the
corresponding coefficients of the following equality as
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2ts 2t5)2 21s)3 O X n.m 00
eZts\/*: \/;<1+ (ll;\) 4 ( 125') 4 ( ;3') +> _ ZZ t"s /;oo H,l(x)Hm(x)e_dex

and we obtain the desired result.

In conclusion, we have obtained more results about the polynomials which appeared
as solutions of the Hermite differential equation but we still do not know they are the
polynomials we used to solve the quantum harmonic oscillator problem. Therefore
we have to check that the solutions of differential equation satisfy the recurrence met
there. There is one more step to do.

Exercise 6.1.4 Prove the Rodrigues formula:

)

Hint. We consider the n-derivative with respect to t att = 0 in the following formula

H,(x) = (=1)"e"

o 2
2 " t ! "
A= S Hy(x) = Ho () + 5 Hi(60) + S Ha () e Hy(0) +
! 1! 2! n!

tn+1
——H,
EESN +1(x) +
and we observe that all terms containing powers of t greater than n + 1 are 0,
therefore we obtain

9" 2tx—t2 x2 9" —x221x—1> x? 9" —(x—1)?
Hn(x):—[e ] =e —[e ] =e [e ] .
at" 1=0 at" 1=0 at" 1=0

a a9
Now using y := x — t, we have both y|,—g = x and — = 29 ——, therefore
at  dy ot ay

n

H,(x) = exz(—l)"% [e*yz]lzo = (—1)"ex2% (efxz) .

Let us observe that now, using the Rodrigues formula, we can compute Hy(x) =
1, H (x) = 2x, Hy(x) = 4x? — 2, etc. The next step is

Exercise 6.1.5 Prove H, = 2nH,_;.

Hint. The derivative with respect to x of the equality

+00

2x—12 __ t_
e = Z o H,(x)
n=0
leads to

+o0 o

2ex—12 _ Yoy

2te —Zn!Hn(x),

n=0

therefore
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R R
_ . !
2t X(:] —Hy () = X; —H, ().
n= n=

Comparing the coefficients of t" in both members, we obtain

2H,-1(x) _ H,(x)
n=1!"  n!

’

that is the desired result.

Exercise 6.1.6 Prove that the solutions of the Hermite differential equation satisfy
the recurrence relation H,,1(x) = 2x H,(x) — 2nH,_(x) starting from the deriva-
tive with respect t of the relation

400,

2x—12 __ t_
e = Z P H,(x).

n=0

Hint. We have .
0 n—1
2ex—t* __ !
2(x — e = ; woDl 1)!Hn(x),
ie.
+00 P +00 tn,I
2(x —1) g EHn(x) = ; mHn(x)'

If we look at the coefficients of t" in both members we obtain

1 2H,_1(x) 1
—2xH,(x) — ———— = — Hy1(x),
n! (n—1! n!
that is the desired relation.

Let us make another observation. The Hermite differential equation

can be written as J J
— (e_xz—y> +2ne "y =0
dx

being, in this way, related with another important equation,

d 2d
— (e_x /2d_Y) + ne‘xz/zy =0,
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called the probabilistic Hermite equation. It is easy to see that its solutions are Her-
mite polynomials with changed coefficients, i.e. H O(x) = 1,then H'(x) = x instead
of H (x) = 2x, H*(x) = x?> — 1 instead H,(x) = 4x% — 2, etc., because their dif-
ferential equation

is similar to the Hermite one and its general solution expressed in terms of Rodrigues
formula is

4"
n — (—1)" —x2/2 7x2/2)
H'(x) =(—1)"e T (e .

More discussion about the mathematics behind Hermite polynomials will be given
in the next lecture.

Summary of Lecture 26. Starting from Hermite’s differential equation

dy dy
£ o oy =0
dx? xdx+ 4

we find the solutions y(x) as depending on n and having a polynomial form

n
|:2i| (_l)r n! n—2r
H,(x) = Z A m(Zx) .

r=0

Step by step, we discover the properties of these solutions

1. H,(—x) = (—=1)"H,(x)

+oo _p,

t
2. 20 =" —H,(x)
n=0 n!

3 /00 H,(x)Hy(x)e ™ dx = IO’ m 7 n
" " 2" /mwnl, m=n
4. H,i = an,,,l

until we find the property used in the quantum description of harmonic oscil-
lator, that is
5. Hyp1(x) =2xH,(x) —2nH,_(x).
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In the same description, we have the wave functions
2
W, (x) = A, H, (x)e " /2.

Looking at the third property, it is possible to derive the orthogonality for such
wave functions, i.e.

0, m#n

€9 2 €9 2
—x _ —x _
/Oo W, ()W, (x)e ™  dx = A, A, /_oo H,(x)Hy,(x)e " dx = {2”ﬁn!A,2,, =

According to previous results, we can impose 2" /7 n!A% = 1, that is

1

Ay ——.
Y20 n!

Now, since
W, (1, x) = e FM, (x),

the previous formula can be written as

0, m#n

1, m =n,

/'00 W, (t, x)Wr (t, x)dx = {

oo

where W (¢, x) is the complex conjugate of W, (¢, x), therefore the orthogo-
nality is extended to another type of wave functions.

6.2 Lecture 27: Real and Complex Vector Structures

Let us start from the final result of the previous summary:

/oc \Ijn([’x)\l’;;(t’x)dx — {(1), m#n

00 m=n.

It comes from

0, m#n

0 00
/ an(x)\pm(x)eixzdx = AnAm/ Hn(x)Hm(x)eixzdx = {
_ o 1, m =n.

o0
if 4
W, (1, x) = e EMy, (x),
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where

W,(x) = 'Hn<x)e**2/2.

1
Y20 n!

What sets and structures can we highlight here?

6.2.1 Finite Dimensional Real and Complex Vector Spaces,
Inner Product, Norm, Distance, Completeness

Let us recall what an inner product for a vector space V over the field R is:
by definition, the function (, ) : V x V — R is an inner product, if (, ) is a bilinear
real function, i.e.
(g + onuz, v) = a1 (U, v) +oofuz, v), Yuuz,veV, o, a €R
(u, Brvi + Pova) = Bi(u, v1) + Ba(u, v2), Vv, v, u €V, B, f €R,
fulfilling the two properties:
(u,v) = (v,u), Yu,v eV,

(u,u) >0 vVueV; (u,uy=0 < u=0.

The first property is called symmetry, the second one, positivity.
If we work in a finite dimensional real vector space V, endowed with an inner product

(, ) and we have a basis e, ey, e3, ...., ¢, such that
0, m#n

e, ) =
< m Vl) { 17 m=n

we call this basis an orthonormal one. Each vector u € V can be written as a finite
combination with real coefficients ay,

n
u = E apé€y.
k=1

Considering

n n
u= E aer, v = E byey,
k=1 k=1
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it is a simple exercise to see that the inner product with respect the orthonormal basis

has the form
(u, v) = Zakbk.
k=1

Now, if we work in a finite dimensional complex vector space V endowed with an

inner product (, ) and we have a basis e, ez, e3, ...., e, such that
0, m#n
(em, en) = { 1 _
,m=n

we call as previously this basis an orthogonal one. Each vector u € V can be written
as a finite combination of complex coefficients ay,

n
u = E ayey.
k=1

For the complex number z = x + iy we denote by z* its complex conjugate, i.e.
7" = x —iy. By definition, in this complex vector space case, the inner product
(-, ) : Vx V — Cis a bilinear complex function, i.e.

(oeruy + opun, v) = o (g, v) + o5 (U, v), Yu,u,veV, a,oeC
(u, Bivr + Pava) = Bi{u, v1) + Ba(u, v2), Yu,va,u €V, B, B €C,
fulfilling two properties:
(v,u) = {u,v)*, Yu,v eV,
(u,u) >0vVueV; (u,uy=0 <= u=0.

Considering

n n
u= E ager, v = E byey,
k=1 k=1

it is a simple exercise to see that the inner product with respect the the orthonormal

basis has the form
n

(w,v) =Y aiby.

k=1

Let us think at the first example of vector spaces endowed with an inner product.
Itis V. = R" over the field R endowed with the inner product
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n

(u,v) = Zakbk,

k=1

where the vectors u and v have the components a;, respectively b;. The Euclidean
norm || || and the Euclidean distance d(, ) are defined by the formulas

[ull =/ (u, u),

d(u,v) =|lu —vl|| =+{u —v,u —v).
Both the Cauchy-Buniakowski-Schwarz inequality
(u, v)* < [lul o]
and the triangle inequality
du,v) <du,w)+dw,v)
hold. The angle 6 between the vectors u and v is defined by the formula

(u, v)

cosf) = ————
[lull - [lvl|

which is equivalent to the generalized Pythagoras theorem.
We leave to the reader the demonstration of the following exercises:

Exercise 6.2.1 Pythagoras theorem: If (u, v) = 0 then ||lu + v||> = ||u||> + ||v]]>.
Hint: Use |lu+v||?> = (u+ v, u +v), the properties of inner product and the
orthogonality.

Exercise 6.2.2 Parallelogram law: If (u,v) =0 then |lu+v||*>+ |lu —v||> =
2| ful* + 2[|v] .

Hint: Use |lu+v|]> = (u+v,u+v), |lu—v|]*>=(u—v,u—v) and the inner
product properties.

Each component of the Euclidean n-dimensional space is a real number and we
know how to define the limit of a set of real numbers. If we think at the set of vectors
{xx} C R", we say that the set converges to x € R” if

[lxx — x|| = O.
This means that each component of x; converges to its correspondent component of x.
Let us now consider each component of a set of vectors x; in R” as a Cauchy set

of real numbers.
Denote the set corresponding to one component, say the second one, of the set x; by
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xr.2- That is, from the vector x|, we select the component x| », from the vector x;, we
select the component x5 », etc. The set (x 2)ren 1 a set of real numbers and suppose
(xk.2)ken is a Cauchy set: given ¢ > 0, there exists nyp € Nsuch that [x,, 2 — x,2| < €
for all m, n > ny. Each Cauchy set of real numbers is a convergent set in R. This
property means that R is complete. The vector formed by all these component limits,
denoted by x, is the limit of the vectors sequence x;, that is

[|lxx — x|| = O.

This implies R” is a complete space.

Summary of Lecture 27. In this lecture, we reviewed the basic facts related
to finite dimensional real and complex vector spaces. All these vector spaces
are examples of Hilbert spaces. Several aspects of our geometric intuition of
the Hilbert structure is Euclidean. Some of these geometric aspects will be
transferred from finite to infinite dimensional vector spaces.

The Pythagoras theorem:

“if (u, v) = 0 then ||u + v||* = [|u]|® + ||v||*”

and the Parallelogram law:

“if (u, v) = 0 then ||u + v||? + ||u — v||* = 2||u||*> + 2||v||>” are part of the
Euclidean intuition.

We also look at the basic calculus facts written with respect to the norm induced
by the inner product and we observe that these spaces are complete: any Cauchy
sequence becomes a convergent sequence with respect the norm.

We are now prepared to introduce the concept of Hilbert space.

6.3 Lecture 28: Pre-Hilbert and Hilbert Spaces

In the development of Quantum Mechanics, the previous mathematical notations
were replaced by the Dirac notation which allows a better description of operators
and their actions. A straightforward description, in a finite dimensional complex
vector space of Dirac notation, is offered in Lecture 44 before presenting its utility
when we study the light polarization.

For a vector space V over the field of complex numbers C, the elements are
denoted by |u) instead of u and they are named ket vectors. For any two ket vectors,
the addition is made by the rule

lu) + |v) =|r)
and the result is a ket vector, here denoted by |r) € V. The summation of ket vectors

must determine a commutative group structure (V, +), thatis the following properties
hold:
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(lu) + [v)) + |w) = |u) + (Jv) + |w)) (associativity)
|u) 4+ 10) = |0) + |u) = |u) (existence of zero vector for any |u) € V)

Viu) € V 3| —u) € Vsuch that |u) + | — u) = | — u) + |u) = |0) (the additive inverse)

lu) + |v) = |v) + |u) (commutativity)
The multiplication by C scalars follows the same type of definition:
Viu) €V, Ya € C Falu) e V.
Multiplication by scalar has the properties

a(blu)) = (ab)|u)

a(lu) + |v)) = alu) + alv)
(a+b)lu) = alu) + blu)

Some consequences of the vector space structure exist and we left as exercises for
readers the following statements

(=1 - fu) =1 —u)
lu) = |v) = u) +| —v)

Consider u# and v as column vectors, that is vectors in the same space V. When we
write the inner product as a sum of components, we have

vy
1%) n
(u,v) = Wi, us,.,u)l. | = Zuzvk.
. k=1
Un

We need some definitions for these objects. A ket vector |u) is a column vector. Its
transpose is denoted by (u| and it is called a bra vector, and the components will be
the complex conjugate components of |u). The inner product become a multiplication
between a bra vector (u| and a ket vector |v), that is a “bracket” (u|v). The result of
a such an inner product can be a real or a complex number.
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We use the convenient notations |u) + |v) = |u + v); a|u) = |au) and z* for the
complex conjugate of z.

The intuitive explanation of the above formulas allow us to define the formal
inner product for two abstract ket vectors |u) and |v) in a vector space with an
infinite number of dimensions through the formula (u|v), thatis (:]-) : VxV — C
fulfilling the conditions

(a1uy + opualv) = af (urlv) + a;(ualv), ¥ luy), [uz), [v) €V, aj,a, € C
(ulBrvr + Bav2) = Bi(ulvr) + Ba(ulva), V|vi), [v2), lu) €V, By, B2 € C,
(vlu) = (ulv)*, V lu), lv) € V,
(ulu) >0 Viu) € V; (u,u) =0 <= u)=10).
The inner product allows to define a norm || || and a distance d(, ):

lull = +/(ulu),
du,v) = ||lu —v|| =+ {u—vlu—o).

By definition, anorm is a function from a vector space V on R satisfying the following
conditions
[lu]| =0 implies u =0,
|loeu|| = |l|||u|| for u e V, a € C,

[lu 4+ v|| < ||u|| + ||v]| for every u, v € V.

The formal definition of the distance is: A function from V x V to R, such that the
following three axioms are fulfilled

du,v) =0 =u=v,
du,v) =d(v,u) forallu,v €V,
du,v) <d@u,w)+d(w,v) forallu,v,w € V.
(|x1))nen is aCauchy sequence in V if, given any ¢ > 0, there exists a natural number
ng such that

|| |xm_xn> || <é

forallm,n € N, m,n > ny.
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A set ( |x,))nen is called “convergent” in the norm of V to x € V, if, given any
e > 0, itexists n, € N such that || |x, — x) || < ¢ foralln > n,.

The vector space V is called “complete” if any Cauchy sequence, in the norm
of V, is convergent in the norm of V. Therefore we can formally define the Hilbert
space as we did before when we discussed the Hilbert structure of the n-dimensional
Euclidean space.

A pre-Hilbert space is a formal vector space V over the field of complex numbers C
endowed with an abstractinner product (-|-). A Hilbert space is a complete pre-Hilbert
space.

Again, the Cauchy-Buniakowski-Schwarz inequality

(u, v)* < [Jul o]
and the triangle inequality
d(u,v) =d(u,w) +dw,v)

hold.

Summary of Lecture 28. We introduced the definition of the Hilbert space.
First we considered the definition of a vector space in Dirac notation: a set
endowed with two operations, an internal one denoted by + and an external
operation called multiplication by scalars, here in C such that the following
axioms hold

(lu) + [v) + |w) = |u) + (Jv) + |w)) (associativity)
lu) 4+ 10) = |0) + |u) = |u) (existence of zero vector for any |u) € V)

Viu) € V 3| — u) € Vsuch that|u) + | —u) = | — u) + |u) = |0) (the additive inverse)
lu) + |v) = |v) + |u) (commutativity)

a(blu)) = (ab)|u)

(a(lu) +|v)) = alu) + alv)

(a+b)lu) = alu) + blu)
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The inner product is a complex valued function having the following properties
(ulBrvr + Bav2) = Biulvr) + Bafulva), ¥ |v1), [v2), u) €V, Bi, B2 € C,
(vlu) = (ulv)*, V lu), lv) €V,

(ulu) =0 Vu) eV; (u,u) =0 <= |u)=10).

The inner product allows to define a norm || || and a distance d(, ):

llull = /(ulu),
d(u,v) = |lu—v|| = {u — viu—v).

(|x2))nen is a Cauchy sequence in V if, given any ¢ > 0, there exists a natural
number 7 such that
[ xm —x0) || <&

forallm,n e N, m,n > ny.

A set ( |x,))nen is called convergent in the norm of V to x € V if, given
any ¢ > 0, it exists n, € N such that || |x, — x) || < e forall n > n,.

The vector space V is called complete if any Cauchy sequence is conver-
gent in the norm of V. Therefore we can formally define the Hilbert space as
we did before when we discussed the Hilbert structure of the n-dimensional
Euclidean space.

A pre-Hilbert space is a formal vector space V over the field of complex
numbers C endowed with an abstract inner product (-|-). A Hilbert space is a
complete pre-Hilbert space.

6.4 Lecture 29: Examples of Hilbert Spaces

The next four exercises are needed in our mathematical construction to allow the
presentation of two important infinite dimensional examples of Hilbert spaces. The
vectors are written in bra notation. It is important to mention that, if a given vector in
ket notation |x) has the components x; € C and it is represented as a column vector,
the corresponding bra vector, (x|, is written as a row vector with complex conjugate
elements

(x] = (x], x5, .....).
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Exercise 6.4.1 Consider the set denoted by 2 of all sequences (a| = (a, ay, ...,
a, ...), ar € C, k € N — {0} such that

2
E lax|” < oo,
n

where |ay|? = araj. Consider two operations which generalize the operations for
finite dimensional vectors,

(al + <b| = (al + b17a2 +b27 R an +bl‘la "")7

and
ola| == (axay, aay, ..., aa,, ...),

which define (a + b| and (aa| respectively. Show that I* endowed by the two opera-
tions is a vector space over the field C.

Hint. Verify all properties of operations presented before in the case of ket vectors
notation.

However, we have to explain why, for two bra vectors {(a| and (b| in 1%, we have
(a| + (b| as a bra vector of 1. The explanation is the Minkowski inequality

\/Z|an+bn|25\/Z|an|2+\/2|bn|2

which can be easily proved.

Exercise 6.4.2 For two bra vectors (a| and (b|, let us define
(alb) = Za:fb,l.

Show that the previous formula is an inner product in the sense of the above definition.
First, we have to understand why the previous formula which defined the inner product
makes sense. We have the Cauchy-Buniakowski-Schwarz inequality involved

2
(Z |a::bn|) <Y laxl? > bl

It remains to the reader checking the other properties of the inner product for the
proposed formula. Until now we have proved that 1° is a pre-Hilbert space.

Exercise 6.4.3 Prove that the set of vectors

(e1] = (1,0,0,...,0,..)
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(e2] = (0, 1,0,...,0,..)

{es] = (0,0, 1,...,0,...)

satisfies

i.e. is an orthonormal basis for I*. Hint. Use the definition of the inner product seen
above.

Exercise 6.4.4 The completeness of 12. The inner product in I> allows us to define a
norm under the usual formula
llall = v/ (ala).

We can define a set of bra vectors in I> using the notation ((a,|)nen considering the
following notation

(an| = (an,lv Ap2ys ooy Ay opy )

If ( {ay| Inen is a Cauchy sequence, that is, given any € > 0, there exists a natural
number ng such that
[l {am —anlll <&

forallm,n € N, m, n > ng, we intend to show that the set ( {a,| )nen is convergent.

From

2 2 2
|am,p_an,p| §Z|am,k_an,k| <é&,

k

each component is a Cauchy set in R, that is a convergent set. Denoting each com-
ponent limit by
a,=lima,,, p=12,..
4 n—oo WP p

we can generate (a| = (a1, az, ...). First, we have to prove that {(a| is an element of
2. If n,m > ng, we can write

D lak —anil = m > lapx — anil* < &
X m—00 A

The finite number of missing terms leads to a finite sum of squares of components of
(a|, that is
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D lakl? = [y (akl = lang k] + langxD* < | Aal = lang x> + [ langxl? < 0o.
k=1 k=1 k=1

k=1

At the same time

. . 2
lim || (@ — a,|ll = lim ) " |a; — a, x> =0,
n—oo n—o0 A

i.e. ( {ay)| is convergent to ( {(a)| in 1. Being complete, the pre-Hilbert space 1>
becomes an infinite dimensional Hilbert space.

The next examples are more complicated. The completeness is difficult to be proved.
In fact, a lot of mathematical techniques are involved together with other mathemat-
ical structures.

Consider the set of complex valued functions f : R — C such that | f] is inte-
grable on R, denoted by L'(R). Among these functions, we denote by L%(R) the set
of complex valued functions such that | £|? is integrable on R. We define their norm
by

1

£l = ([ |f<x>|2dx>2 .

According to the first structure of functions, it exists another possible norm,

1 f1lh 1=/_ | f(x)|dx.

By definition, the null functions are those which fulfill the property
[0¢]
| s =o.
—0o0

Let us observe that a null function is not necessarily f = 0. If we consider f(x) = 0,
for x € R except xo where the function is, for example, 1, we have

o0
f [f(x)ldx =0
—00
without having f = 0 everywhere.
If it is easy to show that || - || is a norm, it is not easy to check that || - ||, is a
norm.

The third condition needs some technicalities which we explain below.
The following inequality

I1fglh < 11f11211g]l2,



124 6 The Mathematics Behind the Harmonic Oscillator

that is

oo 2 00 +o00
(/ If(x)g(x)ldx> s(f |f<x>|2dx)(/ |g<x>|2dx),

is known as the integral form of Cauchy-Buniakowski-Schwarz inequality.

Exercise 6.4.5 Prove the previous inequality.
Hint. If u, v > 0, we have
u? 4+ v?
uv < .
2

Replacing
ol sl

U= and v =
17112 llgll2

in the previous formula, we obtain

f@Ig@] _ 1f@P 80P
£l lgll = 21£1B  2lglB’

Then we integrate both members and it remains

xX<z+z-=1
oo Sl T1gll2 2 2

/*“ fOlg@l, 11

which proves the statement.

Exercise 6.4.6 The following exercise is known as Minkowski’s inequality: For any
f. g € L*(R), we have
f+ gl < 1fll2+ I8l

Hint. We start from u, v > 0 and
(u +v)? <20 +vY).

Therefore
|f + gl < IfILf +gl+1gllf +8gl,

that is

I +gl3 =[ If @) + g(x)Pdx Sf If(X)Hf(X)-l-g(X)IdX-l-/ 18IS (x) + g(x)]dx <
o0 o0 —00

= AI201f + gll2 + lIgl2llf + gll2

which ends the proof of the statement.
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Exercise 6.4.7 Check the axioms of vector spaces for L (R) endowed with the addi-
tion and multiplication by scalars.

Even if checking the axioms of this vector space seems to be obvious, it is useful to
better understand the properties of L*(R) functions.

Exercise 6.4.8 Show that the space L*(R) is complete.

It is not simple to offer a detailed proof of this statement, if one is not familiar with
the concepts of Lebesgue measure, measurable sets, “almost everywhere” equality,
convergence almost everywhere, Lebesgue integrable functions (which in fact are
subject of L'(R) and L*(R) sets), Fatou’s lemma, the fact that L' (R) is complete
with respect to the norm || - ||, etc.

Let us only give an overview of the proof. We start from a Cauchy sequence ( f,)neN
in the norm of L%(R), that is

I fa = full2 > Oasm,n — 400

and we have to construct f € L*>(R) such that

I[fo = fll2 = 0.

Consider a > 0 a fixed number. The Cauchy-Buniakovsky-Schwarz inequality leads
to

a 2 a a
(/ |fn(x)*fm(x)|dx) 5/ |fm(x)*fn(x)|2dx/‘ 1-dx =2a||fy — full3 >0

—a

that is the set (f,)nen is a Cauchy set with respect to || - ||; in L'([—a, a)). Since
LY([—a, a)) is complete, there exists | € L'([—a, a)) such that

[Ifa = flh =/ | fu(x) — f(x)ldx — Oasn — +oo.

—da

Now, with all techniques developed by studying the subjects mentioned above and
assuminga = l,a =2,a =3, ...,a = n, ..., it can be proved that this f belongs to
L*(R) and

I fu = fll2 = 0.

Let us observe that the completeness of L*(R) is based on the completeness of
L*([—a, al) which is a Hilbert space whose pre-Hilbert structure is given by the
inner product

(flge)= | [fi(0)glx)dx
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where f*(x) is the complex conjugate of f(x), i.e. the norm is

1

= (/_ |f<x)|2dx)2.

Therefore, if we look at L2(R), we have the norm

11 fll2 = (/ If(x)lzdx)

coming from the inner product

N =

(flg) :/ Jro)g(x)dx

where f*(x) is the complex conjugate of f(x). L?(R) becomes another example of
Hilbert space.

An important remark is necessary at this point. Using the Cauchy-Buniakowski-
Schwarz inequality, if we consider the functions f € L?*([—a,a]) and g =1, it
results that any f € L?([—a, a]) belongs to L'([—a, a]), that is L*([—a, a]) C
L'([—a, a]). This is not the case for L>(R) and L'(R) and, in this case, one has
to look at the function

—i, x € (—o0, —1)
fx)=11, xe[-1,1]

1
—, x € (1, 400).
X

which belongs to L?(R) but not to L' (R).

Summary of Lecture 29. The first example: Let us consider the set denoted by
12 of all sequences (a| = (ay, ap, ..., ay, ...), a; € C, k € N — {0} such that

D el < o0,

n

where |ax|? = axa}. Consider two operations which generalize the operations
for finite dimensional vectors,

(al+ (bl := (a1 + b1, a2 + b, ....,a, + by, ....),
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and
ofa| = (xay, aay, ..., aay,, ...),

which define (a + b| and («a| respectively. We endow this vector space with

the inner product
(alb) ==Y azb,

and consequently with the norm

llall = v/ {ala).

A Hilbert space structure is highlighted on /2.

The second example gives another Hilbert space. Let us consider the set of
complex valued functions f : R — C such that | f]| is integrable on R and
denoted by L'(R). Among these functions, we denote by L?(R) the set of
complex valued functions such that | f|? is integrable on R. We define their

norm by
1

fll2 = ([_ |f<x>|2dx)2 .

According to the first structure of these functions, another possible norm exists.
It is

[1£111 :=f_ | f(x)|dx.

By definition, the null functions are those which fulfill the property

/ £ ()ldx = 0.

(e¢]

The inner product is

(Flg) = / F*)g)dx

where f*(x) is the complex conjugate of f(x). L2(R) becomes another exam-
ple of Hilbert space. According to the completeness of L2(R), it is possible to
highlight another Hilbert space, L?([—a, a]), where a is a positive real number.
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6.5 Lecture 30: Orthogonal and Orthonormal Systems
in Hilbert Spaces

By definition a set (finite or infinite) of elements of a Hilbert space is called an
orthogonal system if any two distinct elements x and y of the system have the
property x L y. This means that, with respect to the inner product involved in the
pre-Hilbert structure, it is (x|y) = 0.

Example 6.5.1 Consider the set

{fo € L*([—7, 7])| n € Z} where f,(x) = J;_nei"X.

We have

T

1 T 1 . .
Galfi = oo [ fr0 futordx = / gy — 1,
x T

27 .

and for n # m,

1 T 1 s . . 1 s .
(fulfm) = —/ f:(x)fm(x)dx = / e—inx gimx g _ / lm=—mx g, _
27 J_x 27 J_ g 27 J_ g

g

_ Lei(mfn)x _ Lei(mfn)n _efi(mfn)n o
27 i(m—n) T 2w i(m—n)

‘We conclude that the set
{fo € L*({—m,7]|n € Z}

is an orthonormal set of the Hilbert space L?([—m, 7]).

Example 6.5.2 We studied the Hermite polynomials H,(x),

H,(x) = (—1)"ex2% (ﬂz)

and we proved

] 2 _ 0, m 7511
/;oo Hn(_x)Hm(.x)e dx = {Znﬁn!’ m=n

If we consider the functions ¢, (x) = e™*"/2H,(x), n € N, it is possible to observe
that they are part of an orthogonal system in L?(R) because the inner product

(Onlom) = / Hy () Hy (x)e " dx
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has the result expressed above. It becomes clear that, if we choose

1
U,(x) = ———e " 2H,(x), n e N,

NVLING

we highlighted an orthonormal system of L*(R).

Summary of Lecture 30. In this lecture, we identify the full mathematical
meaning of the formulas we are developing. The Hermite polynomials are
involved in the functions ¢, (x) = e/ 2H,(x), n € N which are part of an
orthogonal system in L2 (R) with respect to the usual inner product because

® 2, |0, m#n
f_oo H,(x)H, (x)e * dx = =2"ﬁn!, m=n

If we choose |
W, (x) = ————¢"*"H,(x), n €N,

NVLING

we highlighted an orthonormal system of L?(R) which is involved in the
solution of quantum harmonic oscillator.

6.6 Lecture 31: Linear Operators, Eigenvalues,
Eigenvectors for the Schrodinger Equation

Let us consider again the free particle problem for the time independent Schrodinger

equation
HY i +Vx)w
=——— X
2m dx?

for a free particle with V (x) = 0. It becomes

d*v _ 2m

dx? _ﬁH\p’

which can be written with respect to the wavenumber & as

Pv
— = —k°W.
dx?
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P
Here weused H =T = o Suppose that the particle moves along a line segment
m
of length L. A general solution is

\II(.X) — Aleikx +A267ikx

and it appears as a linear combination of two wave-like solutions. If we call them
pure states, the general solution is a superposition of the two pure states involved.
We will understand later what they represent. The momentum is

nh

P=7

therefore, if we replace in the energy formula, we obtain

h2

=—n*, n=1273, ...
2mL2 9 9 9 9

H=H,

The energy of the free particle is quantized and if the particle moves between two
energy levels photons are highlighted because

AH,n = H, — H,, = hv,

where v = I (n* — m?). What kind of mathematical structure do we have here?
If we write the equation
d*v )
— = kv
dx?
in the form
d2
— V= kW,
dx?

2

we have, in left-hand side, the operator H := which is linear. It acts on an

X
element of the Hilbert space, here denoted by \If{xln the right side, a real number is
multiplied by the element W. The real value has the behavior of an eigenvalue and
W becomes an eigenvector. Now let us write the basic facts of the theory we need.
A linear operator on a Hilbert space V to V is a transformation that satisfies the

requirement
Lloju + arv) = L|oju) + L|apv), forall ay,ar € C, |u), |v) € V.
Since L : V — V, we can denote L|u) € V by |[Lu) € V.

A vector |u) is called an eigenvector of the operator L if L|u) = A|u) for some
1 e C.
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Such a X is called an eigenvalue corresponding to the eigenvector |u).
The operator L is called the adjoint to L if, for all |u), |v) € V, itis

(v|L|u) = (u|LT|v)*.

We have to observe that this is only a notation, what we really have is the inner
product acting for some elements, that is

(v|Lu) = (u|LTv)*,

where * means the complex conjugate. Therefore the last expression can be written
as
(v|Lu) = (L v|u).

By definition, an operator L is called Hermitian or self-adjoint operator if L = L,
that is
(v|Lu) = (Lv|u).

Exercise 6.6.1 All eigenvalues of a Hermitian operator are real.
Hint. Let us start from the relation involving the Hermitian operator, the eigenvector
and the eigenvalue, Llu) = \lu). Then

(Lu|Lu) = (Lu|Au) = A{Lulu) = A{u|Lu) = 2 (u|u),

that is
22— (Lu|Lu) cR
(ulu) "

therefore A belongs to R.

Another result is very interesting when we are talking about eigenvectors and eigen-
values.

Exercise 6.6.2 Consider a Hermitian operator L and two distinct real eigenvalues
Ay, Ay corresponding to two eigenvectors |u) and |v). Show that the corresponding
eigenvectors are orthogonal, that is (u|v) = 0.

Hint. From L|u) = A,|u) and L|v) = A, |v), we get

(v|Lu) = A (vlu) and (u|Lv) = A, {u|v).
Since \, € R, after complex-conjugating the last equality, we have

(lLv)* = A3(ulv)® = Ay(ulv)™ = Ay (vlu).
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Now, using the fact that L is Hermitian, we have (u|Lv)* = (v|Lu) = (v|Lu) that
is
(v|Lu) = Ay(v|u).

It results
0 = (A, — Xy){v|u) which means (v|u) = 0.

Therefore the Schrodinger equation, in this case, is an operator equation. It highlights
orthogonal eigenvectors corresponding to distinct real eigenvalues. In the particu-
lar case when A, = 0, the eigenvectors, that is the pure states we discussed ear-
2
. in—ux
lier, are W, (x) = Aje'™ which can be written as W, (x) = Aje L . In this way,

. . . 4m?
an orthonormal eigenvectors system, corresponding to the eigenvalues —nzL—,

appears.

An important remark is necessary. Studying differential equations in the Hilbert
space L? is not very easy. The equations makes sense in a subspace H>([0, L]) of
the Hilbert space L2([0, L]) where the functions can be derived twice and the inner
product is

(ulv) g2 = Wlv) 2 + (Du|Dv) 2 + (D*u|D*v) 2

The derivatives appear in the weak sense, that is D™ u is the function v which makes
true the equality

b b
/ u(x)D"p(x)dx = (—1)'"] v(x)ex)dx, m =1, 2.

In the case when the functions are continuous differentiable twice the weak derivative

du d-u
D'uis — and D?u is T H?([0, L]) is a Sobolev space and it can be proved that it
X

isa Hllbert space. Sobolev spaces appeared when mathematicians observed that the
functions of class @' or @2 are not the right spaces to study differential equations. The
weak solutions appear when there are no strong solutions for differential equations.
In our case, the solution is a strong one, that is we deal with standard derivatives. Let
us observe that if u, v € €% are wave functions as W, is, it makes sense according to
“the convenient border condition” to obtain

d2 L d2v* d2
v| —u> :/ v (x) (x)dx / — X)u(x)dx = <—v| u> ,
< dxz LZ([O,L]) 0 0 dx2 dx2 LZ([O,L])

the equality between the two integrals being a consequence of integration by parts

applied twice and to the fact that v(0) = u(0) = v(L) = u(L) = 0. Therefore the
2

operator H := ) is Hermitian for such functions.
X
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The technical part, which allows to extend it to a Hermitian operator in L2 is
because the previous computations make sense in ©2([0, L]). The main idea can be
explained as follows. It can be proved that, for any u, v € L?([0, L), there exist
the sets u,, v, € ([0, L]) such that #,, — u and v, — v and v;(0) = u;(0) =
(L) =uy(L) =0, ke N.

According to the previous part, for all n € N and for all u,,, v, € C*([0, L]) such
that v, (0) = u,,(0) = v, (L) = u,(L) =0, n € N, itis

< £ > fL 0 L (0 /Ldzv'f() (0d <d2 | >
v, —= U = v, (X X X = X)Uy (X X =\—= u .
Ak L2([0.L]) o " dx? o dx? " dx2 " L2(10.L])

Since the inner product is continuous in both variables, we have

< d? d?
v, | —u,,> — <v| —u>

dx* [ 120, dx* " [ 12qo.1)
and

—v, | u, - (—vlu .
dx? L2([0,L]) dx? L2([0,L])

It results
d? d?
<v|—2u> :<—2v|u> ,
dx® [ 20.1)) dx L2([0,L])

that is the Hamilton operator is a Hermitian operator in L2([0, L)).

Now we have a complete view over the study of free particle in Quantum Mechan-
ics. For the others problems we studied, we can identify linear operators which are
Hermitian in the sense explained above. The exploration of the related mathematical
models can be achieved following the ideas of this lecture.

Exercise 6.6.3 1. Check if the matrix

+= (o)

is Hermitian with respect the Hilbert structure of the two dimensional Euclidean
space.

2. Check if the eigenvalues of L are real.

Conclude that if the eigenvalues are real, the operator is not necessary a Hermitian
one.

Hint. 1. Compute (Lu|v) and (u|Lv) if

(11,
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You have to compare (u; + uz)vy + uyvp with (vy + v2)u; + vous.
2. You have to solve the equation det(L — Al,) = 0, that is (A — D2—-1=0.

Summary of Lecture 31 We considered the Schrodinger equation in the case
of the free particle problem for V (x) = 0. It can be considered as an operator
equation
d2
— WV = kY
dx?

2
written with respect to the wavenumber k. The operator is H := the

dx?’
. 2 . 3 4r?
real eigenvalues are —k*, that is —n Tz and the pure states are the wave-
27
n——Xx
like eigenvectors W, (x) = Aje L . We can look at the above Schrédinger
equation as at the operator equation

HY = —k>W.

The Hilbert space structure involved is L([0, L]) and the solutions belong to
€>=([0, LD.

During the lecture, we discussed about Hermitian operators in Hilbert spaces,
and we proved that their eigenvalues are real. For two different real eigenvalues,
the eigenvectors are orthogonal with respect to the inner product.

An operator L is called Hermitian or self-adjoint operator if L = L7, that is

(v|Lu) = (Lv|u).
The eigenvalues of a Hermitian operator are real because

) (Lu|Lu)
= o

In the case of the free particle in Quantum Mechanics, let us observe that
if u, v € €[0, L] respecting convenient (null) boundary conditions, it makes
sense

d2 L d2 L d2 * d2
<v| d2u> :/ v*(x)d—I;(x)dx :/ d—vz(x)u(x)dx = d—zvl u
Iy 0 * 0 d@x * L2(10.L])

the equality between the two integrals being a consequence of integration
2

by parts applied twice. Therefore, the operator H := ) is Hermitian for
X
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such functions. There is a very technical part which allows to extend it at a
Hermitian operator in L2[0, L] because the previous computations make sense
in C2([0, L]).Itcanbe proved that forany u, v € L?([0, L]) there exist the sets
Uy, v, € C([0, L)) verifying v,(0) = u,(0) = v,(L) =u,(L) =0, n € N
such that u, — u, v, — v and

< % 2
v | —u> = <—v | u> .
2 2
dx® [ 12qo.1)) dx L2([0,L])

These results constitute a complete view over the study of free particle in
Quantum Mechanics. For the others problems studied, we can identify linear
operators which are Hermitian in the sense explained above. Real eigenvalues
and eigenvectors can be derived for the previous examples.



Chapter 7 ®)
From Monochromatic Plane Waves Geda
to Wave Packets

God runs electromagnetics by wave theory on Monday,
Wednesday, and Friday,
and the Devil runs them by quantum theory on Tuesday,
Thursday, and Saturday.

William Bragg

7.1 Lecture 32: Again on the de Broglie Hypothesis.
Wave-Particle Duality and Wave Packets

The above formal considerations can be applied to better understand the wave-particle
duality and then the concept of matter wave. Let us start with the de Broglie hypoth-
esis.

The photoelectric effect proved that the electromagnetic radiation is made of
particles called photons having an energy E described by the formula

E =hv,
where v is the frequency of the wave and the momentum p is described by
p = hk,

where k is the wave number. In both formulas, we have the Planck constant / or

27’
To summarize the previous results, we have the following formulas
1 2m
v=—; k=—; w=2mvr,
T A

where T is the period of the wave, X is the wavelength and w is the angular velocity.
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Therefore we have also

E:hzx=£27rl/=hw.
2T

Interference appeared in the two-split experiment proved the wave character of elec-
tromagnetic radiation. Therefore the electromagnetic radiation has a dual nature,
the so called wave-particle duality. This property was transferred by de Broglie to
all particles. They have to act in fact under the wave-particle duality and we saw
this looking at electrons. All elementary particles, that is all matter, must obey wave-
particle duality and we underlined this in the previous sections. In the case of electron,
de Broglie stated the relation

A very important issue appears. A particle, say an electron, cannot be simply
described by a wave having the form

W(t, x) = Ae'kevn),

Why? Let us look at the speed of the wave,

In the case of photons, it works because ¢ = — is valid involving both the photon
energy and the photon momentum as we previously discussed. In the case of other
particles as electron, it is,

m02 62

E
V= — = — = — > C.
P mv v

This cannot be true, therefore we have to think at another way to express the “carrier”
of the electron.

Before presenting “other possible carriers”, let us look at de Broglie attempts to
offer a road through Special Relativity to explain this situation. Consider

2

Si—vje

E=mc’ =

and
mov

p= J1T =022
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whose one dimensional version is

mov

P= = v/

It results
m()C2
E mc? 1 —v2/c2  ?
—_—_—— = = — =
p mv mov v P

V1 —=1v%/c?

the last equality being a definition of an abstract entity called v, suggested from
the above definition of v. According to de Broglie, it is possible to define a “group
velocity” as

; 0w  O(hw) OE
§7 0k O(hk)  Op’
Then he attributed a relativistic feature to v, by computing

OE 0 2 2
Vg = — = —/p2cE + mic* = S N
dp  9p [ p2c® + mc* E

Therefore he concluded

9}
o

9}
o

_OE pc?

Vo = — =
£ op E

E
p

that is this “relativistic” group velocity is the one which equals v. v, remained only
a mathematical step to offer a physical meaning to v,. He completed his theory with
the relativistic versions of the formulas presented at the beginning of this lecture:
The relation

h
A= —
p
now becomes
h h v?
A= — = — - —
p  mou c?
and the relation
E =hv
is now seen as
E mocz 1
= — =
h h V2
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However, a problem still remained. What does the group velocity refer to?

Let us define instead of a wave having the wavenumber &y, an infinity of waves

Ak Ak
each one having the wavenumber in an interval (ko -5 ko + —) The carrier

2
will be

ko+Ak/2 ko+Ak/2
W(t, x) = A/ ei(kx—wt)dk — A/ ei(px—Et)/hdk7
ko—Ak/2 ko—Ak/2

A
called a wave-packet corresponding to the wavenumber interval (ko -5 ko+

Ak
7) . In the case of the wave studied before, k was a constant, that is p was

a constant and the speed was obtained by what happened at a crest of the wave,
therefore from the condition kx — wt = 0 appeared. In this case, the speed of the
wave-packet can be expressed from the speed formula

x:vgt

in its differential form at the center of the packet (for kK = k¢ or equivalently, for
p = po) from the condition

d(px — Et) —0
dp P=po
Therefore
X dE dw
'Ug = - —= —
t dp dk
It results

1
dE Ed (mv?)
Vo —m — — ——88 =V ,
& dp d(mv)
that is the speed of the packet equals the speed of the particle. The mathematical

description of the wave packet can be improved as we will see later. The wave packet
will be related to the Fourier transforms and the Heisenberg uncertainty principle.

Summary of Lecture 32. A photon can be described by a wave in the form
(1, x) = A

because its speed is
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hw E

w
=sr=Ee =0 = — =
t k hk p
However, an electron cannot be described by a standard monochromatic planar
wave because the speed of such a wave should be

u)_hw_E_mc2 c?
kK hk p

X
V= —
t

mvuv v

Therefore we consider the wave replaced by something new,

ko+Ak/2 ko+Ak/2
W(t,x) = A / e gk = A f e P ED/h g
ko—Ak/2 ko—Ak/2

called a wave packet corresponding to the wavenumber interval

Ak Ak
ko — —, ko + —
0 2’0+2

The speed of the packet is derived from the condition

d(px — Et)

=0.
dp

P=Po

Therefore

Vg =

x_dE_dw
t  dp  dk

that is

1 2
dE B Ed(mv )

v g = —— = —————— — V.

dp d(mv)
The speed of the packet now equals the speed of the particle. The mathematical
description of the wave packet can be improved as we will see later replacing
A from outside of the integral by A (k) inside the integral.
During the lecture, we presented the de Broglie attempts to offer an explanation
to the fact that a wave in the form

(1, x) = A

can however be a mathematical representation for a particle. He used a rela-
tivistic explanation about how this could be possible.
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7.2 Lecture 33: More About Electron in an Atom

Let us think again at the electron as a particle confined to its circular trajectory.
Denote by L the length of the circle. W has the property

W(x) = W(x + L), forall x € [0, L].

Letus supposethat V (x) = 0, thatis H = FE and the corresponding time-independent
Schrodinger equation is
i dz\y( ) =HWY(x)
—— k)= X),
2m dx?

We expect to have H > 0. Indeed

hZ L Z\I] L
- U*(x)—(x)dx = H/ Y (x)W(x)dx = H.
2m 0 dx2 0
and
H——hi L‘P*( )4127\11( )d ——ﬁ ’ 4 (. )df\y() _d\l/*()d;l!() dx =
T o2m )y xdxzxx_ 2m Jo \dx xdxx dxxdxx =
—W*(L)d—w(L)—\D*(O)d—\y(O)—&-ﬁ/L (AP AT PR
- dx dx 2m Jy | dx x_2m o |dx ="
The Schrodinger equation becomes
d*v 2mH
W(X) i Y(x),

where is a positive constant denoted by o. The solution depends on a constant

amplitude A, _
Y(x) = Ae'™

and has to fulfill ' '
L) — o thatis oL = 2mn, n € Z.

Therefore « is a quantized wavenumber.

For each
2mn L. o
o, = N the solution is W, (x) = Ae'*"*.

Since

L L
/ W ()W, (x)dx = AZ/ dx =1,
0

0
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it results |

A=—.
VL
Therefore the eigenvectors are

1 .
\Iln(x) — _eanx/L ,
L

and the associated energies, the eigenvalues, are

_ 2R m2n?

H, mL?

There are a lot of similitudes between this situation of a particle moving on a circle
and the results we obtained in the case of the free particle which moves on a line
segment in Lecture 23. Here, there are infinite energy levels and we can still make
comments on the solution. We observe that

L L

1 .

f V()W (x)dx = Z/ Pm=mmix/Lgy — ¢, .
0 0

Therefore, the eigenvectors are orthogonal and the general wave function, which is
periodic, is the superposition

P(x) =Y a, Wy (x)

nez

with the coefficients

L
a, =[ W (x)p(x)dx
0

which will be related to the Fourier series. It is worth noticing that any linear com-
bination of functions, in mathematical terms, is a superposition in Physics language.
The term “superposition” will be defined and discussed in detail in Lecture 41.

Summary of Lecture 33. Consider a particle with a circular trajectory of
length L in absence of a potential V (x). The corresponding time-independent
Schrodinger equation is

d*w 2mH

W(x) = —V‘I’(x),
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Chapter 8 )
The Heisenberg Uncertainty Principle e
and the Mathematics Behind

It is the theory that decides what we can observe.

Albert Einstein

8.1 Lecture 34: Wave Packets and the Schriodinger
Equation

Starting from the present considerations, we intend to arrive to Lecture 36 when the
concept of Gaussian wave packet will allow us to establish the Heisenberg Uncer-
tainty Principle for position and momentum

AxAp = h,

i.e. the position and the momentum of a particle cannot be determined with the same
degree of precision. There exists a limit in the accuracy of the prediction for both
variables involved in the previous equality and it is easy to understand why. It means
that if more precisely the position of the particle is determined, then less precisely the
momentum is, and vice versa. According to the previous considerations, we know
that a wave packet of the form

ko+Ak/2
U(t,x)=A [ e k=t gk
ko—Ak/2

describes better a wave because the group velocity represents the velocity of the
particle. We can even think at a model of wave packet where A is not a constant, but
depends on the wave number k, thatis A = A(k). Therefore the corresponding A (k)
wave packet is

ko+Ak/2 _
W(t, x) = / Ak)e' F =D gk
ko—Ak/2
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or we can also consider models where the particle is described on the entire real line
RR. We can also take into account the form

o0
\p(h x) — / ¢(p)€i(pX7Ht)/hdp ,
—00

depending on the momentum. In such a case there are two issues. The integral must
exist, that is ¢(p) has to be well chosen. In the previous examples W (0, x) must
verify the Schrodinger time independent equation offering us information about the
energy of the free particle. This is also related to

w0, x)¥*(0,x) =1,
a condition we interpret as the fact that “the particle has to be somewhere on the real
line”.
In order to go forward, let us suppose that ¢(p) := e~ P~P0)/2AP)* Here py is a
given momentum and Ap is a momentum chosen in a small interval centered at p.
A constant can appear in the calculations. Let us discard it for the moment because

we can put it in front of the integral after we complete the computations having in
mind the condition which must be satisfied, that is

w0, x)P*(0,x) = 1.

In Lecture 36, we will show that
/OO efauerbudu — z eb2/4a
oo Va

o
(0, x) =/ e*(ﬁfpo)/Z(Ap)zei(pX)/ﬁdp
—00

Therefore

1 .
= ——\ b= il and the result is
2(Ap)? h

can be computed for u := p — py, a
W(0, x) = /27 Ap €l P9/ g (A2,
Furthermore, it is
W(0, x)W*(0, x) = 27 (Ap)2e~ APV ¥/

that is the constant K has to fulfill the condition

KoKi2m(Ap) e O™/ —
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We will clarify in details this result. It remains to discuss the Schrodinger equation
verified by W (0, x). Some basic computations lead to

%(O,X) = <% - (A}i€)2x> v (0, x)
and 5 ) . 2 \2
‘;T‘Iz’ _ _%\P(O,x) + (l% - (A,{Z) x> v, %)
that is

Choosing a complex potential energy of the form

1 . (Ap)2 2
‘/ :— JE— —
2m (lpo h x)

the Schrodinger equation is fulfilled. As we will discuss later, such a situation is
possible if the operator equation

2 2 2
< w4 +V>\11=(Ap)w

" 2mdx? 2m

has real eigenvalues.

Summary of Lecture 34. Wave packets have to be adopted because they give
the correct speed of a particle. In fact, the speed of a particle equals the speed
of the related wave packet. Considering a wave packet in the form

oo
w0 = [ o iap
—o0

for ¢(p) := e~ P=P0/2AP’ \ye can show that
W(0, x) = V27 Ap el (P hg=(BrPe /20,
A constant Ky must be introduced and determined by the condition

KoW (0, X)KFW*(0, x) = KoK 2m(Ap)2e™ AP /M — 1,
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We can show that W (0, x) verifies the Schrodinger equation

w2 d*w
2m dx?

(Ap)®
m

2
(Aé’ ) W(0, x).

2
O, x) + L (ipo — x) w0, x) =
2m

for a complex potential energy of the form

L e Y
V= m <1p0 5 x) .

As we will discuss below, such a situation is possible if the operator equation

2 2 2
(—h—d—+v)xy= @p)

2m dx? 2m

has real eigenvalues. By these preliminaries, we can make some steps towards
understanding the Heisenberg Uncertainty Principle.

8.2 Lecture 35: The Wave Function ¥ Solution of the
Schrodinger Equation

The above discussion on the plane wave function of x allows us to generalize the
result to waves depending on ¢ and all space coordinates x, y, z.

Let us denote by p = (px, py, p;) the given momentum vector. Its magnitude is
p = Ipl = /p} + p} + p?. Now k := (k,, ky, k) is the wave propagation vector or
simply, the wave vector; k := |k| = /K2 + k§ + k2 is its length; its connection to
the momentum vector is given by

p := 7k.

If the space coordinates are related to a position vector r := (x, y, z), by definition,
the wave function is
W(r,r) = Ae'®krn,

Of course, this definition generalizes the one dimensional case seen previously to
vector components. Therefore
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where ) is the wavelength.

We know that the energy corresponding to the wave is the total energy H. Exactly

as in the plane waves description, itis w = e Let us observe that the wave function

can also be described by
W(t, 1) = Ae'®PT—HI/R

Now we can use a similar argument to “derive” the Schrodinger equation in the case
of the wave function
\I—’(t r) — Aei(krfwt)

or in the case of the three-dimensional wave packet. The wave packet, in this case, is

1 .
N7, ; — i(pr—Ht)/h d ,
0= / / /R g H(p)dp

where dp = dp.dp,dp.. The function ¢ has to be chosen such that the triple integral
exists. Furthermore, in order to express a quantum particle, the function ¥ has to
verify the Schrodinger equation.

In fact, the difference between this section and the previous one is related to the
ov? _ ov?  ow?
oxr’ 0yr’ 92
appears. For the time-dependent equation, we see that both W and the potential V
depends on (¢, r), therefore the postulated Schrédinger equation is

therefore the Laplace operator v/>

fact that we can compute

'hé\ll(t r) = " 24V, 1) | V()
Mot =T Vv ’ T

The time-independent Schrodinger equation has now the form

2
HY(r) = (—;—m \va +V(r)) W (r).

We can consider the physical meaning of W. To step into this direction, we need to
define the Gauss wave packets and, according these, we will observe the probabilistic
meaning of W.

Summary of Lecture 35. Let us consider a three-dimensional space with
coordinates (x, y, z). The position x in the one dimensional case is replaced
by the position vector r = (x, y, z). The momentum p and the wavenumber
k are replaced by the vectors p and k connected by the relation p = Ak. The
Laplace operator > replaces, in the three-dimensional case, the derivative
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2

L In this case, the time-independent Schrédinger equation is
X

2
HW(r) = (—;—m \va —i—V(r)) U(r).

A solution is the wave function
W(r,r) = Ae!r—n,

In the case of three-dimensional wave packet, the situation is more complicated.
The wave packet is

1 )
N7, , — i(pr—Ht)/h d ,
(t.r) W / / /R e o(p)dp

where dp = dp.dp,dp, and the function ¢ is chosen in such a way that the
triple integral exist. H is the energy. The function W has to be the solution of
the Schrodinger equation and we will see below its probabilistic meaning.

8.3 Lecture 36: The Gauss Wave Packet and the
Heisenberg Uncertainty Principle

Let us take into account a specific wave packet describing a particle belonging to
2

a region of x—axis where no potential acts on it, that is H = E = E(p) = ;;
m

Consequently, £ = iw and p = hk. The formula to be considered is

1
V2mh

It is very similar to the wave-packet, solution of the Schrodinger equation, when we
used

o0
Wi, x) = f FPEOOAG .
—00

ko+Ak/2 .
W(t, x) = / Ak)e' * =D gk
ko—Ak/2

1
for a convenient A(k) = A (%) and dk = i_id p. The difference is the interval where
the integral acts.

Now, let us suppose a positive function ¢( p) having one crest only and two asymp-
totic branches in the p—axis. Furthermore, let us suppose that the maximum of the
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crest is at po, therefore the maximum value is ¢(pp) and there exists a symmetry
of ¢(p) with respect to the line p = po. Now, let us consider a very small inter-
val (po — Ap, po + Ap) where the values of ¢(p) are “almost ¢(pgy)”. We have
described ““a sort of Gauss function” having its crest at (pg, ¢(po)).

First of all, we have to observe that | W (¢, x)| has its maximum when p,x — E(p,)t
is almost constant in the interval (po — Ap, po + Ap). This happens because, in gen-
eral,| [ f| < f | f1, with equality when f is a constant. The immediate consequence
is that the condition

d(px — E(p)t)

=0
dp

P=Po

determines the speed of the wave packet at its center. It is

¢ (p2 >
( dE(p) ) 2m Po
=(x-— t =
p=p0 dp

= | x— t =Xx— —t1.
p=po dp m
Therefore the speed of the wave packetis v, = @. It is worth noticing that E(pg) =
m
2

zp—o. Taking into account the polynomial form of the energy with respect to p, we
m

_ d(px — E(p)1)
_ -

0

p=po

can write

1 dE(p) 1 d’E(p)
E(p) = E(po) + T dp (p = po) + 2 ap

(p — po)*,
p=po p=po
that is

E(p) —”3+—1 ( )+—1—1( )?
= v —_— J— .
Pr= o TP T PO o P Po

We may consider p close to pg such that (p — po)? can be neglected. In this case

2
p
E(p) = ﬁ + vg(p — po)

and
el Px—E/h _ i(px—[E(po)+vg(p=po)lD/h

If we look at the exponent only, we can observe that

px — [E(po) + ve(p — po)lt =px — E(po)t — vgtp + vetpo
= (p — po)(x — vgt) + pox — E(po)t
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therefore the new form of the wave packet is

1 .
zﬂh/ et(prE(p)t)/h(b(p)dp

oo
¢ (Pox—E(po)n)/h / ol (PP Ry gy

LY 2mh 00

W(t,x) =

and this happens because we work with respect to a small interval centered at p,
exactly as we considered the form of the wave packet with respect to k in a small
neighborhood of k.

Exercise 8.3.1 Show that

Let us first observe that

o0 2 2 o0 2 o 2 2 2
([ e du) = </ e dx) </ e dy) = // e~ dxdy.
—0o0 —00 —00 2

To compute the last integral, we write, for (x, y) € (—00, +00) X (—00, +00), that

00 N 2 5 s 0o p2m ) 0o )
(/ e du) = // e~V dxdy :/ / e " rdrdf = 27r/ e "rdr=m,
—00 R2 0 0 0

where the last double integral is obtained after we use the change of coordinates
x =rcosf, y=rsinf, dxdy = rdrdf, r € (0, +00), 0 € (0, 2m).

Another useful exercise is

Exercise 8.3.2 Show that

o 2 ™ 2
/ P +budu — - eb /4u'
—00 a

It is easy to see that if Re a # 0

> 24 waa [ b/2a)? e [ 2
/ e~ Wb gy = b “/ e bR gy —b/2a) = | — €/ “/ e Vdv,
—00 —00 a —00

the last integral being calculated in the previous exercise.

Now, we continue our study in the case when ¢ is a Gauss function of the form

d(p) = Ce—(IJ—PU)Z/Z(AIJ)2 ,
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where Ap is a p of the interval centered at pg and C is determined from the condition

/ 6(p)Pdp = 1.

o]

Let us first write the form of W,

1 - o0 . 2 2
W(t, x) = el(pOxfE([’O)f)/th et(p*po)(vagt)/h . e~ PP /2(Ap) dp.
V2

T —0Q
Since
lp(p)|* = C2e=(P—P0*/(8p)*
P — Po 1 . .
after we denote by u := “Ap du = A—afp, it remains to compute
P P

o0 o0
1= / lo(p)Pdp = CzAp/ e du = C*Ap+/r.
- —0o0

o0

The positive value of C is

So, finally we have

1 1
VApYT 27k

Let us consider the time # = 0 to look at the W properties:

o0
Ut x) = ei(pox—E(po)t)/h/ e~ (P—p0)*/2(Ap) .ei(p—po)(x—vgt)/ﬁdp‘

—00

1 1 . o0 2 o
WO,x) = . giPox/h / o~ (PP /2APY | ip—po/h g _ oy
O TmE v o
We have
v, x) = ;;eipox/h > e—uz/Z(Ap)zeiux/hdu
' v AP% V2mh —o0 ’
that is o
(0, x) = : L imn e~ by,

——
kY AP% N2mh —00
We can use the second above exercise to compute the integral considering

1 ix

- p="
ERETINDE )
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Denoting by K the constant in front of the integral, we obtain
W(0, x) = KoelPo/rg=" (A" /2h
If ¥*(0, x) is the complex conjugate of the complex number W (0, x), we have
|W(0, x)[> = W(0, x) - W*(0, x) = KZe ¥ 4P/,

Let us denote by Ax the value of x such that the exponential function, from the right
member, reaches the value 1/e. Therefore, in the case of the Gauss wave packet, we
obtain the equality

AxAp = h.

This equality looks like a condition imposed both to the position and to the momentum
of the particle described by the Gauss wave packet. Let us remember again how we
obtained this equality: Manipulating the Gauss wave packet, we first choose a Ap
in the neighborhood of py and then, for this given Ap, we find a corresponding Ax
looking at the time when the exponential function ¢=* P/ reaches exactly the
value 1/e, that is after the exponential function decreases from its maximum value
to the value 1/e.

The condition obtained is Ax Ap = Fi. So, let us see how important is this equality.
Suppose we choose Ap; > Ap. The corresponding Ax; has to satisfy Ax; < Ax
because

Ap1Ax; = ApAx = h.

That is, if we decrease Ap, that is if we are interested to determine more accurately
the momentum of a particle, the position of the particle belongs to a greater interval,
therefore we loose the possibility to know accurately the position of the particle and
vice versa, if we determine more precisely the position of the particle, we loose the
possibility to determine with the same accuracy its momentum.

This is the Heisenberg Uncertainty Principle: it is a limit in our possibility to
determine, at the same time, the position and the momentum of a particle. A general
discussion about the Heisenberg Uncertainty Principle will be presented later when
we discuss the Dirac formalism.

In other words, we lose the classical determinism in the world of particles. The
wave W (7, x), describing a particle, is called the particle wave function and plays the
role of a probability amplitude, while

W (1, 0 = W(, x) - W (1, x)
is the probability to find the particle at a given point. Accepting this interpretation,

we step into the Quantum World where the determinism of the Classical Mechanics
is replaced by the probability to locate a particle related to its corresponding wave.
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Summary of Lecture 36. In this lecture, we studied the Gauss wave packet

1
N2mh

in the case where the function ¢ is a Gauss function of the form

o0
U(t, x) = f e PEWDDR G (pydp,
—o0

H(p) = Ce*(P*po)z/Z(AP)2’

where Ap is a p of an interval centered at py and C is determined by the
condition

/ é(p)Pdp = 1.

oo

After some physical considerations, we found, at # = 0, that
[W(0, x)]> = W(0, x) - W*(0, x) = KZe = OP*/7

Denoting by Ax the value of x such that the exponential function from the
right member reaches the value 1/e, in the case of the Gauss wave packet, we
obtain the equality

AxAp = h.

This is the Heisenberg Uncertainty Principle obtained by using the Gauss wave
packet: it is a limit in our possibility to determine, at the same time, the position
and the momentum of a particle.
The wave function is related by the probability amplitude which provides the
connection between the state of a system and the results of observations. The
squared modulus

W (t, x)]> =W, x) - U, x)

is the probability density. It is postulated to be the probability to find the particle
in a given “volume” dr = dx centered at x.

8.4 Lecture 37: The Mathematics Behind the Wave Packets.
The Fourier Series and the Fourier Transforms

155

The motivations for introducing the Fourier transforms are related to the Fourier
series which allow to describe complicated periodic functions with respect to waves
represented by superpositions of sin kx and cos kx. In order to have a representation
of the concept, let us draw first a linear segment [0, 27r] and then the function sin x
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corresponding to this interval. After, let us draw again the same interval and the
function sin 2x. Continue the stack with the same interval and the function sin 3x
and so on. Now, at each step, we consider instead of sin x, sin2x, sin3x, .., relative
weights for each sinusoid, that is b; sinx, b, sin2x, bssin3x, etc. For each point
xo € [0, 27] consider the sum

bysinx + by sin2x + by sin3x + ...

It makes sense if

o0
> Ibel < oo.
k=1

Let us do the same in the case of cos x function, this time with coefficients a,, that
is the new sum will be

ag + aj; cosx + a; cos2x + azcos3x + ...

which makes sense under the similar condition

oo
Z lax| < oo.
k=0

At the end, we have constructed the function

o0 o0
glx) = Z ay coskx + Z by sinkx.
k=0 k=1

g(x) can be thought as a periodic function corresponding to R if we stick the image on
[0, 27] along the x axis. Now, we may ask if a given periodic function f : [0, 27] —
R can be approximated or even represented by

o0 o0
Z ay coskx + Z by sinkx.
k=0 k=1

Let us describe the problem in a more general frame because the functions f, we are
using in physics, can have different periods with respect to 27.

A periodic function f : R — R, with the fundamental period T, satisfies for all
x € Rtheequality f(x +T) = f(x).

A Fourier series with period 7 is the function

glx) = Zan cos (22’1”) + Z b, sin (27;1)5) .

neN neN, n#0
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It is better to write it in the form

ind 2nnx ad 2mnx
gx) = gan cos( T ) + ;bn sin( T )

and to have in mind that the coefficients are chosen to satisfy the relations

oo oo
D Ibel < 00; Y lax| < oo.
k=0 k=1

The numbers a, and b, are called Fourier coefficients. If a given periodic function
f 1is given, can it be approximate by a Fourier series? The answer is affirmative if
f € C*®(R), thatis if f is smooth. The coefficients determined by the function f are

1 T
o= 7/0 FOodx;

2 (7 2
anszo f(x)cos( WTnx)dx;

2 (7 2
b,,:?/o f(x)sin( 7r;x>d}c,

consequently, in the first case presented here, they are

1 27

ap = - f(x)dx;
2 0

2

a, = — f(x)cosnxdx;
™ Jo

1 27
b, = —f f(x)sinnxdx.
0

™

The explanation of this result is the following: If

fx) = Zakcoskx + Zbk sinkx ,
k=0 k=1
it is

00 27
Z by, / sin kx cosnxdx =
0

27 o0 27
f(x)cosnxdx = Z ay / coskx cosnxdx +
0 k=0 Y0 k=1
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2 ) 27 1 + cos 2nx
=ay cos“ nxdx = ay ——dx = 7way.
0 0 2

We have used the two trigonometric formulas 2 cos kx cosnx = cos(k —n)x +
cos(k + n)x and 2 sin kx cos nx = sin(k — n)x + sin(k 4+ n)x. If we integrate f(x)
written as a Fourier series, it results
27
0

2 27 o0 2 00
fx)dx = / apdx + Zak/ coskxdx + Zbk/ sinkxdx = 2may,
0 0 k=1 0 k=1

therefore
2w

1
ag = — f(x)dx.
27'(' 0

There is a Dirichlet theorem which asserts that, if f is smooth and periodic, then f
can be identified with its Fourier series, that is

o0 o0
f(x) = Zak coskx + Zbk sin kx

k=0 k=1

with the coefficients described by previous formulas. The result remains valid even

if the function f is smooth on each interval [0, x), [x1, X2), ..., [xx, 27] where k is
finite and there exist finite values for the left limits in x,,, m =1, 2, ..., k denoted
by f(xm - O)

The road to the Fourier transforms passes through the complex form of the Fourier
series. A remark is necessary at this point. Sometimes in Physics, it is better to
work with complex numbers because many concepts have a more elegant form if
expressed in such way. Furthermore, the Mathematics of complex numbers includes
several applications to algebra, geometry and calculus which can be directly applied
to Physics.

With these considerations in mind, let us take into account the same smooth and
periodic function f : R — R. Consider the set of integers Z and the function

2mnx

anelT.

nez
Let us now suppose that the complex Fourier series converges to f, that is we have

2mnx

f =3 "fe T .

nez
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To determine the coefficients f,, we follow the idea previously considered in the case
2mmx

—1
of real Fourier series. This time we use the multiplication by e T  and integrate
after:

2mmx r 2mnx 2mmx

T e S— l— -l
T dx= e T r |d
| reoe i [ (e T ]

Itis

- i27r(n —m)x

. T dxz{O,m;én

T, m=n

which implies
2mmx

1 [T —i
- T
Sm T/o fx)e dx.

In some problems, the interval [0, T'] is replaced by an interval [a, b] such that
b —a = T.In this case, if f is the complex Fourier series

1 )
f(x) — - 2:fneZTrmx/(b—a)7

—a
nez

then .
fm — / f(x)e—Zﬂ'imx/(b—u)dx‘
a

An important comment is now in order. The coefficients f, are complex numbers
and f_,, is the complex conjugate of f,, because

2mmx

1 T i
f,m=—/ fwe T dx=f:
T Jo

Therefore

2mmx 2mmx 2mmx 2mmx
—1 1 —1 l
An = fome T +fue T =fre T +fue T ,meN, m>1

m
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has the property A} = A,,, that is areal number. If we take into account the formulas

e e
cosy = ——
2
and . ‘
. ey —e ™
siny = -
2i

we can arrange A,, as

X . 2mmx
+ a,, sin T

b,, cos

therefore, we can switch from the Fourier series with complex coefficients to the
Fourier series with real coefficients.

Let us connect this subject to the Hilbert spaces. Consider an orthogonal system
of elements in the Hilbert space HI, that is

(en)neN C H, <€n, em) = 0, if m 7& n.

If the values of the inner product are real, for x € H, we can define the real numbers

1
W(X, en)

Cp =
llen

which are the Fourier coefficients for the Fourier series

E Cnén

neN

corresponding to x with respect to the orthogonal system (e;,),en-
Suppose that the given orthogonal system has the following property:
If (y,e,) =0 for all n € N, then y = 0. If the orthogonal system (e,),cn has the
previous property, it can be proven that any x € H can be written as its associated
Fourier series, that is
_ Z (x, en)
lleal > "

More specifically, under the same conditions, the Plancharel-Parseval equality holds.

That is
2 2
x I =" chlleall”
neN

Considering now the set

(F, € L*([—m, 7])|n € Z} where F,(x) = ¢™
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it is easy to see that it is an orthogonal system. For m = n, we have

™

(F,|F,) =f F;(x)Fn(x)dxzf e e dx = 2,

m —T

and for m # n,

™ K

1 g 1 A 1 .
(FulFn) = 2—/ Ff(x)Fp(x)dx = 2—/ e e dx = — emTmr gy =
), ™

o 2n J_,

1 6‘i(mfn)ﬂ' _ e*i(mfn)ﬂ' 0
T 2w i(m—n) -

Therefore, the formulas for the Fourier coefficients, attached to a function f : R —
R, are
| .
Cp = — f)e™dx, n e Z
2w J_,

and the Plancharel-Parseval equality becomes

1 ™
dYoa=—[ fiwdx
2w J_,

nez

We are now ready to define the Fourier transforms. The idea comes from the Fourier
series. A Fourier series decomposes a periodic function into a sum of sinusoidal
functions. A Fourier transform decomposes any function in a sum of sinusoidal
functions, therefore it is the extension of the Fourier series to non-periodic functions.
If you look at the formulas

2mnx
f)y =) fre T
nez
and
2mmx

[T —i
fm=7/0 fe T dx,

the following definitions are the consequences. .
The Fourier transform of a function f of variable x is the function f of variable
k defined by

F@) = fk) = / Fl)e .

Let us observe that we offered two notations for the Fourier transform of f(x).
Both are important because the first one is related to the meaning and the second



162 8 The Heisenberg Uncertainty Principle and the Mathematics Behind

one can be used in complicate formulas, or even in the formula known as Fourier
inverse theorem, where the function f (x) is reconstructed starting the original Fourier
transform f(k):

A 1 o0 R )
g’“_l(f(k)) = f(x) = 2—/ f(k)elkxdk_
u —00

It is important to say that the Fourier transforms act on functions f : R — C from
L'(R).
It appears as the Fourier pair

f <~— f ,
or, adopting the other notation, as
FHf (k) <= F(f ).

The sufficient conditions for the existence of the Fourier transform of f are
1. f has a finite number of discontinuities;
2. f € L'(R).

With the above considerations in mind, let us define the Dirac delta function as
a generalized function which is 0 everywhere in R except for a single point, say 0,
where its “value” is 4-00, having the supplementary property

/ o(x)dx = 1.

Obviously, it is not a “function” in the proper term, but this object can be thought as
the possibility to “charge” a single point from R. An equivalent definition is

1
5,(x) = lim e >l

a—0 |a|ﬁ

It is worth noticing that Fourier introduced it as the expression

1 o0
ox —x) = E/ cos(kx — kx')dk,

oo

while Cauchy expressed it in the exponential form

1 (> 00 o
fx)=— / e ( / fx"e dx’) dk
27 —00 —00

o . ’
S(x —x)) = / O gk

o0

that is
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This object is a distribution and there is a mathematical domain developed by Laurent
Schwartz where the properties of such generalized functions are studied. Let us look
at the details of Cauchy exponential form for Dirac’s function. From the definitions
of direct and inverse Fourier transforms, it results

f(x) = Lfoo f(k)eikxdk — i /OO <eikx /OO f(x/)e—ikx’dx/> dk =
21 J oo 21 J oo

- / ) (f 9! f ) e""“—”dk) dx' = — / " 06 - xdx'.
271 J_so oo 21 J_ o

‘We have . -
/ If(X)Izdx=/ ) f(x)dx =

) (1 ) & —ikx 1 <2 N k' x 777
=/ —/ frk)e dk)(—/ f(kDe dk)dx=
—oo \27 J_ 21 | o
(" e [ o))
1 o0 . 1 o ) / /
ZE/, b (k)<§/ FkHd(k —k)dk)dk:

1 o, o 1 RN
=5 f 1K) fk)dk = —/ | f () dk,
T J_ s 21 J_

This is the central theorem of this theory and it is called Plancherel-Parseval’s for-
mula. The Plancherel-Parseval formula

* 1 oo
f @ =5 / Rk

is used to prove Pinsky’s theorem which is presented below.
Let us consider first the Gauss wave packet

1

o0
W) = —— [ (pap.
—c0

V2mh
‘We start with t = 0 and
1 R Ik
v, x) = / e’ ¢(p)dp.
A 27Th —00 p p
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W (0, x) is the inverse Fourier transform of ¢(p) modulo a constant. In the case when
the function ¢ is a Gauss function of the form

o(p) = Ce—(ﬂ—po)z/Z(Ap)z’

where Ap is a p in the interval centered at py and C is determined from the condition

f|wM@=L

[e.¢]

the function

Cepgx/h

27h

C % ipx/h,—p—por/2(ap)
VYO0 = | e =
™ J—o0

o : 2 2
/ o P=PO) /B (= p0 P 28D g1,
—00
is the inverse Fourier transform of the Gauss function

d(p) = Ce*(l’*l’o)z/z(AP)2 ,

again modulo a constant. The inverse Fourier transform can be computed, after
convenient substitutions, taking into account the integral

& 2 ™ 29,2
/ P +budu — - €7b /2a .
—00 a

According to these results and deginitions, If

/|WW@=L

[ee]

then from the Plancherel-Parseval theorem, it follows that

/ |W (0, x)|*dx = 2.

oo

The spread around p = 0 is measured by the dispersion about zero, that is

m@=/ P16(p)2dp.

o]

The functions p¢(p) and ¢'(p) are square integrable and the equality

k
mwmw&m=%ﬁ
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can be proven, where kj is a constant. This is the Heisenberg Uncertainty Principle
expressed with respect to the Fourier transforms.

This result is a particular case of the Pinsky Theorem which asserts that if the

Fourier pair f and f are normalized functions and f fulfills the above properties for
¢, then

muwwﬁzg

the equality is attained in the case when f is a normalized Gauss function.
Let us sketch a proof in the special case when we suppose, for f : R — C, that

/Oo fix)dx =1

and the supplementary condition limy|— 400 Xf>(x) = 0.
‘We want, under these conditions, to prove that

fmxﬁ%wdﬁfxﬂmwn%kz

™
o0 o0 2’ '
Let us denote by f’ the derivative of f. Consider the integral 7 («) which has the
property
o0
I(a) = / (axf(x)+ f’(x))zdx > O forall « € R,

that is
00 2 00 o0
(/.ﬁmeM>—/ ﬁﬂmw/ (f'(x))%dx < 0.
From
/ ﬁmme=w%mm—/(ﬁmfw+ﬁmwx
= — —/ xf(x)f'(x)dx,

it results

00 1
/ xf(x) f'(x)dx = —5

i.e.

= / 22 f2()dx / (f () dx = ( f xzfz(x)dx> (% f |—ikf<k>\2dk),
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the last integral being the consequence of Plancherel-Parseval’s formula applied to
the derivative and the trivial Fourier pair f'(x) <— —ik f (k). Itis

g < (/oo xzfz(x)dx> (/Oo k2|f(k)|2dk>.

Therefore, at least at the level of basic knowledge, it is clear that the Heisenberg
Uncertainty Principle has its roots in the Mathematics of Fourier transforms. Another
proof of Uncertainty Principle will be presented in Lecture 43.

Summary of Lecture 37. The Fourier series allow to describe complicated
periodic functions with respect to simple waves represented by sin kx and
cos kx while the Fourier transforms decompose any function, not only the
periodic ones, with respect to sinusoidal functions.

Consider a given periodic function f : [0, 2w] — R which can be repre-
sented as the real Fourier series

oo o
Z ai coskx + Z by sinkx.
k=0 k=1

It can be proven that the Fourier coefficients of such a representation are

1 27

ag = — f(x)dx;
271' 0

=

1 2
a, = —/ f(x)cosnxdx;
0

s

27
b, = — f(x)sinnxdx.

™ Jo

=

The theory can be presented in a more general form. A periodic function
f : R — R, with the fundamental period 7', satisfies, for all x € R, the equality
fa+T) = f@).

A Fourier series with the period T is the function

> 2mnx > 2mnx
= - b, si
g(x) Z(‘:a cos ( T > + : sin ( T >

n=

and the coefficients are chosen to satisfy the relations

oo

o0
> bl < 00 D laxl < oo.

k=0 k=1
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If f € C*°(R), thatis f is smooth, f can be represented as a real Fourier series
with the coefficients

1 T
apg = 7 A f(x)dx,
2 (T 2
a, = — f(x) cos( 7mx> dx;
T Jo
2 (T 2
b, = T f(x) sm( wnx) dx

The road to Fourier transforms passes through the complex form of the Fourier
series. Let us consider the same smooth and periodic function f : R — R.
Consider the set of integers Z and the function

2mnx

anelT-

ne’
Suppose that the complex Fourier series converges to f, that is

2mnx

fo =Y fie T .

nez

The coefficients are proven to be

2mmx

1 4 —i
= ?/0 fx)e T dx.

The coefficients f, are complex numbers and f_,, is the complex conjugate of
fm because
2mmx

1 (7 i
e —/ fe T dx=fr
T Jy

Therefore

2mmx 2mmx 2mmx 2mmx
—1 1 —1 l
A = fome T +fne T =fre T +fue T ,meNm>1

167
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has the property Ay = A,,, that is a real number. If we take into account the
formulas

ey + e
cosy = ——
2
and : :
e —e
siny = ————
2i ’
we can arrange A,, as
2Tmx . 2mmx
b,, cos

+ a,, sin =

therefore we can switch from the Fourier series with complex coefficients to
the Fourier series with real coefficients.

The theory can be formulated in the Hilbert spaces. For an orthogonal system
(en)nen for x € H, the associated Fourier series can be written, that is

> e

neN ||en

If the Hilbert space has the property (y, e,) = 0 itimplies y = 0, then, for any

X, it is
Z ek
||2

llen

and the Plancharel-Parseval equality

2 2 2
[xI1> =" chlleall

neN

holds. In the Hilbert space L*([—m, 7]), we can consider the set
{(F, € L*([—m, 7])| n € Z} where F,(x) = '™
It is easy to see that it is an orthogonal system. Therefore, the Fourier coeffi-

cients attached to a function f : R — R are

™

Cp = f(x)ei"xdx, nez

o )

and the Plancharel-Parseval equality becomes
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1 s
Zcﬁ = — Fr(x)dx.
2w J_,

nez

The Fourier transform of a function f of variable x is the function f of variable
k defined by

F@) = fk) = / Fo)e i dx,

The function f(x) is reconstructed starting from the original Fourier transform
f (k)
—lcf 1 > 2 ikx
TP = 100 = 5= [ Fwetar.
™ —0o0

It is important to say that the Fourier transforms act on functions f : R — C
from L!(R). The result is a Fourier pair

f <~— f ,
or, using the other notation,
F(f k) <= F(fx)).

The sufficient conditions for the existence of Fourier transform of f are
1. f has a finite number of discontinuities;

2. f € L'(R).

The central theorem of this theory is the Plancherel-Parseval formula

*° 1 C
/ FPdx = 5 f \f Pk,

o0

Consider the Gauss wave packet

U(t,x) =

/oo ei(px_E(p)l)/h(b(p)dp.

—0Q

27h
in the case t = 0, i.e.

1
V27h

W (0, x) is the inverse Fourier transform of ¢(p) modulo the constant con-
sidered in the above formula.

v (0, x) =

/ P/ (p)dp.
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In the case the function ¢ is a Gauss function of the form
H(p) = Ce*(P*PO)Z/Z(AP)Z’

where Ap is a p on an interval centered at py and C is determined from the
condition

/IWW@=L

o0
the function

C
V27h

Cepox/h (o]

- V27Th —00

is the inverse Fourier transform of the Gauss function

U0, x) =

o0
/ eiPx/h e—(p—po)2/2(Ap)2dp —
—0oQ

el (P=po)x/h e*(p*po)z/Z(Ap)zdp

o(p) = Ce—(P—Po)Z/Z(AP)2 ,

again modulo a constant. The inverse Fourier transform can be computed after
convenient substitutions taking into account the integral

o 2 s 2 /9,2
/ e au +budu N e €7b /2a )
— 0 V a

/ lp(p)Pdp = 1,

o0

Since

from the Plancherel-Parseval theorem, it follows that

o0
/ [W (0, x)|*dx = 2.

o0

The spread around p = 0 is measured by the dispersion about zero, that is

m@:/p%@mn

o0

It can be proven that the functions p¢(p) and ¢'(p) are square integrable and
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k
Do($) Do(¥(0, x)) = 07”

where ky is a constant. In fact this is the Heisenberg Uncertainty Principle
expressed with respect to the Fourier transforms.

To represent this concept, the first integral can be imagined as a number a corre-
sponding to a length and the second integral is a number b corresponding to the
width of a rectangle. The numbers are linked by the direct and inverse Fourier
transforms. These Fourier transforms act in such a way that if @ becomes a’,
then, it is mandatory that b becomes b’ with ab = a’b’, that is the area of the
rectangle is preserved.

This result is a particular case of the Pinsky theorem which asserts that if
the Fourier pair f and f are normalized functions and f fulfills the above
properties of ¢, then

Do(f)Do(f) = g

the equality is attained in the case when f is a normalized Gauss function.
In conclusion, we can state that the Heisenberg Uncertainty Principle can be
based on the properties of Fourier transforms.

171



Chapter 9 ®)
The Principles of Quantum Mechanics e

When the solution is simple, God is answering.

Albert Einstein

9.1 Lecture 38: Operators in Quantum Mechanics

In Lecture 31, we discussed how the Schrodinger equation can be transformed in a
problem of eigenvalues and eigenvectors and we highlighted a linear operator derived
from the equation. Let us reload the idea because we want to formalize the role of
operators related to Quantum Mechanics. To advance in this subject, we start from
the wave function

\If(t,x) — ei(kxfwt)

2
where w and k are determined by the formulas p = hk and H = E = hw = ZPL
m
Since 5
— W (t,x) = ikW (s, x),
0x
it results

h O
==V, x) = p¥(, x).
i Ox

We can define a momentum operator, denoted p, which extracts the information p
from the wave function W, that is

pY = pv.
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This operator is defined as

We can also write the previous formula as

. o d

p = lhdx
for a one-dimensional problem. Therefore the wave function W becomes an eigenvec-
tor and p the corresponding eigenvalue for the momentum operator p. Considering
the interpretation of W as a “state function” (see Lecture 41 below), we can call
W, appearing in the relation pW = pW, an eigenstate of p corresponding to the
eigenvalue p. In the same way, we can extract the information “energy” from W. It
is

0
— = —jwVY
By (@, x) iwW(z, x),
i.e.
'ﬁa W(t,x) = EWV(,x)
LN— = .
81‘ 9 9

Since the particle energy is related to its momentum, we can write

2
_r _r _r(h2 _Lhoho _
E\II([’X) - Q\P(Z’X) - 2m (p\p(t’X)) - 2m (l 0x\p(t’x)> - 2m i (9x (l Ox\p(t’x)) -
1 (hd (hd 1, . P
=—|-—=—|-= )Y@t x)=— (p-p)V(,x) = —V(,x),
2m <i Ox <i8x>> @) 2m (p p) @) 2m @ x)
which implies the definition of the operator energy E as
. p? R 07 A n* d?
E=—=——— o E:=———,
2m 2m Ox? 2m dx?

the last equality holds for one-dimensional problems. The resultis arelation implying
the energy operator E, whose eigenstate W corresponds to the “energy eigenvalue”
E,

EV(t,x)=EWV(, x)

together with its corresponding form in derivatives

2 2

0w = - i
! ot = 2m Ox? )
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Therefore the Schrédinger equation for a particle is described by the energy operator
E in the form

0 «
h—W =FEV¥ .
lhé)t (t, x) (t, x)

These results can be stated as follow: the operators p and E represent the spatial and
time translations, respectively, for the wave function W (z, x).

Let us reload the discussion from Lecture 31 now in the new language we devel-
oped. The Schrodinger equation is linear and allows more general solutions than the
only de Broglie wave function e/**=“") ' Any superposition

\l»’(t )C) — ei(klewlt) +ei(k2x7w2t)

of de Broglie waves is a solution, but even if each term corresponds to a given
momentum, the sum does not correspond to a definite momentum or a definite energy,
too.

To see this fact, let us consider

ﬁlll(t, .X) — E;w(h .X) — hklei(klewlt) + hkzei(kzxfwzt) 7& hk(ei(klewlt) + ei(kzxfwzt))-
1 OX

The wave packet

oo
W(r,x) = / ¢! 0 g (kydk

o0

is the general solution of the Schrodinger equation for any function ¢ (k). In fact, if
we know an initial wave function W (0, x), we can construct its Fourier transform

(k) = / ” e "W (0, x)dx.

o0

Now, with this given ¢(k), we can construct the evolution in time of W (0, x), that is
W (t, x).
‘We continue considering the case when the particle is moving under the action of
an external potential V (¢, x). In the previous case, the total energy H was only the
2
kinetic energy E = ;; In this case,itis H =E 4+ V = 2’; + V(t, x).
m m
The postulated Schrodinger time independent equation, that we presented in Lec-

ture 23, is
HY = i d2\p+V( %
T 2m dx? V-

By definition, the energy operator is the Hamiltonian operator, denoted by H, that is

N h2 9? ~
H=———+4+V(X).
2m Ox? +V)
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Let us continue with the position operator x which acts on f(x) by the rule
Xf(x) :=xf(x).
It is easy to observe that
B =k6f(0) =2 f (),

S0, in general,

) =2 ).

For two linear operators X and Y, we can define the commutator operator

It is easy to observe that the commutator of two linear operators is again a lin-
ear operator and [X, Y] = —[Y, X]. Of course, if the two operators commute, then
[X,Y]=0.

Exercise 9.1.1 If p is the momentum operator and X is the position operator, we
have
[p, X] = —ih.

Solution: Let us consider the one-dimensional case, so it is up to us if we use the
formula with O or the one using d.

[P, X1f(x) = (pX —xp) f(x) = pXf(x) —Xpf(x) = p(Xf(x)) —X(pf(x)) =

(Eg)ff(x) - X (EE) fx) = Ef(x) + Zx (Gi) - Ex (87]‘) = —ihf(x).
x i Ox i i Ox i Ox

Looking at the next exercise we understand why the operators position and
momentum, used in Quantum Mechanics cannot be represented as matrices with
elements in C. Matrices are linear operators and we can define eigenvalues and
eigenvectors for matrices. It makes sense to define the commutator of two matrices
and, if the matrices commute, the result is the 0 matrix. However an identity, as the
one obtained in the previous exercise, is impossible to be obtained. Let us underline
this idea: there is no matrix representation for the two previous operators, that is for
the momentum and position operators.

Exercise 9.1.2 Show that it is not possible to find two matrices X, Y € M, (C) such
that
XY -YX=1,.

Hint: It is easy to see that the trace of a matrix has the property

Tr(XY —YX) =0.
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Therefore, if the equality
XY -YX=1,

is satisfied for a pair of matrices X and Y then the statement
0=Trl, =n,
is false.

Let us continue with the wave function seen in Lecture 34, i.e.
llj(t r) — Aei(k-l‘—u)t)

for A = 1, that is
v(t,r)= ei(k«‘x“‘ky.\'-Fk;z—wt)

This is the wave function associated to the momentum p = Ak and H = E = hw =
2

ro_ —7p - p. [tis easy to observe

2m  2m

h h
— VW = —(iky, iky, ik,)¥ = pW.
1 l

[T}

Therefore the information “p” is extracted from the wave function ¥ by the operator
p defined as

In the following, we need to change the classical notations for the coordinates and
momentum by (xy, X2, x3) 1= (x, y, z) and (py, p2, p3) := (Px, Py, P;) to define

A—ha k=1,2,3
pk_i&xk’ oo

The position operator X acts on f (x) under the rule
Xf(x) = (%1, X2, %3) f(x) = (x1, X2, x3) f (%),

that is
fx) =xfx), k=1,23.

It is important to observe that both the position operator x or the momentum operator
p do not depend on time. The above relation
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leads to
[pj, Xkl = —ihdj, j.k=1,2,3,

where 0 j is the Kroneker delta. To extract, also in this case, the information “energy”,

we have
8111 jwW
— V¥ = —jwVY,
ot
i.e. 5
0
inlw=fpv="y,
0 2m
therefore
EU — 1 1 h W 1A W=
B T L A P
1 A h 1. . p>
=<V -VV¥Y=_—p p¥=_-V
2m 2m

A_f)z_lh h _ K2 2
_2m_2mzviv_ 2m

Summary of Lecture 38. Starting from the wave function
‘-I’(t, x) — ei(kx—wt)

where w and k are determined by the formulas p = hk and H = E = hw =
2

, we can define a momentum operator, denoted p, which extracts the

2m
information p from the wave function W,

This operator is defined as
. ho .. d
i=—— = —ih—,
P= T ox dx

where the last equality is written for a one-dimensional problem. The same
notation can be considered for the energy operator in one-dimensional case.
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Therefore, the definition of the energy operator E as

. 27 h2 82 h2 d2
E:=2L

T om T 2mox? T 2mdx?

leads to its eigenstate W corresponding to the “energy eigenvalue” E, that is
EW(t, x) = EV(t, x).
It can be defined the position operator X which acts on f (x) under the rule
xf(x):=xf(x).
The most important relation implying p and X is
[p,x] = —ih, thatis [x, p]l=ih

which allows to eliminate a description of Quantum Mechanics by matrices of
M,,(C). If the wave function is defined in three-dimensional space, it is,

\I/(I r) = ei(k;x-‘rkyy-&-kzz—wt)

2
1
wherep=hkand H = E = hw = ;)— = 2—p - p. It is easy to observe that
m m

h h
l l

(Y1)

Therefore the information “p” is extracted from the wave function W by the
operator p defined as

. h
p=-V.
i
Each component satisfies the relation
h O
= ——, k=1,2,3.
i i (9)6](

The position operator X acts on f (x) under the rule
Xf(x) := (%1, X2, £3) £ (x) = (x1, %2, x3) f (%),

thatis X f (x) = x; f(x), k = 1, 2, 3. In this case, the following relations hold
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[ﬁ]’ 'f:k] = _lh6Jk9 j7 k= 19 2’ 3’

where 0 is the Kroneker delta symbol.
The definition of the operator energy E in terms of the Laplace operator

2is

v 5 5
. P 1 h & o,
E:=—=—— -— = ==

2m 2miviv 2mv

being related to Schrédinger equation when the potential is V = 0,

'haxp Ev R 2y
ih—V¥ = = —— .
ot 2mv

9.2 Lecture 39: The Relation
P* ViV — W y? ¢* =div(¢* v V¥ — ¥ v ¢*) and Its
Consequences

Let us start from the time independent Schrodinger equation for a particle in presence
of a potential V (r), as in Lecture 35:

2
HWY(r) = <_2h_m \va +V(r)) W (r).

Here, it is r = (x, y, z). The momentum vector p and wavenumber vector k are
connected by the relation p = ik and a solution is the the wave function

W(t,r) = Ae'kr—on,

As we did it in the previous lecture, we can consider the Hamilton operator H , here

. h2
H:=—— v +V()
2m

and the time independent Schrodinger equation appears as an operator problem
related to eigenvectors and eigenvalues, that is

HW = HW.

Obviously, H is a linear operator.
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Exercise 9.2.1 For two wave functions W and ¢ the following equality holds
¢ VIV =W Pt =div(¢" vV~ W Y ¢Y).

To show this, we start from a function f : R3 — C, whose gradient is the vector
v f € C3 established by the formula

_(0F of of
Vf‘(a_x’a—y’a—)'

Then, foravector A(x, y, z) = (A, (x,y,2), Ay(x,y,2), A (x,y,2)) € C3 its diver-
gence is expressed by the formula

DA,  0A, 0A,

divA = e
VAT Ty T s

First, it is easy to see that the divergence applied to the gradient operator leads to the
Laplace operator,

oo (2L 20 OF\ 0 (0r\ 0 (D1, 9 (0f
dlvvf_le<a,a—y,a—Z)—ax <ax>+ax <8y>+8x<6z>

A T
Ox2  9y?  9z2 '

Then, if we take into account that

. . LSO oV oW 0 (0¥ o ( 0¥
div(¢ vlll):dlv<¢ g,gﬁ 8—y,¢> 8_Z) :a<¢ E)_Fa_y(gb 8_y>

and , L OUOE  OWAS OV 9 )
WO ve) =5 Ty ay Taz o TYV O
it results

div(e* v ¥ =¥ v ¢ =¢" V¥ -V v’ ¢t O
In Lecture 31 we showed that the Hamilton operator, in the case of a free particle,

d2
denoted there by H := ek is Hermitian on L2([0, L]). We started from a compu-
X

tation as

d2 L . dZMn L d2v* d2
vy | —=u = vi(x x)dx = — 2 Uy (xX)dx ={—v, | u
< e n>L2([0,L]) /o DR /0 a2 ) <””C2 ! n>L2(I0,Ll)




182 9 The Principles of Quantum Mechanics

made for two sets u,, v, € C*([0, L]) which converge to two functions u and v
of L%([0, L]). It is important to say that, in Lecture 31, all functions we used had
“proper boundary conditions” that is they vanish in x = 0 and x = L. Finally we
succeeded to show that

< d? d?
v —u> = <—v | u> ,
dx* [ 2o.1)) dx? L2([0.L))

2
that is the Hamiltonian H := ) is a Hermitian operator in L2([0, L]). We intend
x
to show that H has the same property, now in L>(R?).
N ?
Proposition 9.2.2 The Hamilton linear operator H = “om v2+V(t,r)isaHer
m

mitian operator in L*(R3).

Proof Since V(r) € R, it results, for all ¢, ¥ € L*(R?) that

(9. VV) = ///R3 () (VW)(r)dr = ///R3(V¢)*(I‘)\I’(r)dr =(Vo, ¥).

To conclude, it is enough to prove that the Laplace operator is a Hermitian operator,
that is, for all ¢, ¥ € L*>(R?), we have

(¢, V2U) = / / . ¢*(r) v> W(r)dr = / / /R 3 V2H MW (r)dr = (v, ).

The idea is the same as in Lecture 31. We have to use an important result adapted now
for L?(IR?). It is a density property for the compact support C> functions, denoted
by C°(R?) in L*(R?). By definition, the support of a function f : R — C is the
topological closure of the set of all x € R? such that f(x) # 0. It is enough to prove
the property for two sets of functions ¢, and ¥, from C3°(R?) which converges to
the two functions ¢ and W of L?(R?). Therefore we have to prove

(G, V2W,) = / f N Gr(r) v W, (r)dr = / / /R 3 V2O W, ()dr = (V2 ,, V).

The integrals are in fact calculated on a compact subset D, in R? because both
functions have compact supports. We can even consider D, as a sphere such that
both functions are 0 on its surface, denoted by S,,, and outside it. We have

/// [ 7> W, — W, v 7] dr = //[ dV(§ v W — Wy ¥ 61
D, D,
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The Gauss divergence theorem states

/// div(d: v ¥, —wnva:::)dr:// (6 7 Uy — Wy v &) - 7S,
D, M

We want to show that the last integral is 0. Using the Mean Value Theorem for
multiple integrals applied twice, it results that u( and [y exist in S, such that

f//D [0} 7% W, — W, vzqs:]dr:as:(uo)//s vwn-ﬁdS—wn(lw//S Vo5 - iidS.

The right member becomes 0. Since the difference between the two integrals is 0
and converges at
(¢, VW) — (7?0, W)

we obtain the desired result

(¢, V2V) = (V76, W).

Consider now the time-dependent Schrodinger equation

'ha\ll(t r) = " 24V, ) | W@, )
1 8t ’ - 2m V k] ’ k]

as considered in Lecture 38, together with its complex conjugate

v = (- g iven) v
"o S m Y ’ T

Multiply the first relation by W* and the second one by W. It results

*a a*__h * o2\ _ 2*__1-* _ *
(xp E\DJF‘J/E\I:)_ ﬂ@/ v _vy xp)_ S V(T Y W Wy ),
that is
8|\1/|2 h diviW* v & — W v W)
— = ———div - .
ot 2im K v
If we denote by
- h
Ji= — (U g ¥ — Wy ),
2im

the last equation becomes

B -
EN"Z +divJ =0,
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which is a conservation law. We proceed as in Proposition9.2.2 assuming the con-
servation law, written with respect to the set of functions ¥, from C§° (R?) which
converges to the function W in L?(R?), i.e. we write it as

d h
— |, = ——div(¥ v Y, — W, v W) = —div J,.
ot 2im

Using the set D,, C R3 described in Proposition9.2.2, it follows

f// 2|\Pn|2dr+//f div J,dr =0
p, Ot D,

B 5 S

— |, |“dr + J, -ndS =0.
ot JJ b, S,

The same argument used in Proposition9.2.2 makes the last integral to be 0. When

n — oo, it results 5
— / / |W|%dr = 0.
ot R3

//f |W|?dr = constant = A.
R3

It is clear the possibility to act on W such that the constant becomes 1, i.e. this result
expresses the idea that the particle must be somewhere in the entire space. Choosing

and then

Therefore

1
\I’l = —\I/,
A

// |W,|%dr = 1.
]RB

In this context, it is possible to offer another interpretation for the functions . We
will refer to it as a state function which will be discussed in Lecture 41. To anticipate,
|W|? will be related to the probability to find the particle in a given volume and J
is the probability current density. If we look back, we understand how important
is the relation ¢* V2 W — W y2 ¢* = div(¢* v ¥ — W v ¢*) to prove that H is a

we obtain

0
Hermitian operator and the conservation law pY J[[gs 1¥[*dr = 0. For both results,
the key concept is the density of Cf° (R3) in L2(R3).
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Summary of the Lecture 39. After we prove that, for two wave functions W
and ¢, the following equality holds

¢* VIV — Wy ot =div(gt v ¥ — ¥ v ¢Y),

- w? : .. :
we demonstrated that H = “om v2 +V(t,r) is a Hermitian operator in
m

L*(RY).
Since V(r) € R, it results

wvw = [[[ covvmi= [[[ voroven=wvew.
R R
It remains to prove that the Laplace operator is Hermitian satisfying the relation

ey = [[[ oo vma= [[[ Foovean=crow.

The last equality is a consequence of the result presented at the beginning of
this summary. Using the time-dependent Schrodinger equation, we can derive

0
—|y?

h
=———diviVy* vy ¥ — W v U¥),
ot 2im v vy

which leads to the conservation law

d
— W2dr =0,
af/fR3| Je

which implies to interpret W as a state function as we will see in Lecture 41.

9.3 Lecture 40. Similarities with Hamiltonian Formalism
of Classical Mechanics

185

At the beginning of this book, in the first six lectures, we discussed the Lagrangian
and the Hamiltonian formalisms of Classical Mechanics. Let us now connect them to
Quantum Mechanics. The connection can be realized through the Hamilton—Jacobi
equation. We have to consider the Hamilton principal function S(gy, ¢) and its total

differential
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The time derivative of Hamilton principal function is

Considering now p; = — and — = —H, where H is the classical Hamiltonian,

= Z ‘Ik + Zpqu

Alternatively, the right member, according to the Legendre transform, is the
Lagrangian L. We obtain

we have

a5 —Zpqu—H L

Sszdt,

that is the Hamilton principal function S of a given action. From

and

oS
=—,k=1,2,3
Pk Dar

after replacing x :=q1, y = q2, 2 =q3, px ‘= p1, Py := P2, P; := p3, we have
the Hamiltonian written in the form

H 1(2+ 21 pH 4V ) 05
= 5 y y Xy Y, = — QX5
2m Py TPy T Py Yz ot

transformed into the Hamilton—Jacobi equation of Classical Mechanics,

s 1 asz+ BSZ+ LAN N
(== — X,
ot 2m |\ Ox dy az Ie
For the Schrodinger equation, we can proceed in the following way. If
‘Ij(t, r) = eiS(l,l‘)/rL
where S is a complex function depending on # and r = (x, y, z), we have

oW _i0s, O _i0s, P _i®S, 1 (05)
Ot Kot ' Ox  hox ~ Ox2  hox? Ox
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and the same holds for the variables y and z. Replacing in the time-dependent
Schrodinger equation

'ﬁglll(t r) = " 24V, ) | W, )
o T\ T,V ’ ’

the following equality appears:

as 1 |[0s 2+ 9 2+ as\*| in 54 v )
ot 2m |\ Ox dy 0z m Y ARG

This is the Hamilton—Jacobi equation for Quantum Mechanics. On the other hand,
the classical Hamilton—Jacobi equation is recovered as soon as the term in 7 is
negligible. According to this result, we realize that the Hamilton—Jacobi formalism
works in Quantum Mechanics and it is directly connected to the same formalism in
Classical Mechanics.

Summary of Lecture 40. The Hamilton—Jacobi equation of Classical Mechan-

1CS
_9s 1 [0S 2+ oS 2+ 08\’ L )
o~ 2m |\ ox By oz AN

depends on the Hamilton principal function S. This is an action and depends on
coordinates and time. It can be obtained starting from the classical Hamiltonian
and replacements suggested by Legendre’s transform.

The equivalent of Hamilton—Jacobi equation in Quantum Mechanics is

o5 _ L (98 2+ 95 2+ G| 2S5+ V@ )
ot 2m |\ Ox dy 0z o a2k

It is obtained by replacing, in the time-dependent Schrodinger equation,

'hﬁqJ(r r) = & 24V, ) | W, )
e P T\ T, VY ’ ’

the wave function
W(t,r) = S0/

where S is a complex function dependingont andr = (x, y, z). The difference
between classical and quantum formulation is due to the term containing A
which is neglected in Classical Mechanics.
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9.4 Lecture 41: From the Wave Function to the Quantum
State. The Postulates of Quantum Mechanics

The Uncertainty Principle, formulated by Heisenberg in 1927, and the conservation
law for W (see Lecture 39) offer the possibility to set up a paradigm on how to interpret
the concepts of Quantum Mechanics. The so-called Copenhagen Interpretation of
Quantum Mechanics [26], proposed by Max Born, allows to understand the meaning
of state function or quantum state. Essentially, the main statements are:

1. Each wave function W is a pure state function and, from a mathematical point of
view, it represents an element of a Hilbert finite/infinite/real/complex space.

2. Each superposition of pure state functions is also a state function of the system.
They are elements of a Hilbert space and the coefficients of pure states, involved
in the superposition, are real/complex arbitrary numbers.

3. Mixed states are state functions. They correspond to a probabilistic mixture of
pure states. In fact, mixed states represent the probabilistic degree of knowledge
of a statistical ensemble of independent systems. From a mathematical point of
view, the mixed states W can be expressed with respect to pure states W, whose
coefficients a, are real numbers called probability amplitudes. The square of
such probability amplitude, p, := |a,|* = a,a;, means the probability to find the
system W in the pure state W,,.

These statements have to be understood with respect to experimental results.
Suppose we study a large number of independent identical systems, each system
consisting of one particle moving under the same force acting for all systems. We
call this situation as identically prepared systems. It is clear that a wave function
W describes all this set of systems, that is W can describe the state of the set of
identically prepared systems. This justifies why W is often called the quantum state
of the system or a quantum vector state.

We can consider particles in a one-dimensional space or in a three-dimensional
space. The wave function W depends then on (¢, x) or on (¢, x, y, z).

Born’s approach to the problem is: The state function W points out the probability
of finding the particle, at a given time, in a given space region. Let us suppose that
the Hilbert space we use for modeling the experiment is L*(R). Taking into account
this approach, it is mandatory to have

/oo W (z, x)dx = /OO W (¢, X)W (t, x)dx = 1,

[ee] —00

that is the particle is somewhere on the real line. If measurements are made for all
systems, the probability to find at the time ¢ the particle, represented by W, inside
the interval centered at xo and having the dimension 2a denoted by U is

Xo+a Xo+a
P(t, U):/ |\IJ(t,x)|2dx=/ W (7, x)W(z, x)dx.

0o—a Xp—a
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Therefore, the state function of the system is the state function of a set of identically
prepared systems and the probability to find the particle in an interval can be computed
by the above formula.

Let us now look what happens when we consider the Hilbert space L*(R?). Since
the probability to find the particle in the entire space is 1, we have, according to both
the conservation law derived in Lecture 39 and the inner product, that

// |\Il(t,r)|2dr:/// (¢, r)W (s, r)dr = 1,
R3 R3

where dr = dxdydz. Exactly as in the one-dimensional case, these functions are
square-integrable functions, that is

/// | £ ()% dr < 400
RS

can be replaced by ¥ = Af, where A € C, such that

AA* /// | f(r)2dr = 1.
R3

We say that f is normed at unity by the complex number A and so the integral
condition related to the probability meaning makes sense.

Furthermore, we can observe that, if W is a square-integrable function, then ey
is a square-integrable function and it can be normed at unity by the same complex
number A.

It becomes clear that Quantum Mechanics is related to the L?(R?) space which
can be organized as a Hilbert space in the same way as we did for L?(R). Here
the probability to have the particle at time ¢ in a region centered at (xo, Yo, zp) With
dimensions 2a, 2b, 2¢ denoted by V, is

Pz, V):// |\D(t,r)|2dr=/// U, )W (s, r)dr.
|4 |4

Therefore we can observe that the Born postulate regarding the probability is math-
ematically justified and strengthened by the conservation law discussed in Lecture
39.

Let us see if the previous description of the state function works in the case of
double-split experiment describing the interference. Here we consider the Hilbert
space C. If W, (¢, x) is a possible state of the system and another state is W;(z, x),
then any other linear combination

W, x) = W (1, x) + c2Wa (¢, X)
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where ¢ and ¢, are complex numbers, can describe any other possible state of the
system.

By definition, this state of the system is called a superposition of the two given
states Wy (¢, x) and W, (¢, x). The quantity |¥|? is the probability to find the particle
in a volume associated to a point as we previously discussed. Here it is given by the
complex number W,

W = [} W] + W3l W) + 2]
= |e1W1]* + |2V * 4 2Re[c1 3 W1 W3] # |1 W ” + |2 W)

as we expected.
The interference can be derived if we consider the state functions in the forms,

Wy =W (t,x)|e" and W, = [Wy(t, x)|e'™,

that is , .
W(t, x) = ci|Wi(t, x)]e'™ + c2|Wa(t, x)[e' ™.

In this case
[W|2 = [e1 W) > + [eaWa|* + 2Re[ c1¢5 [Wy || Wale! 1702 ]

where
2Re[ c1c3 || [Wy|e! @172 ]

is the interference term obtained by the superposition of the given wave states, and
it is easier to understand it if one consider the case c1, ¢, € R.

Now if we look at the Schrodinger equation, we observe that if W, is a solution
and W, is another solution, any linear combination

W, r) =¥, )+ W (t,r)

where ¢| and ¢, are complex numbers is a solution of the Schrodinger equation

'ﬁgllf(t r) = _® 24V(t,r) )@, )
Mo =",V ’ o

But only in few situations the combination ¢; W, (¢, r) + ¢, W, (¢, r) can be written as
Aet®&r—w) AQ] other solutions, imagined in the above form, do not describe classical
waves. This means that Quantum Mechanics begins when these mixed solutions
describe realistic systems, and this means that W has to be seen as a state of the
system. In summary we can only predict the probability to find a particle in a given
volume.

In the Copenhagen Interpretation of Quantum Mechanics, as formulated by Max
Born, “the quantum state is a mathematical entity which provides the probability
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distribution for each possible measurement on the system together with the evolution
of the system by the Schrodinger equation”.

Let us recall some examples to underline other state functions we discussed along
our lectures. In Lecture 24, Lecture 25, Lecture 3, and Lecture 33, we gave infor-
mation on pure states or superpositions of pure states which are solutions of the
Schrodinger equation. We identified even the related Hilbert spaces. The eigenval-
ues are associated to possible values of the energy levels of particles.

In Lecture 24, where we studied a particle in a box, we have a time independent

Schrodinger equation

d*v _ Zm(v Hyw
dx?2 K2 ’

V — H was a positive quantity because we supposed the particle in the box. The
previous equation was written as

where

and the solution was
W(x) = AjeX* 4+ Aye K,

Describing a particle in the box it resulted A; = 0. If not, as x — +o00, the solution
W approaches to +oc0. Therefore, inside the box, the solution was

W(x) = Are K,

that is a pure state.
In the case V (x) = 0, for the particle inside the box, we have

d*w

— k2 2 _ =2
ol kW, k° = H.

The solution is similar to the case of the free particle in Lecture 23, but some condi-
tions have to be imposed to preserve the particle inside the box. This happens when
the box is infinitely deep. We write

W(x) = A1e’™ + Are ™™ = C, coskx + C, sinkx, Cy, C, € C.

The constants are identified imposing some physical conditions and we found

. nmw
Y (x) = Cysin Tx.
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The energy of the particle,

P2 h2r2
= = —nN
2m  2mlL?

)

is quantized. Introducing P (x) as the probability to have the particle in the interval
x —dx /2, x + dx /2 since the particle has always to be inside the box, the constant
C, was determined from the condition

L
f | (x)]2dx = 1,
0

2 . nmw
W(x) =,/ —sin —x.
L L

The description of this case was related to the Hilbert space L?([0, L]) and the
solution, initially a superposition, was transformed by the initial conditions into
a pure state. Therefore Lecture 24 is a preliminary case of the axiomatic frame
described in this Lecture.

The same situation works for the quantum harmonic oscillator described in Lec-
tures 25 and 31. We started from

the final result being

W(t, x) = e EMy(x)

as the pure state function describing an electron in the harmonic oscillator. Since the
solution W, corresponding to the n-energy level, is related to the Hermite polynomi-
als which are usually denoted by H,,, in Lecture 25 we have used the letter E instead
of H to describe the total energy. Replacing the pure state into the Schrodinger time
independent equation

2 g2

_%W(t,x) + V(x)\p(tv x)

dv
[h—(t, x) =
i o (t, x)

1
corresponding to this case when V(z,x) = V(x) = zmwzxz, we obtained, after

L mw ._2E
u =/ hx, E'_hw’

dz—q’( )+ (e —uH)¥(u) =0
duzu & u u) = u.

denoting by

the equation to solve

This equation can be solved if € = ¢, = 2n + 1. Therefore the n-level quantized
energy was



9.4 Lecture 41: From the Wave Function to the Quantum State. ... 193

1
En - = | hw
(n + 2)
1 mw\ 1/4 mw 2
lpn — ited Hn iited —mwx*/2h
(x) ot <7Th) (,/ - x) e

: 1 mw\ 1/4 mw )
q”n £, x) = e*lEnt/h— (_) H, x ) e mwx /2h.
*:0 J2r \ Th V &

Since the Schrodinger equation is linear, the general solution was described by a
superposition of pure states, that is a sum of all modes of n-oscillations, that is

for

and

Wt x) =Y cae M, (x).
n

The Hermite polynomials are involved in the functions
n() = e H, (), n € N

which are part of an orthogonal system in L?(R) with respect to the usual inner
product because we have proved that

© _ 0, n#1
H, () Hy(u)e " du ={ .
/m : m/mnl, l=n

After a convenient coordinate change in the previous formulas

h
X i=,/—u,
mw
1 mw 1/4 mw 2
- ([ — el —mwx*/2h
) = e (m) Hn</ : x>e

highlighting an orthonormal system of L?(R). As a consequence, the description
of the quantum harmonic oscillator solutions is related to the probability condition
required by Born’s postulate. With these examples in mind, we can write the

we found

Postulates of the Copenhagen Interpretation of Quantum Mechanics:

1. The state of a quantum system is completely described by the state function
W which represents an element of a Hilbert space. The state function W is
normed at unity, that isl, |¥|> = (W|¥) = 1.

The above examples confirm this first postulate.
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2. The state function W points out the probability of finding the particle, at a
given time, in a given space region.
It depends on the Hilbert space inner product how the probability formula looks
like. As we saw, in the particular case of the Hilbert space L?(R?), the probability

Pz, V):/f |\D(t,r)|2dr=/// Uz, r)W (s, r)dr.
|4 \%4

If we work in the Hilbert space L2 (RR), the probability to find the particle described
by the state function W, now in the interval V, is

P(z, V):f I‘-IJ(t,x)|2dx:/ WH (7, x)W(r, x)dx.
\%4 14

Since the probability to find the particle somewhere on the line is 1, the state
function which describes the particle has to fulfill the property

P(t,R) = /Oo W (t, x)2dx = /oo W (¢, X)W (t, x)dx = 1.

o0 —00

The same must happen when we study a quantum particle in the three dimensional
space. Since the probability to find the particle in the entire space is 1, if we suppose
that the entire space is R? and the states are elements in the Hilbert space L?(R?),

it must be
// W (t, r)|2dr = /// (¢, 1)V (s, r)dr = 1.
]RS RS

According to the first axiom, the state function W has to fulfill this property in
order to express correctly the above probability. Such a state function is called
normalized state function.
Finally, let us suppose to work in a two-dimensional real Hilbert space and the
state function W is described by a column vector having two complex components
a and b. Therefore, according to the previous description, it is mandatory to
have aa* 4 bb* = 1. If the components are real numbers the previous condition
becomes a® + b? = 1.

3. The state function W evolves in time according to the time-dependent
Schrodinger equation

'hg‘ll(t r) = " 24V(t,r) ) V()
S TR N P ’ T

The state function has to be related to the evolution of the quantum system and such
an evolution has to be in agreement with experiments. We measure possible values
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of a dynamical variables as position, momentum, energy and so on. Therefore,
the result of an experiment is something we measure by a device, for example on
a screen where the measure appears as a real number or as some other information
which can be converted in real numbers. If we measure the momentum, from

h ho. ..
- VWV = —(iky, iky, ik)V = pW
1 1

[T

the information “p” is extracted from the wave function W on which acts the
operator p defined by

. h
p=-V.
i
Each component satisfies the equation
. h o
Pr=-=— k=1,2,3.
i Oxy

Working with standard coordinates means to replace x; by x, etc., that is there
exists a momentum operator p, corresponding to the real value “momentum” p,
in the direction x. In the case of a single particle, we have proved that this is

0
—i ha—. Therefore each component leads to a linear operator, called observable,
X

as p, is, and an extracted real eigenvalue p,, i.e. p, ¥ = p, V.
4. The average value (A) corresponding to the operator A and to the normal-
ized state function W is . .
(A) == (VIA|W).

(A) is 3159 called the expectation value, or simply, the mean value of the
operator A. This expectation value results after a measurement.

It is important to stress that this notion is related to the normalized state functions,
therefore each time we have expectation values, they are related to normalized
state functions. The concept represents the “average” of all possible outcomes
values of measurements related to a given experiment. If we make measurements
of the position of an electron, the expectation value is related to the average
position of it. It will be denoted as <)2) and, according to the previous formula, for
the state W, its value is
(%) := (W]x|w).

If we remember that the position operator X acts on W (x) according to the rule
XW(x) = x¥(x),

in L*(R), it can be computed using the formula
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oo oo oo
(%)= (\1:|)2|\1/)=/ W (x)x W (x)dx =/ XU ()W (x)dx =/ xP(x)dx
o0 oo oo

which represents the average position of the electron after a large number of mea-
surements made on identically prepared systems.

If we consider the momentum operator corresponding to the same case, since the
momentum operator is defined by

its expectation value, corresponding to the normalized state function W, is

(p) = —ih/oo w0 2D 4

00 0x

The expectation value strengthens the probabilistic interpretation of “objects”
in Quantum Mechanics. At the same time, together with the Ehrenfest theorem
presented in the next lecture, it is the way to see the basic formulas of Classical
Mechanics d d qv
X
a2l _ —F

Tar TP T T T

expressed in quantum mechanical form

m (8] = (p) and = (5) = <—%(£)> = (F).

Therefore the rate of change in time of the position operator expectation value is
the ratio between the momentum operator expectation value and the particle mass.
Analogously, the rate of change in time of the momentum operator expectation
value is the expectation value of the force which acts on the particle.

It is worth stressing that not all operators has a real expectation value but only
Hermitian operators. Indeed,

~

(A = (WIA|W)* = (W|AW)* = (AU|W) = (U|AW) = (W|A|W) = (A).

An operator which has a real expectation value is called an “observable” and it is
described in the next postulates.
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5. Every observable is given by a Hermitian operator acting on a Hilbert space
whose elements are the states W.

Let us remember that we have proved that the Hamiltonian operator is a Hermitian
one if the Hilbert space of states is L?(R*). We know that its eigenvalues are real
numbers. So, the next postulate results natural:
6. In any measurement of the observable A, the only observed values are real
eigenvalues « such that
AV = aV.

7. If the states W, describe a quantum system, then the eigenvalues a, satisfy
the relation
A\If” = ay "Iln

and an arbitrary state of the system is
v = Z Wy,
n

where ¢, arerelated to a, in the following way: the probability of observing
the eigenvalue q, is cc,. Therefore, Hermitian operators are the mathemat-
ical way to describe measurements in Quantum Mechanics.
8. In Quantum Mechanics two observables which cannot be simultaneously
measured are expressed by the operators A, B such that

[A, Bl= AB — BA #0.

The commutator is related to the order of measurements in Quantum Mechan-
ics. If the order does not matter, the commutator is 0. Let us explain this statement.

Consider the observables A and B and suppose we would like to make a mea-
surement with respect to a state of the system, here denoted by W. This means
that each one of them offers an information in this state, that is AW = qW and
BW = bW. Now consider an experiment which consists in finding simultaneously
information on the state W. The same operators extract information in the order:
first B then A. Therefore

(ABYV = A(BY) = A(bV) = bAV = baW.
Now, consider the order: first A then B.

(BA)W = B(AV) = B(aV) = aBY = abWV.
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If we extract the second relation from the first relation we obtain
(AB — BA)Y = (ba —ab)¥ =0- V¥ =0,

relation which implies

N

[A, B] = 0.

In fact we see that the order does not matter if there is the same state which gives
information about both observables.

We know that there are observables whose commutator is not 0. An example
of such observables are the position operator X and the momentum operator p
because we have proved

[x, pl =ih.

The order matter so we cannot extract simultaneously information about position
and momentum.

Let us provide, in the one-dimensional case, an example with two observables
which commute. In Lecture 38, we have considered the energy operator in the
absence of a potential field V (x) as

R d?

T 2madx?
Let us prove that . .

[p, E1=0.
Indeed,
05 E]lll (AE EA)\II 'hd n? dz\y +h2 d? 'hd\.IJ

. = — = —1l1Nn— _—— _— — —_ =

p p p dx 2m dx? 2m dx? ! dx

inPld (d* > (d
=—|—|-—=¥Y)-—|-—V])|=0
2m [ dx \ dx? dx* \dx
that is, the momentum operator and the energy operator commute. Thus, we can
find the same eigenfunctions states with definite real values eigenvalues for the
two observables, while in the previous case, with the position and momentum
operators, it was not possible.

A further comment is necessary. If the particle moves in a potential V (x), the
total energy is now the Hamiltonian H. The attached observable is

H=E+V,
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ie.

A A AP . 2 PSRN o dV
[PaH]\IJ:[P’E*FV]\I’:[p,E]\I/—l—[p,V]:[p,V]:—lﬁ\IJE750.

This means that the total energy and momentum of a particle ca not be determined
precisely and simultaneously if the particle moves in a potential V (x).

Summary of Lecture 41. Quantum Mechanics can be formulated, in a prob-

abilistic interpretation, according to the following statements:

1. The state of a quantum system is completely described by the state function
W which represents an element of a Hilbert space. The state function W is
normed at unity, that is |¥|> = (¥|W) = 1.

2. The state function W points out the probability of finding the particle, at a
given time, in a given space region.

3. The state function W evolves in time according to the time-dependent
Schrodinger equation

ihﬁxy(t r) = 2 24V (@) ) W(t,T)
a T\ TV ’ o

4. The expectation value (A), corresponding to the operator A and to the
normalized state W, is A A
(A) := (V]|A|V).

5. Every observable is a Hermitian operator on a Hilbert space whose elements
are the states W.
6. In any measurement of the observable A, the only values observed are the
real eigenvalues a such that
AV = aV.
7. If the states W, describe the system, then the eigenvalues a,, satisfy

AV, = a,V,

and an arbitrary state of the system is

U= ch\yn,
n
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Chapter 10 ®)
Consequences of Quantum Mechanics e
Principles

Anything one man can imagine,
other men can make real.

Jules Verne

10.1 Lecture 42: The Ehrenfest Theorem

In Lecture 41, we discussed about the expectation value of a given physical quantity
and how this important concept relates the formalism of Classical Mechanics to
Quantum Mechanics. To give an image, the evolution of a particle is understood
through the evolution of its expectation value. If you read the George Gamow book
“The wonderful world of Mr. Tompkins”, you can image the character trying to kill the
quantum fly using a quantum splash and hitting the dense part of the shadow cloud
which represents the quantum fly description. The foundation of this description is
based on the following

Theorem 10.1.1 (Ehrenfest’s theorem) Consider an observable A ina quantum sys-
tem whose Hamilton operator is H. Then, the time-dependent Schrodinger equation

leads to )
%<A>=%<[A, FI]>+<%—?>.
Proof
%<A>:%< A q’>:<%‘l"A“I’>+<‘l"%A \p>+<\p A %w>:
=<%\p A \p>+<%—/§>+<qf A %\y>.
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Let us remember that the Hamiltonian operator is Hermitian. From time-dependent
Schrddinger equation written in the form

o 1.
ot~ ih
it results
i<A>— Lavlile) s oA + \IJ’A’—H\IJ -
dt “\in ot i -
—(w|-Laile)+ 04 +{w 1AI-AIII/—1<[A A]>+ 04
o ih ot ih T ih ’ ot

Corollary 10.1.2 [fthe operator A does not depend on t, the statement of the Ehren-

fest theorem becomes
d

i {A)= (. ).

The last equation states that the rate of change in time of the expectation value of
the operator A can be described with respect to the expectation value of a bracket
involving the initial operator and the Hamiltonian operator of the system. It recalls

us a relation like
dF
v [F7 H]a
dt

discussed in Lecture 6. In the one-dimensional case studied in Lecture 38, since both
X and p do not depend on ¢, we already obtained two important formulas,

< 9= (1h. ).

a <
dt ih

(6)= 5 {15, 1) and
— (&) = = ([%, an
dt ih

Furthermore, let us consider the case of a single particle whose Hamiltonian operator
is

Y3
a=21v®.
2m
Theorem 10.1.3
d . R
)= (3.
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Proof First of all, let us observe that [X, V(£)] = 0. Therefore
IR A A el A U ) PO i B A L O e
~ i <[x m T V(X)D i <[x 2m:| + [x’ V(X)]> = 2mih<[x’ P D
pl b+ p[x. p] =2ihp,

()

d .
E(x)_ ih
Then
[#.5%] =#bp — ppi = 2pp — pip+ b
d 1.
a (%) = ;(P)
]

that is

which ends the proof.
According to the statement of this theorem, the rate of change in time of the expec-

tation value of the position of a particle, times its mass, equals the expectation value

of the momentum operator, that is
d

m—

dt

dx
p.

This is a quantum view of the momentum definition from Classical Mechanics, i.e,
m-— —=
dt

In fact it is the same formula, but in Quantum Mechanics, the “objects” are expec-
F.

tations values of quantum operators. Let us obtain now the Quantum Mechanics

equivalent of Newton’s second principle
dp
dt

Theorem 10.1.4
(7= <—a—<x>
Proof From
0= [5-)
it results ”
=[5t 70 )= il 70
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It remains to compute <[ D, \7()2)]> . Let us take into account that p operator, in the

one dimensional case, is —ihﬁ—, therefore
X

(- v = ([ v )= (v [z 7o [ ) =nfo [ 5 7] ) -
:ih<\p{\7(£),£]'w>=i?<w %\If>—ih< |§(V(x)\p)>
:W—m<w \1:>—W—zh<—(x)>

It results )
d . av .
P = <—§(x)>.

. ov
If we denote by F the “quantum force operator” induced by — B (X), we obtain the
X

result of the statement. O

In other words, we are considering an evolution, a changing rate in time of the
expectation value of the momentum operator. This rate of change is determined by
the rate of change in time of the expectation value of a force exercised on the quantum
particle. The rate of change in time of the mean gives the trajectory for the dense
part of the “cloud” where the particle is the most probably to be. value

Summary of Lecture 42. After proving the Ehrenfest theorem

{4 = )+ (22)

we can highlight some particular cases which give rise to the connection
between the well known formulas of Classical Mechanics and their coun-
terparts in Quantum Mechanics written in terms of quantum operators with
respect to the expectation values. We have:

dp  dV _ do [ oV o\ .
a="woh dt<f’>—< ax()‘)>—<F)
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“otan )= )

The deterministic formalism of Classical Mechanics is replaced by the prob-
abilistic formalism of Quantum Mechanics.

10.2 Lecture 43: The Heisenberg General Uncertainty
Principle

Starting from this lecture, we prefer to use the Dirac notation which is very useful in
the applications. According to this notation, we adopt the ket vector |\V) instead of
v,

In the same way, it is easy to look at the Schrodinger equation in the form

0 ) = LA
ot T ik

instead of the previous notation

ov 1,
ot ik

Let us first prove the Cauchy—Buniakowski—Schwarz inequality corresponding to the
context of the Hilbert spaces.

Theorem 10.2.1 Let us consider two vector X and Y in the Hilbert space. Then
(X, Y < [IXI]- (1YL

Proof Consider the axiom

(A,A) =0
applied to the ket vector
(Y, X) (Y, X)
[A) == |X) — > 1Y) = |X — > Y).
Y1l Y1l

Using the properties of the inner product, it results

(A,A)=<X— Xy - X0 Y>=

| — .
DelE els
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. X) - (X,¥) (LX) (LX) (Y, X)"- (Y. X)- (V. Y)
= (X|X) — — 0
XX E et 4G =

that is

xjp = LX) X X0

1Y ]2 D4E — Y |2

Using (Y, X) = (X, Y)*, the statement follows. O

Let us consider now the expectation value (A) corresponding to the operator A
and to the state W and consider W normalized. It is worth noticing that the expectation
value can be defined for unnormalized states too, considering

(W]A|W)

A) =
W (W)

but we established to work with normalized states, therefore
(A) := (V]|A|WD).

Let us take into account two Hermitian operators A and B such that their commutator
isiU, i.e.
[A,B]=iU.

Exercise 10.2.2 Show that U = —i [A, é] is a Hermitian operator.

Hint: We start from <¢|0 ).

(9] —i[A, BIW) = —i($I[A, BI¥) = —i($|(AB — BA)W) = —i(p|ABW) +i(¢| BAY) =
= —i(Ad|BY) + i (Bo|AW) = —i (BAG|W) + i (ABG|W) = (iBAG|W) + (—i AB|W) =
= (i(BA - AB)¢|W) = (—i[A, Blo|¥) = (Ug|¥). O

It is important to observe that, since U is Hermitian, its expectation value (lA] ) is
real. Therefore the expectation value of the commutator only is a pure imaginary
number, i.e.

A

(LA, B)) = (i0) = i(0).
Consider also the operators
A:=A—(A) and B:=B — (B).

It is easy to check that
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Exercise 10.2.3

Bl =14 — (A), B — (A) = (A — (A)(B — (A) — (B — (AD(A — (A)) =

Exercise 10.2.4 Double hat operators are Hermitian if hat operators are Hermitian.

Hint: If A is Hermitian and (A) is a real number, we have:

(GIAW) = (614 — (ADW) = (DIAW) — BIAN) = (A61W) — (A)61¥) = (A - (A)oIW) = (AlW).
O
For a Hermitian operator A, itis possible to define the uncertainty of the expec-
tation value (A) with respect the state W as

(AA) := [(W|(A — (A))2|W)]'2,

This definition makes sense because the square root is extracted from a positive

quantity. And this happens because A = A — (A) is a Hermitian operator and

(WI(A — (A)2|W) = (W]A2|W) = (W]A20) = (Aw|Aw) > 0.

Theorem 10.2.5 (The Heisenberg general uncertainty principle) Consider two Her-
mitian operators A, B such that [A, B] = iU and their double hat correspondents

are A = A — (A) and B .= B — (é). Denote by

OJ))
OJ))
5>

I, :=A

w»

[A,

their anticommutator. Then, the uncertainties of the expectation values of A, and B
verify the inequality

(AA)Y - (ABY = i(“i’ §]+>2 + 411(0>2

Proof First, it is easy to check that the anticommutator of any two Hermitian oper-
ators is a Hermitian operator, that is

(BI[A, Bl W) = ([A, B],6|W).
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This is an important property and we will use later, in the proof, a consequence of it,

i.e. the expectation value of the anticommutator (| [A, §]+), is a real number. Since
(AA) = (WI(A — (A)1W) = (¥]A%]w),
we have
(AR - (ABY = (WIA2\W) - (W[ B°|W) = (W|AIAW) - (W|B|BW),
Since the double hat operators are Hermitian, it results
(AA) - (AB)? = (AW|AW) - (BW|BY) = (AW|BY)P,

the last inequality is a consequence of the Cauchy—Buniakovski—Schwarz inequality.
We use again the fact that we work with Hermitian operators, i.e.
\II>

From both the commutator and anticommutator definitions, the previous inequality
becomes

. 2
A)

o>
o>

(A

~ ~ 22 1 22 22
(AA)? - (AB)? > |(V|AB|W)|*> = ’<q/ 'E(AB + BA) +

N =

1 2
1 =

(AA2 - (AB) > |(W]ABIW)2 = qu ‘[2, Bly +[A, 1§]‘ w}‘z - g K\y )[ﬁ, Bly + il}( \p)‘

1 2 2

= ol o] sofelof o) = 4 ) o)

We have already discussed that, since iU is Hermitian, its expectation value is real

that is the expectation value of the commutator is purely imaginary. The same, the

expectation value of the anticommutator of two Hermitian operators is real. Taking

into account that, for a complex number z = a + ibis |z]> =z - 7" = (a + ib)(a —
ib) = a® + b2, we can write

2 A2

(0)

1

(AA)? - (AB)? > 1

I

([2, §]+>2 +

N

i) 1[0

O

Let us remember the position operator £ : L2(R) — C which associates to each state
function W € L?(R), at each position x on the real line, the number xW (x) € C. The
position operator is Hermitian because

(XY |V = /00 xW* (X)W (x)dx = /00 U*(x)xW(x)dx = (W|xW).

oo —00
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The same for the momentum operator p : L%(R) — C which associates to each state
W (x)
e C.

X

function ¥ e L%(R), at each position x on the real line, the number —i &
The momentum operator is a Hermitian operator too, because

© OW*(x)

(P W) = <—ih3111|\11> = ih<£\l!|\l/> - ih/ W(x)dx =
Ox 0x oo

8\Il(x) s

=ihqf*\11|i°oo—ih/ W*(x)
—0oQ

We have already used the argument that square integrable functions are limits of sets
of C§°. Here we obtain

(pU|W) = —zﬁ/ W (x )6\I'(x)d _/oo U™ (x) (—ihag\ll(x)) dx = (V| p),
S X

that is we succeeded to prove
(pV|W) = (¥[pV).

Now, having in mind the one-dimensional case, where between the Hermitian
position operator ¥ and the Hermitian momentum operator p there is the relation
[x, p] = ih, we can consider the following statement:

Corollary 10.2.6 (Heisenberg’s uncertainty principle) Consider two Hermitian
operators A, B such that [A, B] = ih. Then

(AA) - (AB) >

NSt

Proof In the statement of the theorem we replace U by h. It follows
(U) = (W|h|W) = (¥|AW) = A(V|¥) = h and
(AAY - (AB) > <[2 Bl >2 clpo e
4 T 4T g
which ends the proof.
Summary of Lecture 43. We presented some consequences of Quantum
Mechanics postulates working in Dirac notation introduced in Lecture 28.

We start by establishing the Cauchy—Buniakowski—Schwarz inequality corre-
sponding to a Hilbert space:



210 10 Consequences of Quantum Mechanics Principles
KX, V) < [IXI]- 1Yl

Then, we prepare the statement and the proof of Heisenberg general uncertainty
principle. The objects are two observables A and B such that their commutator
1siU, i.e.

[A, Bl =iU.

Under the previous conditions, U is a Hermitian operator. Some other operators
can be defined,

A::A—(A)andﬁ::ﬁ—(ﬁ),

where (A) is the expectation value corresponding to the observable A and the
normalized state W: a )
(A) == (V|A|W).

Under these circumstances, the expectation value is real and the double hat
operators are Hermitian.

For a Hermitian operator A we define the uncertainty of the expectation
value (A) with respect to the state W as

(AA) = [(W|(A — (A)*|W)]'2,

Then we prove
Theorem (Heisenberg’s general uncertainty principle) Consider two Her-
mitian operators A, B such that [A, B] = iU and their double hat correspon-

dents A := A — (A ) and B =B — (B). Denote by

o>
o>
25>

l+:=A

w»

[A, +

their anticommutator. Then, the uncertainties of the expectation values of A, B
verify the inequality

(AA? - (AB)? > }1([2, §]+)2 i %(ﬁ)z

Both position operator X and momentum operator p are Hermitian and fulfill
the relation [x, p] = ih. As a consequence, the following statement holds:
Corollary (Heisenberg’s uncertainty principle) Given two Hermitian opera-
tors A, B such that [A B] = ih, then

(AA) - (AB) >

NSt
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10.3 Lecture 44: The Dirac Notation and the Meaning
of a Quantum Mechanics Experiment

Let us start with a short review of Dirac notation in the case of finite dimensional
complex vector spaces. Consider a ket vector |u). Suppose we work in a two dimen-
sional complex vector space. Therefore we imagine it as

0=(2)
w=(1)

the addition of the two ket vectors is given by the rule

_ _ [ u vi\ _ [ur+uv
=+ =(4)+ ()= (5.
and the result is again a ket vector, here denoted by |r) € V. The summation of ket

vectors must determine a commutative group structure (V, +), that is the following
properties hold:

If we have another vector

(Ju) + |v)) + |w) = |u) + (Jv) + |w)) (associativity)
lu) +10) = |0) + |u) = |u) (existence of zero vector for any |u) € V)

Viu) € V 3| —u) € Vsuchthat |u) + | —u) = | —u) + |u) = |0) (the additive inverse)
lu) + |v) = |v) + |u) (commutativity)

The multiplication by scalars from C follows the same type of definition:

Viu) eV, YVa e C Jalu) €V,

alu) == <gz;>

The multiplication by a scalar has the properties

that is, in our case,

a(blu)) = (ab)|u)
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a(lu) + |v)) = alu) + alv)
(a+D)u) = alu) + blu)

Some consequences of the complex vector space structure exist and can be easily
verified:

(=D u) =1-wu)
lu) = |v) = u) +| = v).

A basis is determined by a maximal set of linear independent elements. An important
basis in V is determined by the vectors

ler) = (é) and [e) = (?)

Now, the bra vector corresponding to the ket vector |u) is, by definition,

(ul := (uy, u3y)
where u;} is the complex conjugate of u;. We remember that the complex conjugate
of a complex number z = a + ib is z* = a — ib. The modulus of a complex number
z is denoted by |z|. Its definition is |z|? := a®> + b> = z - z* = z* - 7 and we observe
that it is a real positive number. The reason for Dirac to consider this bra and ket

vectors is related to the inner product here denoted by the bracket (u|v). If we look
at our arrangements, we have

2
v
(ulv) = (ui, u3) - (vi) =ujv; +ulvy = Zuivk.
k=1

Of course, one can increase the number of components of the vector space and one has
the full picture presented in Lecture 28. Therefore, it is easy to check the properties
of the inner product in this particular case:
(ulBrvr + Bava) = Bi(ulvr) + Balulva), V|vi), [v2), lu) €V, B, 5 € C,
(vlu) = (ulv)*, v |u), lv) € V,
(ulu) =0 V§u) € V; (u,u) =0 <= Ju)=0).

The last property is the consequence of
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(ulu) = Jur [* + Juz|* = 0.
With a bra vector corresponding to the ket vector |u),
(ul = (uj, u3)

and a ket vector |v), another important operation is the outer product |v)(u|. The
result is a linear operator on V. Indeed,

v viut vl
)l = ") @iupy =( 112
1%) Vol VoUy

So, in this particular case, the linear operators are 2 x 2 matrices with elements in
C. For a given linear operator
ap a
I — 11 412
azy ax

LT = apy dazy
app ax

The conjugate transpose (or the Hermitian transpose) of the matrix L is denoted by

L. Therefore, we have
* *
L= (an a21>
“\atat )
12 922

By definition, a linear operator is Hermitian if L™ = L. If we look what happens
when Lt = L, we observe, from

aj ay \ _ (an an
ap, ay az axn
that the diagonal of a Hermitian operator (here the matrix L) is given by real numbers

and the second diagonal contains complex conjugate terms. You can check, it is a
simple exercise, that

its transpose is

(Lu,v) = (u, Lv),
therefore our previous definition of a Hermitian operator fits with the one in Lecture

31.
Consider now the matrix

(1 243
A_<2—3i -3 >

It is easy to check that this matrix is Hermitian and has two real eigenvalues.
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Can a Hermitian matrix in this case have to equal eigenvalues? First you can check
that any 2 x 2 B matrix verifies the Cayley relation

B>—TrB-B+detB-1I, = 0,

where Tr B is the sum of the elements of its main diagonal and the determinant of
B is det B = by by — b12by1, I is the unit 2 x 2 matrix and O, is the 0 matrix.
In fact, this is the matrix form of the characteristic equation used to determine the
eigenvalues of B,

det(B — \I;) =0.

If B is a Hermitian matrix, the discriminant of
N —TrB-\+detB =0,

is the positive number (T7B)? — 4det B = (b1 — b2)? + 4|b1»|2. So, the eigenval-
ues are real. Are they different or they can be equal? Equal eigenvalues happens
when (b)) — bn)? + 4|b12|2 = 0, that is when b;; = —by, and |by;| = 0. The last
equality means that the complex number b, has to be 0. The first equality means that
the real numbers of the main diagonal are b;; and b;;. Therefore the only Hermitian
2 x 2 matrix which admits two equal eigenvalues is by I5. So, the answer is yes but
we observe that this matrix is a sort of “whatever happens nothing happens from the
Physics point of view” because, for each possible vector |u), we have the same “out-
put” b;;. We are interested in Hermitian operators having two different eigenvalues
corresponding to some two different orthogonal eigenvectors.

Another class of important operators in Quantum Mechanics are the unitary
operators. In this particular case, a unitary operator is a 2 x 2 matrix A such that
A*-A=A- A" =1, Itis easy to check

Exercise 10.3.1 Show that unitary operator U preserves the inner product, that is
(Ux|Uy) = (x|y) for any |x), |y) € V.

According to this formalism, the Picture of a Quantum Mechanics Experiment
is the following.
For the mathematical description of the experiment, we need:

e a Hermitian operator A;

e distinct eigenvalues A, € R corresponding to the Hermitian operator A;

e orthogonal eigenvectors |WV,) corresponding to the previous eigenvalues A, € R
related by the well known equation

Al,) = A, |W,).

On the other hand, the physical description of the experiment is given by:

e the Hermitian operator A is the measurable observable of the system;
e the eigenvectors |\, ) are the possible states of the system;
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e the distinct real eigenvalues ), are the results of the experiment.

In conclusion, we can measure only eigenvalues. Eigenvalues give information on
the associated eigenvectors, that is on the state of the system.

Summary of Lecture 44. After presenting the Dirac notation, we highlight
the description of a Quantum Mechanics Experiment.
For the mathematical description, we need:
— a Hermitian operator A,
— distinct eigenvalues A\, € R corresponding to the Hermitian operator A;
— orthogonal eigenvectors |V, ), corresponding to the previous eigenvalues
An € R, related by the equation

Al = M| W,).
The physical description is related to the interpretation of the same equation
AW,) = AW

It consists in the following statements:

— the Hermitian operator A is the measurable observable of the system;

— the eigenvectors |W,) are the possible states of the system;

— distinct real eigenvalues ), are the results of the experiment and they cor-
respond to the measurements.

10.4 Lecture 45: The Photon Polarization by Dirac’s
Notation

Let us consider a simple experiment. An unpolarized light beam is produced by a
source S and it is sent to a horizontal polarizer device H,. When the light comes
out from the horizontal polarizer, it continues its trajectory as horizontally polarized
light. If it meets another horizontal polarizer H, j, 100% of horizontally polarized
light, which enters in the second horizontal polarizer, comes out from it, of course,
horizontally polarized. This is an experiment which can be easily managed. By
contrast, if the second is a vertical polarizer V', 0% of horizontally polarized light
entering in V.7 comes out.

The experiment can be easily understood if one looks through two consecutive
polaroid glasses lenses. Each surface of a glasses lens can be imagined as a rectangle
having in its plane a length / on the x-axis and a height / on the y-axis. Two con-
secutive glasses lenses are arranged in the same way along the two parallel planes of
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their surfaces, if both the rectangles stay with [ on the x-axis and % on the y-axis. In
this case, one sees with only one lens exactly as one sees with the two consecutive
lenses arranged in the same way. If the second lens is rotated by 90°, one cannot see
through. There is no light coming out from the second lens.

We can continue the experiment considering a first horizontal polarizer H; and
replacing the second polarizer with one which polarize at 45°. Only 50% of the ver-
tical polarized light comes out from the second polarizer. The experiment is telling
us the following result: If the second polarizer is polarizing light at  degrees with
respect to the horizontal direction, only cos? a% photons, passing through this polar-
izer, can be measured. In this context, this is a general result and it fits the angles of
0°, 90° and 45° as seen before.

If we now turn again to the experiment, we can understand what happens with
the color of light. The light beam consists of photons having the energy given by
the formula £ = hv. The color depends on frequency v. When they reach the first
polarizer, some of them go through, some not. All the photons going through become
vertically polarized and again, according to the experiment, all or only a fraction of
them pass through the second polarizer. There is no energy loss of photons which
succeed in passing through both polarizers. So, they have the same frequency from
the beginning to the end of their trajectory. It means that the color of light remains
the same as it is.

Let us interpret the phenomenon according to Quantum Mechanics concepts
presented in the previous lecture. We start considering the horizontal polarization
described by the ket vector

1
|H) = (0)

and the vertical polarization described by the ket vector

n-()

The choice is correct because, as we know from Lecture 41, the states has to be
normalized. Let us look at the inner product between the ket vectors |H) and |V),
thatis (H|V). The physical meaning of this inner product is: If we prepare the light in
the vertical polarized state, what are the chances to go through a horizontal polarizer?
We know the answer: there are O chance to pass through.

Therefore if we prepare photons to be horizontally polarized and we send them to
a vertical polarizer, the inner product (V|H) shows us the probability amplitude of
this happening. To get the probability, we have to square the inner product. In fact,
if we work in the complex space, we have to consider

(VIH)? = (VIH)" - (V|H).

The probability amplitude is a fundamental notion of Quantum Mechanics. Let us
mathematically check the result. If we consider the ket vector
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the corresponding bra vector is
(VI=0D,

that is
(VIHYy=(01) - (é) =0.

In this case the probability amplitude is 0 and the probability is 0, which fits with
the experiment. No photons horizontally polarized can passes through a vertical
polarizer.

From these considerations, we have to frame the result in the conceptual scheme
of Lecture 41: The state function |H) describes the set of all identically prepared
systems, that is photons horizontally polarized by a horizontal polarizer. In all sys-
tems, identically prepared, the photon, horizontally polarized, do not pass through
a vertical polarizer. The probability amplitude in this case is the number 0 and it is
represented by (V|H).

The interpretation by Max Born is part of the principles of Quantum Mechanics:
The probability amplitude provides the number corresponding to the relation between
the state of the observed system into another possible state. The squared modulus of
the probability amplitude is the probability to observe the initial state passed into the
other possible state. In this case the probability is |(V|H)|*> = 0.

Let us now take into account another case, previously presented, under the same
mathematical language.

Consider a photon polarized at 45°. Assuming a system of axes and supposing
we measure the angle anticlockwise, i.e. from the x-axis to y-axis, the photon state
vector can be represented by a superposition of the vertical polarized state and the
horizontal polarized state,

1 1
EW)-FE”‘I)-

First, let us ask if this state vector is mathematically well expressed. This means
that the mathematical form has to express the following physical fact: 100% of the
photons, which are first 45° polarized, comes out from a second 45° polarizer. In
order to check if Mathematics gives us the right result, we have first to compute the
probability amplitude

/)=

1 1 1 1
55V HHIV +HY = SVIV) + SUHIH) = = 1.

(/1)) = +

N =
N =
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The probability is the square of this probability amplitude, that is 1. The result fits
the experiment that is the mathematical form of |/) is well chosen.

A comment is necessary at this point: If one does not want to use the properties
of the inner product, she can directly write

therefore

1)) = (% %2) V2=

If we look at what happens if we prepare polarized photons at 45° and we allow them
to pass through a vertical polarizer, we know, from the experiment that only 50% of

photons will pass, that is the probability of this arrangement is —. Mathematics gives
us the same result. We have first to compute the probability amplitude

wvin=on-|v2]=

|
s~

1
The probability is, in this case, (V|/ )2, that is 3
If we consider the polarized photon at v degrees (assuming the angle measured
with respect the x-axis) the corresponding state vector is

|y =cosa - |HY+sina-|V) = <cgsa)
sin o

If we look at what happens if we polarize photons at o degrees and we allow them to
pass through a horizontal polarizer, we know, from the experiment, that only cos? a«%
of photons will pass, that is the probability of this arrangement is cos” «. Of course,
Mathematics has to tell us the same thing. We first compute the probability amplitude

described by
(H|a) = (10) - (COSO‘> = cosa,

sin o

therefore the probability is (H|a)? = cos’ a.
Now we are able to mathematically answer at the most general question: Which is
the probability of photons, polarized at o degrees with respect the horizontal axis, to
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pass through a (3 polarizer? The state corresponding to « polarized photons is given
by
cos «
o) = ( sin « >

and the one corresponding to 3 polarized photons is described by

cos 3
The probability amplitude (|«) represents the number corresponding to the relation
between the two states. In this case

CoS &
sin o

(Bla) = (cos B sin 3) - ( ) = cos 3cos a + sin G sina = cos(F — ).

The probability for o degrees polarized photons to become (-degrees polarized
photons is cos?(8 — ).

We have to consider how this result is realized in an experiment implying vertical
and horizontal polarized light. From the mathematical point of view, we have:

e a Hermitian operator A;
e distinct eigenvalues )\, € R corresponding to the Hermitian operator A;
e orthogonal eigenvectors |W,) corresponding to the previous eigenvalues A, € R
related by the equation .
AlY,) = )\n|an)-

Let us assume only two possible states for the polarized light described by the orthog-
onal ket vectors
1 0
|H) = <0> and |V) = <1)

The Hermitian operator, such that [V) and | V) are the eigenvectors (eigenstates), is

Ay = ((1) —01>
amiin =5 %) (6)=(5) =110
- (2)(0)-(2)--1m

The distinct eigenvalues are 4+1 and —1. Now the physical meaning. The observable
is given by a device which interacts only with horizontal and vertical polarized light

because

and
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and, from the mathematical point of view, it is the Hermitian operator Agy. Suppose
the device is set on two light frequencies, a blue light and a red light. If the blue
light is switched on and the red light is switched off, the horizontal polarized light
passes through the device. This means that the blue light corresponds to the +1
eigenvalue. In this case, the blue light is giving us the image of the polarized light.
It is horizontally polarized, therefore the corresponding state is | H). If the red light
is switched on and the blue light is switched off, the corresponding eigenvalue is —1
and the corresponding eigenstate is | V).

Therefore in this Quantum Mechanics experiment, the device with two colored
lights is mathematically described by the Hermitian operator Apy. The two possible
states | H) and | V) of the system represent horizontal and vertical polarized photons
which are recognized by the color of the light switched on. Each light switched on
indicates the corresponding eigenvalue and this indicates the corresponding eigen-
vector. This is the only measurement we can make on the system.

Now we can ask about the Hermitian operator associated to the following ket

vectors:
1 1

N=|v2ady=]| V2
V2 V2

Let us remind the meaning of the forward slash ket vector: it is the state vector of 45°

polarized photon. The backslash ket vector is the state vector of the 135° polarized

photon. It was shown that (/|/) = 1.
We left as an exercise to check the following relations:

\S)

(\\) =1 and {\|/) =0.

Which is the Hermitian matrix having these two eigenvectors? The following

computations
1 1
A 01\ | \» 2
A/\|/>=<10> 2= =1
V2 V2
L L
A/\|\>=<?§)> V2 = Y2|=-1.
V2 V2

show that the Hermitian matrix is
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and the eigenvalues are +1 and —1. In this case, the physical meaning is similar
to the one presented in the above case. The observable is a device which interacts
only with 45° and 135° polarized light. From the mathematical point of view, the
device is represented by the Hermitian operator A )\~ Suppose the device has light
with two frequencies, green and yellow. If the green light is switched on and the
yellow light is switched off, it means that the 45° polarized light passes through the
device. The green light corresponds to the 41 eigenvalue. In this case, the green
light indicates that the eigenstate has to be |/). If the yellow light is switched on and
the green light is switched off, the corresponding eigenvalue is —1. Therefore the
yellow light indicates that the corresponding eigenstate is |\). The lights correspond
to eigenvalues and the eigenvalues tell us the eigenstate.

The general case of polarization has two orthogonal eigenvectors corresponding

to the states '
COS & —sina
|a)=( . > and |al)=< )
sin o cos &

The corresponding Hermitian matrix is

A _ [ cos2a sin2a
@l ™\ sin2a — cos 2

and the eigenvalues are 41 and —1.
We left as an exercise to show that

Ago,la) =1-la) and Apg, loy) = —1-|ay)

We can observe that o = 0 corresponds to the first case studied when the Hermitian

matrix is
A 10

=) ()

. 7T . .. ..
while o = 7 corresponds to the second case studied when the Hermitian matrix is

A 01
A/\=<10)

and the eigenstates are

and the eigenstate vectors are
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1 1
=[P laay=| 2
V2 NG

A planar wave is “circularly polarized” when it can be written as

1
[
E.e,av
with|o¢x—ay|=g.lfwedenoteby
L 1
joy=[v2] and )= V2
NG NG

the right and left circularly polarized states, the wave can be described in the form
W) = Wg| O) + W] O)

where
Yp=(O|¥) and ¥, = (O |¥).

Let us observe that

1 —i 1 i
(O10)=0; (©|_<E —2) and (O|_<ﬁ _2)’

consequently

(Olo)y=LA(Ol0)=1

If we compute

Uy = (OW) == (™ —i-e™)

N =

and

Ve = (O |W) == (™ +i-e™).

N =

It results
WL >+ |Wg|* = 1.
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The last relation shows the main constraint of the state function of ¥ which represents
a polarized plane wave function. If we have in mind this representation, related to
the electric field in the electromagnetic case, we may focus only at the right and left

circularly polarized states

1 1
joy= [ v2] and o) =| V2
NG V2

The Hermitian matrix whose eigenvectors are the previous ones is

A 0—i
Aoo=<i 0)

Exercise 10.4.1 Prove the following equalities:

1. Apol 0) = 0).
2. AOO|©>T—|Q>~

Summary of Lecture 45. The present lecture is dedicated to the photon polar-
ization as a straightforward application of the Dirac formalism. One of the
most important concepts of Quantum Mechanics, the probability amplitude, is
presented in detail. Specifically, we discuss how horizontal and vertical polar-
izations can be described from both physical and the mathematical points of
view. Let us consider two possible states for the polarized light described by
the orthogonal ket vectors

= (1) mawr = (°)

The Hermitian operator, such that |V') and | V') are the eigenvectors (eigen-

states), is
A 10

b= (12 (3)- ()=

because

223
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Apy|V) = (é _01> (?) = (_01) =—1-|V).

The distinct eigenvalues are +1 and —1. Now the physical meaning. The
observable is a device which interacts only with horizontal and vertical polar-
ized light and, from the mathematical point of view, it is the Hermitian operator
Apy. Suppose the device works at two light frequencies, blue light and red
light. If the blue light is switched on and the red light is switched off, the hori-
zontal polarized light passes through the device. The blue light corresponds to
the +1 eigenvalue. In this case, the blue light shows us the mathematical image
of the polarized light. It is horizontally polarized, therefore the corresponding
state is | H ). If the red light is switched on and the blue light is switched off,
the corresponding eigenvalue is —1 and the corresponding eigenstate is |V).
We find similar descriptions both for 45°; 135° polarized photons and circu-
larly polarized photons. The corresponding Hermitian matrices are

1 0\ (01\ (0-—i).
0-1/)’\10)> \i 0 )’
they are the Pauli matrices. They represent an important theoretical support

in the description not only of the photon polarization but also of the spin of
electron description.



Chapter 11
Quantum Mechanics at the Next Level Cecte

Physicists have come to realize that Mathematics, when
used with sufficient care, is a proven pathway to Truth.

Brian Greene

11.1 Lecture 46: The Electron Spin

Elementary particles, as electron, have an intrinsic characteristic named “spin”. The
analog of this property is a rotation. All rotations are made with respect one ore more
than one axes of rotation. A rotation around an axis only is represented by a segment
line (a vector) with an arrow at one end. The arrow gives information on the sense
of rotation.

Before developing the Mathematics necessary to describe the electron spin, let
us discuss how the spin of electron emerges from experiments and can be measured
(see, for example [25]). Physicists established that measurements can be made by an
electronic device with respect to a given direction, say z-direction. According to the
electron spin structure which we will discuss below, there are only two possibilities:
The device can indicate the possible “spin up” or “spin down” directions of the
electron spin using two colored lights. If the blue light is switched on and the red
light is switched off, the device indicates a “spin up” electron passing through it. If
the red light is switched on and the blue light is switched off, the device indicates a
“spin down” electron passing through it.

Using magnets, physicists can arrange electrons “spin up” with respect to z-
axis. The measurements will indicate that 100% of this “spin up” electrons, passing
through the device, are indicated as “spin up” and 0% are indicated as “spin down”. A
similar result will happen when the physicists will arrange the “spin down” electrons
and the electrons pass through the device. The measurements will indicate that 100%
of this “spin down” electrons passing through the device are indicated as “spin down”
and 0% are indicated as “spin up”.
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A first interesting “wired” result is the following. If we preserve the device in
the position where it is and we send in it electrons prepared with the spin in the
x-direction, the device will indicate 50% with “spin up” and 50% with “spin down”.
The intuition tells as that there are no “spin up” or “spin down” electrons in this
situation, however half of them are “spin up” and half of them are “spin down”.
The same, if we prepare electrons with spin at a given angle with respect to the
z-axis, we can have 32% with “spin up” and 68% with spin down. These results
are “wired” because all the electrons are arranged with spin at “a given direction”
and some of them will appear as “spin up” and all the others will appear as “spin
down” electrons. Therefore the direction in which the electrons are “spin arranged”
can be dealt under the standard of probability. According to this statement, there is
an analog mathematics involved in the description of spin as the one adopted for the
photon polarization.

In the Dirac notation, if we denote by | ') the state of identical electrons with spin
prepared into a generic /' direction, we can decompose them as “spin up” electrons
with | 1) and “spin down” electron with | | ). Then, it is

| /) =al 1) +bl )
where a, b € C are probability amplitudes and
aa* +bb* = 1.

Let us insist on the language: a, that is (1 | ), is the probability amplitude for
electrons arranged with spin in a direction /' to be “spin up”. The probability for
electrons arranged with spin at direction ' to be spin up is aa®. On the other hand,
b, that is (| | /'), is the probability amplitude for electrons with spin arranged in
a direction ' to be “spin down”. The probability for electrons with spin arranged
in direction /' to be “spin down” is bb*. Since there are only two possibilities, the
relation aa™ + bb* = 1 reflects the whole probability of the event to occur, the event
being “to be spin up or spin down”.

Let us consider now only a given electron among the identical prepared electrons
at spin . We understand that, after the electron interacts with the measurement
device, it will be either “spin up” or “spin down‘’. Suppose the electron becomes a
“spin up” one. Therefore, for this particular electron, the relation

| /) =al 1)+ DI )

becomes

|7y =11+0[1)=]1).

An important point has to be remarked: Interfering with the equipment, the state
| /"), which is a superposition of “spin up” and “spin down”, that is

| /) =al 1) +bl )
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collapses in one the two possible states, in our case the electron collapses in the “spin
up” state | 1).

Therefore the blue light of our device switches on when we send the electron,
prepared at the state | ), into the equipment. This result means the collapse of
the superposition state. It is worth noticing that, even if we observe the result for
1000, or for 1000000 electrons with spin arranged at | '), we can only ascertain the
result with respect to the probability amplitudes. In other words, Nature imposes the
probability amplitudes and we can only ascertain the realization of this probability.
Neither the device nor the observer establish the probability amplitudes. The Nature
Itself decides and it is important to underline this fundamental point.

Let us take into account again the relation

| /) =al 1) +0bI )

where a, b € C are probability amplitudes and aa* + bb* = 1.

In this relation, the ket vectors related to “spin up” and “spin down” are part
of an orthonormal vector basis because no “spin up” electron is “spin down” and
vice-versa. “Spin up” arranged electrons and all measured as “spin up”. Therefore
the relations

tin=L (b= {I1)=0;

hold. When identical electrons are arranged to spin in the direction of x-axis, the
“spin right” direction is expressed as

1 1
| =) =—%2IM+—7=l.
V2 V2
We have a similar relation for the electrons arranged in “spin left” direction, that is
| <) 1 | 1) 1 |4
<—) = —= = .
V2 V2
From this two relations, we can immediately deduce
[ 1) 1 | =)+ 1 | <)
= —| =)+ —| «
2 V2
and
|4 1 =) 1 | <)
=—|—>)— —| «).
V2 V2

Therefore, we have the following situation:

e With respect to the z-axis, we have the “spin up” and “spin down” orthonormal

basis | 1), | 1);



228 11  Quantum Mechanics at the Next Level

e With respect to the x-axis, we have the “spin right” and “spin left” orthonormal
basis | —), | <);

e With respect to the y-axis we have the “spin in”” and “spin out” orthonormal basis
|x), |o). The names for this two last possibilities to spin are related to the fact
that the y-axis is perpendicular to the Oxz-plane.

If we make the same experiment with “spin in” direction arranged electrons and if
we measure with respect to a “spin up-spin down” device, we obtain the same 50%
“spin up” and 50% “spin down” electrons passing through the device. Therefore we
have

1 i
IX)——2|T>+EI¢>-
In the same way, it is
| .
o) = —=| 1) — —1 4).

V2 V2
It is important to say that, in all situations presented above, we choose the + sign to

express the sense on the studied axis. Therefore here the + is chosen to express the
fact that “spin in” is oriented in the sense of y-axis orientation. As a consequence

and

1
Example 11.1.1 Let us check if we obtain — probability when we measure “spin

in” arranged electrons to be “spin left”. First we write “spin in” arranged electrons
in the form

1 i

Then we consider the bra vector corresponding to the ket vector

Ix) =

1)

1 1
|<—)=E|T)—E|¢),
that is
(<—|=L<T|—L(¢|
V2 N

We need to express the probability amplitude (<— | x ) and then to consider | (< |x)|?,

that is (<« |Xx) - (<« |x)*. Using the orthonormality of the basis “spin up”, “spin
down” we have
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1 1 1 i |
WM:(E”'_EQ |> <E'T>+E'“>=E_§'

Therefore the probability is

|<+|x>|2=<e|x>-<e|><>*=(l‘£> <l+i>=l
2 2 2 2 2

which fits the experiment.

Exercise 11.1.2 Find the probability for “spin right” arranged electrons to be “spin
out”.
Hint. Take care at the bra vector attached to “spin out” ket vector. It is

1 i
(o] = E(T | + E(i |-

Then follow the line of the previous example and compute the probability amplitude
(o] =).

The “spin up” and “spin down” ket vectors can be seen as

|¢>=<(1)> and |¢>=<?).

ELINNTS ELINNT3

According to this formalism, the “spin right”, “spin left”, “spin in” and “spin out”
ket vectors are

1 1 1 1
=2 ra=[ 2] =2 =] V2
V2 V2 NG V2

Proposition 11.1.3 The operator which allows the eigenvectors | 1) and | |) cor-
responding to the eigenvalues +1 and —1, respectively, is

(10
w=\o_1 )

Proof We can check directly or we can identify the elements of the matrix from the

two conditions:
. ab 1 1)
o, 1) =1|1) thatis (de) <0>:<0>,

o:/ 1) =—|) thatis (Z’e’) (‘f) = <_01>-
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These four equations have the solutiona = 1; b =0; ¢ =0; d = —1. (I

The observable is our device which establishes if an electron with the spin prepared
in the j-direction “spins up” or “spins down”. In this case, from the mathematical
point of view, the observable is the Hermitian operator o,. The device has two lights,
blue and red. If the blue light is switched on and the red light is switched off, a
“spin up” electron passed through the device. The blue light corresponds to the
+1 eigenvalue. In this case, the blue light is telling us that a “spin up” electron,
corresponding to | 1) state, passed. If the red light is switched on and the blue light is
switched off, the corresponding eigenvalue is —1 and the corresponding eigenstate
is| ).

At the end of all measurements, we find the probability P, to be measured as “spin
up” and the probability P, to be measured as “spin down”. If | j) = p| 1) + ¢l |),
then P, = pp* and P; = qq*.

Following the proof of the above proposition, the reader can easily solve the
following:

Exercise 11.1.4 Show that the operator which allows the eigenvectors | —) and
| <) corresponding to the eigenvalues +1 and —1, respectively, is

o — 01
*T\10)°
Exercise 11.1.5 Show that the operator which allows the eigenvectors |x) and |o)
corresponding to the eigenvalues +1 and —1, respectively, is

0—i
o=l;9)

Therefore the same unitary Hermitian operators, the Pauli matrices, discussed in
the case of photon polarization, can be adopted to study the electron spin.

Let us see the big picture of what we discovered until now. The eigenstates cor-
responding to Pauli matrices o, o,, o, for the same +1 and —1 eigenvalues are

For the operator o, the eigenvalue +1 corresponds to | 1) = ( ! ) and-1to| ) = (0> ;

0 1
1 1
For the operator oy, the eigenvalue +1 corresponds to | —) = ‘/F and-1to| <) = :/? ;
NG V2
1 1
For the operator oy, the eigenvalue +1 corresponds to | x) = ‘{E and -1 to|o) = ‘_/?
V2 V2

If we look again at the formulas
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1 1
=)=+ sl
or
Ix) = )+~ )
2 v2 T

we find out that, for the orthogonal directions z and x, the probability to find an
electron arranged to spin in the positive x direction to be measured as spinning in the

positive z direction is x that is cos> —. The same if we measure the probability to
find an electron arranged to spin in the positive y direction to be measured as spinning

b4
in the positive z direction is 7 that is cos” 1 In fact if we denote by « the angle

2

. . e (o4 .- .
between the directions, the measured probability is cos® — and it is measured with

respect to eigenstates corresponding to the same eigenvalue, +1 of the corresponding
operators. In the first case, the probability is |[{1 | —) 2.

This result can be generalized. Consider two vectors u := (uy, Uy, u;) and v :=
(v, vy, v;) such that

2,2 2 02 02 2
uy +uy +uy =vi+vy+v; =1

They represent directions in the three-dimensional Euclidean space. Denote by « the
angle between the two unit vectors, that is

COSU = UyVy + UyVy + U V;.

We can ask which is the probability amplitude, corresponding to electrons arranged

with spin in the u direction, to be measured with spin in the v direction. Then, it is

easy to find the probability, that is cos” g.

Let us describe how to proceed to find out the probability amplitude and then the
probability.

1. We construct the operators related to the given directions.

2. We find out the eigenvector corresponding to +1 eigenvalue for each of the two
operators.

3. We compute the probability amplitude determined by the two eigenvectors.

Let us proceed according to the above steps. The operators related to the unit vectors
u and v are
Oy ‘= UxOyx + UyOy + U0

Oy '= U0y + Vy0y + V,0;.
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They are also called Pauli vectors. If we consider the first Pauli vector, we can
observe that a particular choice as u = (0, 0, 1) determines the o, Pauli matrix and
we know the eigenvector corresponding to the eigenvalue +1. The same happens for
the choices (1, 0, 0) and (0, 1, 0) which produce the other two Pauli matrices o, and
oy. Therefore, except these three choices, we are interested to find the eigenvectors
denoted by |W;") and | W) corresponding to the eigenvalue +1 for each Pauli vector.

Theorem 11.1.6 The eigenvector |V;1), corresponding to the eigenvalue +1 of the

Pauli vector o, is
1
|‘I’:)= ll—zuz 1 —u,

Uy —iuy

Proof Let us start from the definition of o,:

_ 01 0—i 1 0Y) U, Uy —iuy
Glt—ux<10)+uy<i 0)+Mz<0_1>—<ux+lu) —u, )

We show that o, allows the eigenvector to have the form

|‘Illf):a<;>,aeR,/36(C.

The relation
ou - W) = |W,),

u; Uy —iuy Iy (1
uy +iuy, —u, B) \B

u, + Buy —iuy) =1
(uy + i“y) — Bu; = B.

that is

leads to the system

The two possible values of 8

1—u,
B=———
Uy — LUy

and .
B = u; + tuy

+u,

are the same because u is a unit vector. Therefore we can choose one of them, say
the first one. It results
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1
wh =a| 1—u:

Uy —iuy

The corresponding bra vector is

l_
(W =a (1 —”)
Uy + iUy

therefore we establish the constant a from (¥,7|W;) = 1. It results

_ 1 PRV 2

= () =g (1 L% lmue | =g 1y U297 2 2
wiou Uy +iuy u? +u? 1+u

x y X y z

Uy —ily

The sign is chosen to preserve the direction of the eigenvector, therefore
14 u,
a=,——-.
2

Corollary 11.1.7 The eigenvector |V,) corresponding to the eigenvalue —1 of the
Pauli vector o, is

O

1
Uy — LUy

Let us continue to compute the probability amplitude (W7 | W) which expresses the
number of electrons arranged with spin in the u direction to be measured with spin
in the v direction.

Theorem 11.1.8 If, for the unit vectors u and v, we have cosa = u v, + u,v, +
u,v,, then
o
(W W) > = cos? 5

Proof 1f we compute (W, |WF) using

= (1)
2 vy +ivy

1
1 —u,

and

Uy — iUy
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. a 1+cosa
and we want to express the result as depending on coszz =—F =

the calculation is complicated. We can choose another way.

I+ uve +uyvy +uv,

Let us perform a change of coordinates. In the plane determined by the two vectors
u and v, we choose one of the vectors as (1, 0) and the other as (cos «, sin«). The
third new coordinate is with respect to an axis perpendicular in the origin to the
plane determined by u and v. Without losing generality, we can say that, in the
new coordinate frame, the components of the two vectors u and v are (1, 0, 0) and
(cos «, sin v, 0). In the new system of coordinates, it is

01 0—i 10 01
= (1) o (07) 0 (02) = (o)
and
01 . 0—i 10 0 coso —isina
“”zcosa(lo)“‘n“'(i 0)+0'(0—1):<cosa+isma 0 )

We know how computing the eigenvectors corresponding to the eigenvalue +1. They
are

1 1
wh=| 2| and wH=| , V2
E E(Cosa + i sina)
Therefore
1
(\Ilj|\11;r)= (LZ %(cosa—isina)) f =cos%(cos%—isin%)
V2

and (U F|W ) = cos% (cos % +isin %) . The probability becomes
(W W) [? = cos? g (cos 2 4 isin E) (cos 2 _isin ﬁ) — cos? 2.
2 2 2 2 2 2
O

Let us, for the moment, consider only the mathematical point of view. We define
the following objects:

C(roN. (o1 _ _ [0-i\,
%“=\o-1) T \1o) T \io)
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without knowing, from the beginning, that they are used to describe both photon
polarization and electron spin. We can find the eigenvectors and the eigenvalues of
these Pauli matrices without knowing their physical meaning. Using these matrices
in blocks of some other 3 x 3 or 4 x 4 matrices, we can create objects as

010 0—-i O 100
or=|1011}; oy=]|i 0 =i |; o,=(000 |;
010 0i O 00 -1

which admit, for the eigenvalues 1; 0, —1, the orthogonal eigenvectors

1! (! !
Xh==|+v2]| Ixlo=—4] 0 x)o1 == | —v2
2 2 2
1 1 1
1 fl 1 1 -1
Iy =5\ 2 |y>°=ﬁ O Iya=x1iv2
1 1 1
0 0 1
Z1=10]) lz2do=|1] I2)-1=]|0];
1 0 0
or the 4 x 4 matrices
0v30 0 0 —iv/3 0 0 300 0
oo | V302 0 __|iv3 0 -2 0 | - _|010 O]
TTlo 2 0V30 T 0 2 0 =37 FT|00-10 ]
0 030 0 0 V3 0 000 -3
3 1 1 3
which allow, for the eigenvalues 33 T3 T3 the orthogonal eigenvectors
1 -3
e = 1 J3 1 -1 |
PTova | V3 22| L)
1 NE]

&.

1/2
—1
1| v
-3/2 = 2\/5 _\/5 s
1

[X)_1p0 =

Sl-
5
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ly) _L —v3

Y1372 W _iV3
1

iv3

) 1 1
}’—1/2—2\/z i
V3

1

0

|z)3)2 = 0

0

0

0

|2) 12 = 1

0
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—i/3
= | 1|
,yl/z—zﬁ i ;

V3

—i
Iy) _1 -3 1.
,)’—3/2—2ﬁ i«/g s

1

v 2y =

- o O O

It is possible to establish that the first group of 3 x 3 matrices are observables corre-
sponding to particles with spin 1, while the second group of matrices are observables
corresponding to particles with spin 3/2. There are also matrices corresponding to
particles with spin 5/2. The electron is an example of particle having the spin 1/2
with the two states 1/2 and —1/2. These spin numbers will be understood under the
standard of angular momentum in Quantum Mechanics.

Summary of Lecture 46. Spin is an intrinsic property of particles like electron.
Something spinning is something which rotates with respect to one or more
axes. The spin of electron cannot be imagined, it is wired with respect to
our intuition. However, it can be mathematically described by Dirac notation
using the Pauli matrices. In Dirac notation, if we denote by | ') the state of
identical electrons with spin prepared into ' direction, we can write them
with respect to “spin up”, denoted by | 1), and to “spin down”, denoted by
| 4),as| ) =al| 1)+ b| |) where a, b € C are the probability amplitudes

with the constraint aa™ + bb* = 1.

Step by step, it is possible to advance in

the construction of the spin big picture. We observe that “spin up” and “spin
down” arrangements are in fact vectors along the z-axis and, using this idea,
we can construct “spin right” and “spin left” along the x-axis and “spin in” and
“spin out” along the y-axis. The last two pairs can be expressed with respect
to “spin up” and “spin down” vectors. The eigenstates corresponding to the

Pauli matrices
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(10 (01}, (0 —i).
o, = 0_1 ;O = 10 oy =\ . 3

237

i 0

for the same +1 and —1 eigenvalues, are respectively the vectors described
earlier, that is

|¢>=<1> and |¢>—<?

0 >;
1 1
o= ma 1=
V2 V2
1 1
Ix) = ? and |o) = {_?
V2 V2

From a given unit vector u = (uy, u,, u.), we can construct the Pauli vector

_ 01 0—i 1 0Y) U, Uy — iUy
o= (Fo) o (75) 4 (6.5) = )

uy +iuy, —uy

It can be proved that its eigenvector, corresponding to the eigenvalue +1, is

1
=12 1

Uy — iUy

and, for two given unit vectors, the probability corresponding to electrons,

arranged with spin in the u direction to be measured with spin in the v direction,
depends on the angle o between the two vectors, that is

(W W) P = cos? =

11.2 Lecture 47: Revisiting the Harmonic Oscillator. The
Ladder Operators

In Lecture 25, we discussed how to solve the Schrodinger equation for the harmonic
oscillator and, in the following ones, we described the whole mathematical structure
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related to the quantum harmonic oscillator. In particular, we discussed, besides the
solutions, how to predict the possible energy levels.

We want to study how the mathematical apparatus of harmonic oscillator can
be used to describe, in general, Quantum Mechanics. The result is a deep impact
on elementary particles physics because this picture is related to ladder operators
which allow us not only to have a comprehensive view on energy levels but also on
creation and annihilation of matter. Specifically, in linear algebra, a ladder operator
can increase or decrease the eigenvalues of a given operator. They are the creation
and annihilation operators.

Let us start by understanding how states vary over time and then, using the Her-
mitian operator associated to harmonic oscillator, we construct two operators. One

I
of them , successively applied, gives rise, starting from a first energy eigenvalue Tw,
1
to all other possible energy levels (n + E) hw described in Lecture 25.

Consider a Hermitian operator A acting on the state of a system, denoted by
|W), giving a real eigenvalue a and representing the measurement with respect to
the observable at the given state. We established already the mathematical and the
physical meaning of an equation as

AlV) = a|W).

If we are interested to extract information on energy E of the system, the observable
is the Hamiltonian H. We want to see what happens if the state evolves over time.

Let us develop the 1-dimensional case. If there is no time dependence, the Hamil-
tonian operator is:

The extracted information is the eigenvalue E coming from

R d?
[ o 2+V(x)] W) = E|W).

Let us consider the state |¥) varying over time. This next step involves unitary
operators which we have to take into account.

Denote by I the unit operator. The time-dependence of a state |W;) is the action
of another operator l}, on |\¥}) transforming it into U, |[W1).

If another state |W,) evolves in time simultaneously with |‘~111) we obtain, at the
same time t, the state l},|\112) The bra vector, correspondlng to U, [W,), is (\IIZU [,
where U is the transposed complex conjugate of U.

Consider the probability amplitude of the two states, (W, |W¥;). It does not matter
if we measure it at time ¢ = O or at another chosen time. The probability amplitude
does not evolve in time. Therefore
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(Wa| W) = (W:U/ |0 W) = (W] U] U, | W),

that is at each considered ¢, it is
U 1.

Q)

A similar relation

>
>

-~

N
I
~>

appears when we compute
(W1 |W7).

The evolution in time of a state happens only if U, is a unitary operator. At time
t = 0, it happens Up=1.

We can develop the new notion of e-operator. The meaning of an g-operator is
related to a fact often used in physics: If we consider a sum of operators, each one
having in front natural powers of ¢, for small ¢, all terms containing powers of ¢
strictly grater than one can be neglected under some circumstances.

For example, B=1+keLisane- operator because there are no terms with power
strictly grater than one. We can say that the £ operator, attached to Bis B, = B.1f we
have an operator as C =7+ f eM + ]82N it becomes an e-operator, if we cancel
the term containing &2, that is if we consider only C.=1+ f eM.

Consider now the g-operator M = I + ikeT and its correspondmg dagger oper-
ator M' =1 — ikeT". The &- operator, attached to the product MM, is

MM, =1 +ike(T —T7).

Let us observe that the e-operator, attached to the product MM, is a unitary
operator if and only if T = T, that is when the operator 7 is Hermitian. Indeed

MMy, =1 +ike(T —TH=1iff T—T"=0.

Now we replace unitary operators with g-unitary operators to express the evolution
in time of states, that is assume that evolution in time of states, for small values of ¢,
can be described by e-unitary operators.

This assumption allows to describe in another way the time-dependent Schrodinger
equation. Let H be the operator attached to the Hamiltonian of a physical system.
We know that H is a Hermitian operator. According to the previous picture, we can
construct the unitary e-operator

bo—i_
h
and, for every small ¢, it can be used to express an evolution in time of states.
Consider the state |W;) and its evolution in time |V, ) := U |\¥;). It results
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A IE A ie A
Wiie) =1 — EH W) = [W) — EHI‘I’H.

We can write it in the form

Wige) — W)

i A
=——H|\¥,).
- 5 HIv)

In the limit ¢ — 0 and for a convenient multiplication by if, it leads to

d .
zhEI‘IJ,) = H|Y,),

that is the time-dependent Schrodinger equation written in operator form. Here i hE

is the quantum operator related to the Hamiltonian H, relation granted by the time
evolution of quantum states.

When the quantum harmonic oscillator was studied in Lecture 25, the main step
consisted in considering the wave function of the form

W(t, x) = e EMp(x),

that is with the spatial part separated by the time evolution. This form was replaced
into the time-dependent Schrodinger equation

%00 = — Y Ve e )
ih—(t,x) = —— —(t, x X X
ot 2m 0x2

corresponding to the potential which generates the restoring force of the classical
harmonic oscillator,

Vi, x)=V(x) = lma)zx2
) - - 2 .

It resulted the equation we solved,
R d* 1
|:——— + —ma)zxz] U(x) = E¥(x),

with all possible energy levels E = E, = (1 + g) hw extracted as eigenvalues.

The separation of time and space components suggests to consider a normalized
state
(W) = e B0y,

Heret is a given parameter and the state variable is x. In this case, the complex number
e~ 'Et/ plays the role of unitary operator U, that is it expresses the evolution in time
of a given state, here |W, ). Then, we have
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5y —iEt/h 3 Ld —iEt/h
He |%)=HI‘I’7)=thI‘I’z)=E-e [Wy).

It remains to solve ﬁllllx) = E|V,),1e

Taking into account the position and momentum operators, the previous operator
equation becomes

1
4 —motx ] W) = E|W,).

Let us choose the normalized state

mw _ 2
|\I]x) = 4 h e mwx /Zh.
JT

This choice comes from results of Lecture 25, that is

1 maw\ 1/4 mw 2
"Iln — g Hn e —mwx*/2h
(x) NI (nh> (1/ - x> e

for n = 0. We have

2 » 2 p
|:—h—d—+lma)2x2:||\llx)=|:—h—d—+lma)2x2:|“’;Lﬂe_'”‘”xz/mz
m

Jm ho /mo
_ - s - —ma)xz/Zh — —mwx?/2h
|: a/mofz/—i- +2/rnm/2/i| 2V T e

which means
N hw
H|Wy) = —=[Wx).
In this way, we obtained the energy ground state for the harmonic oscillator, Ey =

h
—w, that is the minimum positive energy of the given Hamiltonian. Why this is the
minimum energy? The ladder operators will help us to show this.
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To continue, let us consider physical units such that m = 1 and & = 1. It will be
easier to understand the ladder operators, because on the contrary, we should carry a
lot of constants in formulas. Let us write, in the new notations, some results obtained
before. We have:

A 1
e The Hamiltonian of harmonic oscillator is H = 5( P+ w*x?);
w 2
e The normalized state is |W,) = 4 —e™"¥"/2;
Vo

e The ground state energy for the Harmonic oscillator is Ey = %;

e The commutator of the position and momentum operators gives [x, p] = i.

Let us start the computation considering
(p+iod)(p—iwd) = PP+’ x2 +iw@Ep — pR) = p* + ™2 —w
which leads to !
4 ~ N w
H = E(p +iwx)(p —iwx) + 7

We define

1 1
at = —(p+iwk) and 47 = —

NS m(p—la)x).

Here a™ is the raising or the creation operator, while a~ is the lowering operator or
the annihilation operator. Another simple computation related to these operators is

[(P+iwX), (p —iwd)] =iw(Ep — pX) —io(pk —Xp) = 2w,

that is

[a*,a 1= —1.

The Hamiltonian of the harmonic oscillator, written in terms of ladder operators, is

. n W
H=w@"a )—i—E.

If we compute the action of the lowering operator on our chosen state |V, ), we have

1 d w 2
AT, = | — [ —i— —i 4 e /2) = 10,
a |\v,) ‘m( ldx m)x) ne > |0)

i.e. this operator “destroys” the state function. Therefore

A At nl w w
H|Yy) = (@ a”)[Vx) + S|¥x) = Z[Wx) = Eo|Wy).
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Another possible computation is related to Hat |W,). Itis

Aat19,) = (0@*a0) +3 ) 10 = w@a)at|w,) + 3atv,) =
At @y A Wt
= Wt (@)W + TATW) = 0a @A+ DIV + 30TI) =
= 0t W) + Z0TI) = 6T,

3w ) LA .
therefore E; = —. Acting on |W,) with a* we increase the energy, therefore

we switched from level Ej to level E;. A simple exercise shows that the state
pn S0 . . N .
ata*t|v,) leads to E; = > etc. Applying again and again a* we build up the
set of eigenvalues corresponding to the possible energy levels of the harmonic oscil-
1
lator, £, = [ n + 7 w. Restoring the standard units, we have E, = <n + 3 hw.
In terms of states corresponding to energy levels, we can denote by |0) the basic
state and by |1) the state corresponding to the energy Ey when a~|1) = |0). The
operator a* increases the energy and changes the state in the next superior state, and
a~ decreases the energy to reach the previous inferior one. We have
atln)y=In+1) and a |n+1)=|n).

Howeyver, this statement does not work because

[@*,a1In) =a*a"|In) —a~a"|n) =a*n— 1) —=a"|n+1) = |n) — |n) = |0)

is in disagreement with [a™, a~] = —1. But if we choose
atln) =vn+1ln+1)
a~ln) =/nin—1)
it is simple to show that [a™, @] = —1. Indeed,

[aT,a 1ny=ata n)—a a ny=vnan—1)—vn+la|n+1) =
nn) — (n+ 1)|n) = —n).
Now it becomes obvious why we can call them the creation and the annihilation

operators, respectively: The first one adds a quantum to a given energy level, while
the second one extracts a quantum. In elementary particles physics, the first one
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creates and the second one destroys particles which corresponds exactly to the energy
quanta fiw.
If we look at the formulas

and 5
A =ho@Ga) + 7‘”

restoring /1, we can define a “number operator” N considering
N:=a'ta .

The Hamiltonian of the harmonic oscillator becomes

. o1
H=ho(N+=).
(¥+3)

Since . .
(n|Nn) = (nla*a"|n) = (a~|n)) @~ |n) > 0,

it means that the smallest eigen-number is 0 and
a~10) =0.

There are no other energy levels because the annihilation operator cannot extract
other states “under” the basic |0) state which can be called the vacuum state.

This results constitute the modern view of harmonic oscillator. Dirac was credited
with both the ladder operators and with this picture of harmonic oscillator. If we
look back, the adventure started with the Hermite polynomials and the Mathematics
behind them. Hilbert created the frame in which all quantum concepts defined before
make sense and where the other physicists succeeded in creating models confirmed
by experiments offering a self-consistent picture of Quantum World.

Summary of Lecture 47. Hermitian, unitary and e-unitary operators are
needed for a deeper viewpoint related to quantum harmonic oscillator. These
formalism allows us to consider a new big picture of Quantum Mechanics.
States representing the solutions of time-dependent Schrodinger equation are
generated starting from a basic state using a special operator. The correspond-
ing eigenvalues, related to the Hamilton operator, have a rule to be determined
considering a state moving to another by the operator mentioned above. Con-
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sider physical units such that m = 1 and & = 1 and let us define, in the new
notations, expressions and results achieved before. We have:

~ 1 .
e The Hamitonian of the harmonic oscillator is H = E( P+ 0?3?);
. . w _ 2
e The normalized state is |W,) = 4 —e~©*/2;
/4

)
e The ground state energy for the Harmonic oscillator is Ey = 5;

e The commutator of the position and momentum operators gives [X, p] = i.
We start with a computation like:

(p+iwd)(p —iwk) = p* + ¥ +iw@Ep — pF) = P> + 0’x? — 0
which leads to |
2 P PN w
H=—-(p+iowx)(p—iwx)+ —.
2 2
We can denote

1
at = —((p+iwx) and a = ——(p —iwX).
» »

N7 N7

Here a™* is called the raising or the creation operator, while a~, is called the
lowering operator or the annihilation operator. Another simple computation,
related to these operators, is

[(p+iwx), (p—iwx)] =iw(Ep — px) —iw(pX — Xp) = 2w,

that is
[at,a 1= —1.

The Hamiltonian of the harmonic oscillator, written in terms of ladder opera-
tors, is
A A A w
H=w@"a)+ 7

If we compute the action of the lowering operator on our chosen state |\, ),
we obtain

A= | [ i = ik \ﬁew% _ o),
V2w dx T

i.e. this operator destroys the state function.
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Therefore
a-|v,) =10).

Another computation leads to

AL ~ w . ~
Ha'|W,) = 0d™|¥,) + b} Ty = E1at ¥y,

. 3w . A .
with £y = —. Acting on |¥, ) with a*, we increase the energy, therefore we
switch from Ej level to E; level.
. . A Sw
A simple exercise shows that the state ata™|W¥,) leads to E; = - etc.

Applying again and again a* we discover the set of eigenvalues corresponding
1
to the possible energy levels of the harmonic oscillator, E, = {n + = | w. If

we study the states corresponding to the energy levels we find the formulas
atiny=vn—+1n+1)
atln)y =+/nn—1)

which confirm the result [a™, a" ] = —1.
If we look at the formulas

and

Since

A

(n|Nin) = (nlata=n) = (@~ 1n)) @ In) = 0,

it means that the smallest eigen-number is 0 and
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a0y = 0.

There are no other energy levels because the annihilation operator cannot
extract other states “under” the basic |0) state which is called the vacuum
state.

11.3 Lecture 48: The Angular Momentum in Quantum
Mechanics

In Classical Mechanics, the angular momentum L is defined with respect to the posi-
tion and the momentum vectors, r = (x, y, z) and p = (p,, p,, p;) respectively, by
the formula L := r x p. Taking into account the formal development of the deter-
minant

the components of the angular momentum are

L, =yp, —zpy; Ly =zpx —xp;; L; = xpy — yp«.

Therefore the operators corresponding to the quantum angular momentum are

i h a a i h d a i h ad a
= — _— = ) , = — _— = X— 5 =—|lXxX— —y— .
T yaz Zay Y Zax 0z S ay yax

Let us recall that we proved, in Lecture 38, that in the 1-dimensional case it is
[x, pl = ih.
This result can be easily extended to 3-dimension by the relations
Xk, pj1=1ihé;, j. k=1,2,3,

where § ;. is the Kroneker delta symbol and (xy, x2, x3) = (x, ¥, z). The other pos-
sible relations are

(X, ;1= [pr, pj1=0.

Itis a simple exercise to show how these relations among the position x; and momen-
tum py operators lead to the commutation relations for the quantum angular momen-
tum
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(L,,L,)=ihL.; [Ly,L.)=ihLy; [L., L,]=ihL,.

~

We present only the computations necessary to prove the first equality, (L., L vl =
ihL..

Exercise 11.3.1 Prove that [L,, L,] = ihiL.
Hint: If we replace the operators, we obtain:

[ T N S o 9 3 B\ (.8 »aN]_
rEy yha = y& Z@ e x@ 25 xa—Z yaiz Z@ =
—ﬂ[3<30_ i(ev_ga(3)+5z<3ﬂ+
! yaz zax yaz xaz zay zax zay xaz

L2 0 a d ad d ad n d 0
a. a. ] T 9. — ) X — X— —_— =
“ax "oz ) T o “ay oz Moz oz \“y

h2 8 + 82 82 5 2 + 2 +
— — —yx— — X
Yox T %%z0x 7 82 T % ayax | < ayez

e a2 , 97 a2 n 9 n 92
— —xy— +x—+x =
Voxaz © 0x0y Yoz dy Zazay
a a h a 0 n
= |—x—+y—|=ih-|(x——y— ) =ihl.. O
dy ox i dy ax

Exercise 11.3.2 Compute the operators Ly, L vy L . in spherical polar coordinates.

Solution. Consider
X = rsinf cos ¢

y = rsinf sin ¢
z=rcosb

o 0 0

Let us consider the Cartesian derivative operators 3 38 % and develop them
r

by the following chain rules:

ar 0 290 0 0¢p 9

9x  axor  9x00 T 9x 99
0 ar 0 00 0 d¢p 0

dy  dyor  aydd = dy a¢
5 ra 99 99

9z dzdr 9290 ' 9z 99
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. . ar x .
Being r = \/x2 + y% + 22, it results Py sin @ cos ¢. In the same way we
x

. or . . or X .
obtain — = sinf sin¢ and — = — = cos 6. Using
ay z r

Vx4 y?
Vat+yr 422

6 = arcsin

. a6 1 7| )
it results both — = — cos @ cos ¢ and Fyelin cos 6 sin ¢.

X r y r
From
Z
6 = arccos ——
Var+yr 422
00 1 .
we have — = ——sin6.

z r
The last formulas we need are deduced from tan ¢ = Y ,thatis from ¢ = arctan Y .
X X

We obtain )
dp  1sing 09¢ lcos¢ 8(;5_0

9x  rsin®’ dy rsin@® 9z

Therefore we get

. a 1 ad 1sing o

— =sinfcos¢p— + —cosfcosp— — ——— —
ax ar r 90 rsin® 9¢
d -9-¢3+1 9.¢8+lcos¢8
— =sinfsin¢g— + —cosfsingp— + — i
0 ar r 99  r sinf 3¢

0 1. 0
— =cosf— — —sinf—
0z or r 90

Using the previous formulas and and the spherical representation of x, y and z, we
can compute the angular momentum operators

i h a ] i h a a i h d 0]
= — —_— — 77— . = — _— = X— . = — X— — —_— N
R yaz Zay Y Zax 9z S dy yax

in spherical coordinates:

L (7| sin ¢ 0 + cot 6 cos ¢ 9
=1 —_— _—
* 20 EY)

~
<

d ad
y = ih<—cos¢£ + cot 6 sinqb%) O

= —ili—

d¢

We leave to the reader the computations, in spherical coordinates, of the operator:
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where ii = iv(iv), v € {x, y, z}. We obtain

2 1 9 o B N 1 92
= — sin @ — — 1.
sin6 90 06 sin” 0 d¢?

A direct consequence is

[L? L,]1=0.

Of course we can make the computations in Cartesian coordinates, but we did it
in spherical coordinates because readers interested to continue the study of quantum
mechanics can prove that the eigenvalues of L . and L are determined with respect
to the Laplace spherical harmonics ¥;" which represent the solutions of Laplace
equation in spherical domains. The spherical harmonics are written with respect to
the Legendre polynomials.

QL+ 1) ( —m)!
ar d+m)!

1/2
Y0, ¢) = [ ] (=D)"e™? P"(cos 0), | > |m| > 0,

where, for x = cos 9, it is

m i lml i
P (x) =sin"™' 0

e P

with
P(x) = (2’1')71 —dl ( 2 l)l
1(x) = ! o X .

The last formula is known as Rodrigues formula for the Legendre polynomial P; of
degree /. Some particular spherical harmonics are

0 V3 eyl _ 115 i¢.
Y0,¢) = f Yl( @) = 2\/Esm@e ; Y5(0,0) = V2 sin 6 cosfe’”;
3 . V15 )
YN0, ) = V3 sinfe ; ¥, 10, ) = ————sin@cosfe ;... ..
24/ 21 24/ 21

More about the Legendre polynomials and spherical harmonics will be discussed in
Lecture 49.

Exercise 11.3.3 Show that

L.Y"(0,¢) = hmY]" (6, ¢) and L2Y" (0, ¢p) = K211 + 1)Y" (0, ¢).
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Hint. Use L Y/" (0, ¢) formula given above and the operators representation in spher-
ical coordinates. In this way, we get the spectrum of angular momentum operators.

Now we can return to the Pauli matrices observing first that, in the case n = 2,
the matrix related to an operator is given by the formula

where |1) and |2) are the eigenvectors of A.If the operator A is the Pauli matrix o,
the previous formula is verified for

The same for the other two Pauli matrices. With these considerations in mind, let us
construct the Pauli operators:

We can compute how they “commute”, that is
[M,, M,] = ihM_; [M,, M1 = ihM,; [M,, M,] = ihM,,.
exactly as the angular momentum operators, that is
(Ly, Lyl =ihL; [Ly, L) =ihLy; [L., L,]=ihL,.

If

A~

M? .= M} + M} + M?

a simple computation leads to

~ 5 3K% .
M= —1,
4
that is o
(M, M;]=0

exactly as the formula proved before, i.e.

(L,L.]=0.

N 3
At the same time both the eigenvalues of M? are th and they corresponds to the

eigenvectors | 1); | 1). The most important connection is related to the eigenvalues
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A 1 1
of M,. They are +§ hand — Eh corresponding to the realted eigenvectors. If we look

at the eigenvalues of i we observe that they are an integer multiple of A.

It is worth noticing that similitudes between the angular momentum operators
and the momentum operators defined by the Pauli matrices cannot be taken into
account when we are dealing with eigenvalues. In a case they are integers, in the
other they are fractions. If one asks why we did not keep the original Pauli matrices
and multiplied each one with a constant, the answer is because we want exactly
the same commutation formulas as angular momentum operators. Therefore, this
property of Pauli matrices operators is intrinsically related to the spin they represent.
In other words, it is related to the intrinsic angular momentum of electron itself. We

1 1
conclude that the electron spin corresponds to angular 2 and —3 momenta.

Summary of Lecture 48. The operators corresponding to the quantum angular
momentum are

# h 0 d 2 h 0 ad ) h ad d
=y s Ly=c e —x— ) Le= < (x-—y— )
i yaz Z8y Y Zax 0z S ay yax

It can be proved that
(Ly,L,)=ihL; [L,,L,)=ihL; [L, L,)=ihL,.
If we switch to spherical coordinates, they are
L ik | sin ¢ 0 4+ cot 6 cos ¢ 9
x =1 oy .
a0 ap

L i h cos ¢ 9 + cot 6 sin ¢ 9
=1 — —_— —_—
Y 20 A

in spheric coordinates as

. 1 1 92
142=—h2 - i sin@i +_8_
sin 6 96 90 sin® @ d¢?

with the direct consequence
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exactly as the formula proved before
[L,L.]=0.

The most important connection is related to the eigenvalues of M. .. They are

1 1 o
+—h and —=h. If we look at the eigenvalues of L, we observe that they are

integer multiples of 7. Therefore the similitudes between the angular momen-
tum operators and the momentum operators defined by the Pauli matrices
stop when we are dealing with eigenvalues. In a case they are integers, in the
other they are fractions. Therefore, this property of Pauli matrices operators is
intrinsically related to the spin they represent: It must be the intrinsic angular
momentum of electron itself. We conclude that the electron spin corresponds

1 1
to angular 7 and —3 momenta.

11.4 Lecture 49: From Differential Operators in Spherical
Coordinates to the Hydrogen Atom

In Lecture 48 we presented the spherical harmonics Y;" (6.¢). Let us present now the
way they appear. As we will see, they are fundamental for the correct formulation
of the hydrogen atom problem. We first need to compute how the gradient operator
looks like in spherical coordinates. Let us define the spherical coordinates in the form

X = rsinf cos ¢

y = rsinf sin ¢
z=rcosf

.. . . . . -
The position vector r is denoted, in Classical Mechanics, by r and

F=rsinfcosd i +rsinfsing j +rcosd k, 0¢€l0,7), ¢ €l0,27).

The entire surface of the sphere of radius r, centered at O (0, 0, 0), is described. In

Quantum Mechanics, i, j, k arereplaced by the operator notations x, y, z, therefore
the previous form is replaced by

r=rsinfcos¢ X +rsinfsing y +rcosf z, 6¢€l[0,7m), ¢ e€l0,2r),
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and the orthonormal Cartesian basis is {x, 7, Z}. Denoting by {7, 0, ¢} the spherical
counterparts of 7, 6, qb the first problem is how the Cartesian basis is related to its
spherical counterparts.

Exercise 11.4.1 Show that
7sin 6 cos ¢ + 0 cos 6 cos p — ¢ sin ¢

fsm@sind)—i—écos@sinqﬁ+¢3cos¢
Fcosf —0sind

X =
Y
=

Solution. The most geometric way to prove the previous equalities is considering the
sphere of radius r, centered at O, as a surface

f(0,¢) = (rsinfcos ¢, rsinb sin ¢, r cos )

of of of  of
and considering the vectors —, —, — x ——. Using the Cartesian basis, we have
30" 3¢ 30 8¢

af
é:%=cos@cos¢£+cos€sin¢ﬁ—sin@%.
5
In the same way
af
b= a—?——sindn?—i—cosd)&
54
and
of 8 of
00 09 . A . N A
r_—afx of =sinfcos¢ x +sinfsing y + cosb Z.
00  9¢

In this way, we expressed, with respect to the Cartesian coordinates, the normalized
Gauss frame, related to the sphere at each point determined by a given pair 6, ¢. It
remains only to solve the system using the Cramer rule:

7 sinfsing cosd
=1; Ay = |0 cosOsing —sinf |; x

¢A) cos ¢ 0

sinf cos¢ sinfsing cosH
cosf cos¢ cosf sing —sinf
—sing cos ¢ 0

A= ﬁ,,..
A

We obtain
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that is the desired result. Before finishing the exercise, let us remember that 7 plays
the role of Gauss map. On the other hand, N, 6 and qg are orthonormal vectors in the
Euclidean 3-dimensional space. [

It is worth noticing that, in the previous lecture, we obtained the following for-
mulas in spherical coordinates

a 1 ad Ising 9
—_sm9005¢ + —cosfcosp— — —
0x ar r 00  rsin6 8¢
d d 1 d lcos¢ o
——smesmqﬁ —|——cos€sm¢>— -
ad d0  r sinf d¢
8y d 1 . 0
— =cosf— — —sinf —,
0z ar r a0

while, the formula we used to describe the gradient, in Cartesian coordinates, is:

Y
=X—+y—+7—.
VR Ty T

Exercise 11.4.2 Show that the gradient in spherical coordinates has the form

iDLl g1 0
Ve T 90 T P rsing a0g

A d a9 0
Solution. We replace x, y, Z, PP 8 8 in the Cartesian formula of the gradient.
X

.0 +A8 +A8
= X— —_— _—=
v ax yay ZBZ

. A A a 1 il 1sing 9
=(rsm@cosqurecosecosqﬁ7¢sm¢) 51n0cos¢ +7c050cos¢—77.—f +

R N 1 1 a9
+<f sin @ sin ¢ + 60 cos 6 sin¢+¢cos¢> sm@@mqﬁ— + 7cos<9 %md)— + 7COS¢
r sinf d¢

~ 0 1 0
~|—(fcos€ —0sin9) <C0$9_r — —s1n9£>

The coefficient of 7 is
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sinZ 6 cos? 6 9 +W—M+ sin? ¢ cos? ¢i +W+
ar r a0 r t ar a6
+M+ 20 0 l/u_&m{a/
— Sin — — — =81 SU—
" S cos 3 S S R
S 0 . AL
which gives W The coefficient of 6 is
r
o)
W-‘r — cos? 6 cos? d) %+W+
sin 0
1 cos¢sing o
0 — — 4+ - 9—
+ cos? @ sin? ¢ +% /&96{6/3/4— sin?
... 190 . AL
which gives — 30" In the same way the coefficient of ¢ is
r
;/gsngf/aﬁ/ T\>$wmag\g£i+lsmz¢a +/;Q$n9f/$%t+
—SsIin OSQ— — —SI@ecC OS P — - —_— s oS QP —
ar r r sinf d¢ ar
+M Leoto b
—SmaecC 0SS QP —
r r sinf 8¢

11 9
which gives ——— —. It results
rsinf o

o ~ 1 9
=+

30 T rsind a¢’

\I»—A

.0
= r—
v ar
Let us observe that, from

F=2xsinfcos¢ + ysinh sin¢ + z cosH
6 = % cos O cos ¢ + 3 cos O sing — 2 sin O
$=—Rsing+ Hcose,

we can obtain

X =7sin6 cos¢ + 6 cosh cosp — ¢ sin @
y =rsinfsin¢g + 6 cosH sin ¢ + ¢ cos ¢
7 =rcosf —@sin0,
but also
or ar . N R .. ~ OF .. . . P
— =0, — =Xcosfcos¢ + ycosOsing —zsinf =60, — = —xsinfsing + ysinf cos¢ = sinf¢p
ar a0 ¢
a6

30 30 .
F™ =0, 30 = Xsinfcos¢ + ysinfsing + zcosh =7, % = cosf(—xsing + ycosp) = cosO¢p
,
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0 0 0 ~
¢ =0, ——¢_0, ¢=—fsin0—9c:os€.
B 30 ¢

~

a
The last formula is obtained after replacing X and J in the equality £ = —Xcos¢ —

v sin .
In order to obtain the Laplace operator 72, we have to take into account that
v?=v-v,thatis

S PN L S S A O (AL YA S
VoE s Y590 TP sing 09 or " ra0  Prsmneog)

Theorem 11.4.3 The Laplace operator in spherical coordinates is

s_ Ao (L0, 13 AV
=—|—(r— sin — .
V=2 e U ar ) Tsine 9o 36 ) " sin6 82

Proof The formula

.0 +él 0 +q3 1 9 .0 1 d t}; 1 9
r— —_—— — . r— —_—— —
or r a6 rsinf d¢ ar r a0 rsinf d¢

.0 A8+518+$ 1 0 +é18 .0 é18+$ 1 9 N
r—(r— -— — -— — _
d r i r 06 8r r a6 rsinf d¢

PR LS N
rsing 3¢ \ or | ra0 " Crsing ¢

To continue, the partial derivatives are applied to each term, but we have to consider

SRR S S S TS N B S B S S0 B S
and

or or ~ OF AL
— =0, — =60, — = ¢sinb
ar 30 Y
36 36 . .
— =0, — =—-r, — =¢cosh
ar 30 Y

3 A ¢ .

¢ =0, ——¢:0, — = —7sinf® — O cosh.

ar 30 )
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Leaving between brackets only non-zero terms, we have, for the Laplace operator

v2, the form

NS U R I X ) +é13?3+é13é8+18+é1 g a
2 loro L pl9009 1 97
r2 90 90 r? 302 rsing 96 3¢

Fr——+— +r—-———
ar or  or? r or 90 rsinf ar d¢ r 36 dr

b oF 9 é 96 9 é aq33+ 1 92
rsin® d¢p dr  r2sinf ¢ 00 r2sin?6 3¢ d¢p  r2sin’6 9% |

Let us now cancel all the terms which are O from the partial derivatives of 7, é, [0)
and from dot products:

/1%25/ 1 9 M 132 5
7 9r 36 rneara¢ 0% 7502 © rn8660¢

¢ d $ .9 .
+ sin — + ——¢cosd — — —————(Fsi j cos 6
|: ¢ ¢ 30 r2sin?6 ¢ ) r2 sin? § 3¢? :|

rs ar  r2sin@

2 29 1 cos6 d 1 92 1 02

=9 iy T 2sn0 00 T 200 T 2snloagl

1 82+28+cos68+82+182_
2|\ 52 ar sinf 390 962 sin20 9¢2 |

r

_1a 28+1asm08+182
N ar \ or sin @ 96 90 sin26 8¢? |

Considering now the spherical harmonics

20+ 1) (1 —m)!]"? :
Ylm(e’(p) — [( yo )%] (—l)melmd)le(COSG), l > |m| = 0

with x = cos 6, we have

Pi(x)

d
P"(x) = sin!™! 9

which are written with respect to the Legendre polynomials

1
P(x) = (21)7 %(x2 — 1.
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Let us discuss how they appear. The constant depending on m and ! appears from
a normalization condition exactly as in the case of Hermite polynomials. The fact
that for |m| < [ the formula still has sense is the consequence of the mathematical
consistency of polynomials. This constraint has physical implication too. Let us
concentrate on the mathematical consistency showing that these polynomials are
solutions of an equation related to the Schrodinger equation.

Let us start from the time-independent Schrodinger equation

2
(-h— v’ +V(l')> W(r) = EW(r)
2m

which can be written in the form

hZ
—— V2 U(r) + V(@)W (r) = EV(r).
2m
We denote W (r) by ¥ and keep in mind that it depends on (x, y, z). Explicitly, the
equation to solve is

n* [ 9? 02 02
e T L T Ny Vixy. o)W = B,
2m <3x2 + dy? * 812) +Vxy.2)

written with respect to Cartesian coordinates. The solution of this equation depends
on V. If we separate the variables assuming

V(x,y,2) = X(0)Y(¥)Z(z),

which can be simply written as ¥ = XY Z, we can transform the Schrodinger equa-
tion in
h? 3°X 3%y 0°Z

——\YZ—+XZ—+YZ— Vix,y,2)XYZ =EXYZ.
2m( 8x2+ 8y2+ 8zz>+ (x.y.2)

After dividing by XY Z, it results

h2(132X 193%Yy 1%z

o T L 22 L vx,y,2) = E.
X8x2+Y8y2+Z822>+ (. y.2)

2m

In Lecture 23 and Lecture 24, we solved the problem in 1-dimensional case for
V = 0and V = constant. Even here it is simple to solve for these cases because we
have a sum of functions depending only on x, y and z, respectively, and this sum is
a constant. This result is possible only when each function is a constant, therefore
there exist the constants ¢y, ¢,, ¢3 such that we have to solve



11.4 Lecture 49: From Differential Operators in Spherical Coordinates ... 261

R 19%Xx R 1 9%y m19%z

Tamxox2 U Tamy oy TP Tamzag
Each equation has the form

f k=0

and the solution depends on the constant k, that is we have one kind of solution when
k < 0 and another kind when k > 0. This situation realized also in the mentioned
23 and 24 lectures. We can solve also for V(x, y,z) = V,(x) + V,(y) + V.(2). In
this case, the form of the equation is f" 4+ kf = g where k is a constant and g is a
function.

Now, let us return to our main question: How do the spherical harmonics appear?
The idea is related to the Schrodinger equation written in spherical coordinates.
Therefore it is related to the Laplace operator written also in spherical coordinates.

We start from

T (00 LD (L awy L
— | = (= )+ ——(sin— |+ —— NV = EV.
2mr? | dr or sin6 90 06 sin? 9 0¢?

Assuming W(r, 0, ¢) = R(r)Y (6, ¢), we can write the previous equation as

o1 Ya , R N R 9 (. an N R 9%y +V()RY — ERY
- —|y— — —— — | sinf— — = .
2 | P ar \" a5 ) T sino a0 30 ) " sin2o 992 d

h2
After dividing by ——— RY, we obtain
mr

19 (,0R N L ) N 1 9%y 2mr2(v( y_E)=0
—_— |\ —_— 1 —_— —_— | = — r) — = U.
R dr or Y sin@ 30 30 Y sin2 6 3¢ K2

If we separate the equation in the part depending on r and the part depending on
0, ¢, we have

193 (,3R\ 2mr? Ve -5+ LML (L 9y N 1 3%y 0
——\rr=— - r)— = — | smb— — | =
R dr or K2 Y [sin@ 30 30 sin? 6 9¢?

and consequently, the part depending on r has to be a constant K and the part
depending on 6, ¢ has to be —K. We can choose the constant to be /(I + 1). The
reason is related to the second equation

1T 1 9d _eay N 1 9%y 4D
—|——|smmb— — | =
Y [ sin6 96 06 sin 0 0¢?

which allows a solution depending on the Legendre polynomials. The other equation
to solve remains
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10 ,OR 2mr? V) — E) =10 + 1)
Ror \" or o = :

Let us consider the equation in Y after multiplying by Y sin’6:
in6 Al +82Y I( 4+ 1)Y sin® 6
sinf — | sinf — — = — sin” 6.
a2

To solve it, we make another split of variables,
Y(0,¢) =00O)A)

and then we divide by ® A:

1 . 0 .00 1 3%A . 9
Tsm@— sinf — +XT¢2=—Z(Z+1)S1n 6.

If we split in a part depending on 6 and a part depending on ¢, we have

1 9 90 1 92A
[6 sineﬁ (sin9¥> +10+ 1)sin20:| + N 0

Based on the same reasoning, we can consider two opposite constants such that

1 9 90
5 sin9£ <sin9£) +1( 4 Dsin?0 = m?

and
1 8%2A )

Aopr
The last equation has the solution A(¢) = e"?. Since A(0) = A(2m), it results

e — 1, thatis m € Z.
The other equation can be written in the form

0 00
sin0£ <sin9—> + I+ Dsin?6 —m?1© =0.

After we consider ©(6) = P;"(cos6) and x = cos 0, this equation is equivalent to

2

d d
[(1 —xz)a} P"(x) + [1(1 -

dx

xz] P"(x) =0.

This happens because
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d d d
sin@ — P/ (cos 0) = —sin* 0 — P"(x) = —(1 — x*>)— P/"(x
d@’( ) dx’() ( )dx’()

and d dx d d
x
infg— =sinf—— = —(1 — x?)—.
Sn0ge =g = U TG
Dividing by 1 — x2, we get the above equation above. For m = 0 this is the Legendre
equation in the original form, that is

d o d
— |0 =x)——= | A +I(+DP((x)=0,
dx dx
with the solution given by the Rodrigues formula
B = @) ey
1X) = . dxl X .

Before checking it, let us understand how the Legendre polynomials were discovered.

We can start from the Legendre idea to see a gravitational potential as a series
depending (via polynomials) on the angle determined by the two position vectors
r, 1 associated to the bodies between which the gravitational force acts.

1 1 1
f = =
[r —rq] \/r2+r1272rr10059 /14 h2 —2hcos6

where h .= r—l, Legendre defined
r

the polynomials P, which satisfy the relation

1
1+ h?2—2hcos0

- Zh”Pn(cos 0).

neN

Denote x := cos 6, the previous relation becomes

(1 —2xh +h*7V? = Zh"Pn(x).
neN

Theorem 11.4.4 Legendre’s polynomials satisfy the following recurrence relation

n—+1 n
xP,(x) = 2n——+—1P"+l(x) + mpn—l(x), n>1.

Proof We consider the derivative with respect to £ of the formula

(1= 2xh+ 1)~ =" 0" P, (x).
neN



264 11  Quantum Mechanics at the Next Level

It results
(x —h)(1 = 2xh 4+ h?) 32 = ZnhHPn(x).
neN

Multiplying by (1 — 2xh + h?) both sides, we have

(x —h)(1 = 2xh +h>)™V2 = (1 = 2xh + h?) Znh"_lP,,(x), ie
neN

(x — h) Zh”P,l(x) = (1 —2xh +h? Znh"_lP,,(x).

neN neN

From the relation

XY HP(x) = Y WP () =Y k" Py(x) = 2x Y nh"Py(x) + Y nh" TP, (x)

neN neN neN neN neN

we identify the coefficients of 4" from both members and we obtain
xPy(x) = Pi(x) = (n+ D Ppyi (x) = 2xn Py (x) + (n — D Py (x),

that is
n+1DPy(x) = 2n+ DxPy(x) —nkP,_(x)

which represents the recurrence from the above statement. (I

Theorem 11.4.5 Legendre’s polynomials satisfy the following recurrence relation

nPkP, (x)_xP (x)—P,_ 1(x) n>1

d
where P, (x) := — P, (x).
dx
Proof The derivative with respect to & of the formula

(1= 2xh+h*) " =3 " h"P,(x)
neN

lead us to
(= )1 = 2xh + k)72 =" nh" Py (x).
neN

The derivative with respect to x of the same formula is

h(l —2xh 4+ h*)73/? = Zh"P (x),
neN



11.4 Lecture 49: From Differential Operators in Spherical Coordinates ... 265

therefore

- fk D onh" Py(x) =Y h"P(x).

neN neN
The coefficients of &" of both members of the equality
> nh"Py(x) =x Y _W"Py(x) = Y " P (x)
neN neN neN

satisfy the relation
nP,(x) =xP,(x) — P,_,(x)

of our statement. O

Using the two statements before we can cancel out x in a new relation for the
Legendre polynomials.

Corollary 11.4.6 The Legendre polynomials satisfy the equality
P (x)=Q2n+ 1P, (x)+ P,_ (x).

Proof The derivative with respect to x of the relation

1
xP,(x) = ntl

n
Pn —Pnf
ol +1(x)+2n+1 1(x)

is
n+1
2n + 1

n
P,iH(x) + —P,;,1(X)s n>1.

Py(x) +x P, (x) = 1

By replacing
xP/(x) =nP,(x)+ P,_,(x)

in the previous relation, we obtain

P (x) =Q2n+ 1)P,(x)+ P,_ (x)

This relation with no x in front of terms is verified by the polynomials

It d' 2 1
Pi(x)=(2'1) W(x -1

This is a simple computation and we left to the reader as exercise.

Let us return to the equation these polynomials verify by proving the following
theorem. This step is necessary when we check that the functions (implied in spherical
harmonics)
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dm
P x) = (1= 2" - Py (x)
X

are solutions of the equation

2

m m
o | B =0,

i[(1— 2>i} P ( )+[z(1+1>
dx . dx s N

Theorem 11.4.7 The Legendre equation

d*y dy
—2x— 41+ 1Y =0

(l—x)d2 P

has the solution 1
-1 d
P(x) = (2'1)" Tle7 =D

Proof Let us denote
y =2 =1
It results 4
Y o2 1), thatis (22 — DZ = 2ixy.
dx dx

The Leibniz formula for the n'"-order derivative of a product of two functions states
that

DPw)D" P () +---,

1
D™ (uv) = uD™v +nDu)D" Y (v) + @

the binomial coefficients being in front of each term. Applying it in the equality

d
DD [(x2 — 1)%] = 21D V[xy],

it results
4'+? I4+1 ! I4+1 4!
y d™'y d'y ™'y y
(x? _l)d e —i—2x(l—i—l)dlerl +l(l+1)ﬁ =2l|: pEs + —i—l)—]
that is 142 I+1 d!
d ™y d'y
2 _
(1—x )dx’” —2x T + 10+ 1)— =0.
If we denote
_dy
Y = —,
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the previous equation becomes

d*y dy
1 —x)— —2x— + I+ 1Y =0,
( x)dxz xdx+(+)

i.e. the equation coming from the statement of the theorem. Therefore the general
solution is

d 2 1
Y=K—[(x"—1)],
pRICERRIy
where K is a constant. If we impose the condition P;(1) = 1, the constant K can be
identified by applying the Leibniz formula for (x + 1)’(x — 1)’. Therefore

dl
K= [0 D= D lear =00+ D emy = 1120

For this constant only the previous recurrence relations are verified. (]

Let us highlight that the Legendre equation

d*y dy
l—x)H)— —2x—+Ill+ 1Y =0
( )C)dx2 xdx+(+)

allows the particular solution

dl 2 l
V() = =16 = D',

that is we can cancel the multiplicative constant. Now, denote by

_amy,

- dxﬂ'l

3

Yim:

we have

Theorem 11.4.8 The functions Y, ,, satisfy the relation

d*Y)m dY m
L 2m(m 4 1) ==
X

1_ 2
( X)dxz d

+ [m(m + 1) = I + DIY .

Proof Consider the m derivative of both members of Legendre’s equation

¢! 2)CM Pl +1(l+1)Y =0
—X)— —2x— =
dx? dx

whose solution is now Y;. It results
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dﬂl
dxm

d*y, dy;
|:(1 —xz)—l —2x— o +1(+ 1)Y11|

The Leibniz formula leads to

am 5 5 dm+2Y1 dm+l f
d’"[( - )_]:“‘“dxmﬂ‘zmxm i +

and

am dy; drtly, amy,
— | x— | =x—+m )
dx™ | dx dxmtl dxm

Replacing in the initial formula, we obtain the result from the statement of the
theorem. (]

Theorem 11.4.9 The functions

dm
P (x) = (1= 2" - Py (x)
X

verify the equality
d d m?
—la-xH—|p" - ——|pP"x)=0.
= |:( x)dx:| ,(x)+|:l(l+) 1—x2] " (x) =0

Proof Let us first observe that multiplicative constant can be canceled out and the
theorem statement can be reduced to:

o (x) :=(1 —xz)m/Z%(ﬁf)-

It verifies the equality

2

m m
—xZ} 0/ (x) = 0.

- Ll opw +[1a+1)
dx x| Y 1
We prefer to write Q" as

0 (x) = (1 — x)"?Y,,,.

‘We have first
doy d ) _ dYim
_ 1—x)"2y,, 1= — 1 —x3)"2ly, | — il
I I [ = x>"2Y) ] mx(1 —x7) 1+ (1 —x7) I
i.e.

40 dv,,
(I- xz)& = —mx(1 —x)"?Y . + (1 —xz)’”/z‘H—l’ .
dx dx
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Then

d doy 2x? dy,
L= DO =t =y, 4 Py, (s -ty D
dx dx 1—x dx

d’y,
m/2 [ (1 _ 42 mof
x%) [( x7) I }

+(%+1>( —x?)

d%y,
If wereplace |:(1 —x?) e lm]w1th2m(m + 1) “Fmm4+1) =11+ DIYim
X

I,m

and we cancel the two contrary sign terms 2(m + 1)x(1 — x?) , we obtain the

equality

d 2,407 m m m m
E[“ : } Wrgu — X)Xy +m? O Q) — 10+ 1) Q]

which ends the proof. O

These considerations have important physical applications as we are going to
discuss. In Lecture 19, we presented the Bohr model of hydrogen atom. The first
part of this lecture offers us the possibility to revisit this subject using the time-
independent Schrédinger equation solution in spherical coordinates. As we know,
the hydrogen atom consists in a nucleus with a single proton inside and an electron
“orbiting” the nucleus. If we denote by m the mass of the electron and by M the mass

of nucleus, we have to consider the reduced mass |4 := which is equivalent

to the mass located at the centre of gravity of the system electron-nucleus. The
Schroédinger equation can be written considering a potential V (r) described by the

Coulomb term
2

V() = —

dmeor’

where e is the charge of the electron, & is the permittivity of vacuum, r is the distance
between the nucleus and electron. The Schrodinger equation is

R [, 1o (. v 1 2wl &
—— | — (= )+ ——[sin— | + — — U =EW.
2ur? | dr ar sin 6 96 06 sin? @ d¢? A egr

After the separation of variables, we have the following equations:

10 ,OR n 2ur? e’ VE I+ 1)
—— r — = 3
R or or h2 \dmeyr

called the radial equation with solution R(r);
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i (sine 22 +[I( + Dsin’0 —m?1© =0
SINg—— | SInd— Sin —_ 5 = U,
90 30 n

called the polar equation, with solution ®(9);

10%A )

INE
called the azimuthal equation, with solution A (¢). The total solution is ¥ (r, 9, ¢) =
R(r)©(0)A(d).

‘We have solved both the polar and the azimuthal equations and we have obtained
the solutions: ©(0) = P/"(cos6) and A(¢) = €™?. The numbers m and I, |m| <1,
which are used to separate the variables in a convenient form are called quantum
numbers related to the Schrodinger equation solutions.

The radial equation can be written in the form

9 [ AR\ 2urt [ ¢
<r2 >+i<e +E>R=l(l+1)R,

ar ar Rz \dmeyr

or equivalently

AR 2dR [2 2 10+ 1
s +[“( ¢ +E)—(t)}R=O.
r

ar? ' rdr 2 4 egr

To solve it, let us consider what happens for large r. The equation to solve remains

d’Rs 2uE
dr? h?

| =0

For an electron far from the nucleus, the energy E approaches to 0. The atom is
stable when the positive charge is close (equal) to the negative charge, therefore we
have to look for a solution where the energy E is strictly negative. It is easy to check
that a solution is

Ry = ce_"/W .

0o =

If we choose

Rn (V) — Roo (’,)er,u.ez/Znﬂsoh2

pet

8n2elh?’
depending on another quantum number n. According to this model, the structure of
the hydrogen atom is given by the quantum numbers #, [, m. This is a more detailed
and self-consistent picture of the hydrogen atom. For a detailed discussion from an
experimental point of view, the reader can consult the books in Refs. [12, 13, 16,
25].

in the case when the energy levels are E, = — we have the radial solution
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Laplace operator is involved in the time-independent Schrodinger equation

h2
<—— v? +V(r)) W(r) = EY¥(r).

2m

We discuss how to solve it, first in Cartesian coordinates and then in spherical
coordinates. In spherical coordinates, we have

1T (,0¥ N L3 (o 0% N 1 82w LV = B
=== | === — — | smnf—— ——— r)V = 5
2m r? | or or sinf 30 sin2 6§ 9¢?

Separating the variables, we have W (r, 6, ¢) = R(r)Y (6, ¢). We can write the
previous equation as

o1 y 0 (20R LR 0 (g L _R 3%y + V()RY = ERY
—— —\r — | smnb— —g r = .
2mr2 | or or sin@ 6 26 sin2 6 d¢?

h2
After dividing by ——— RY, we obtain
mr

19 (,0R R S V) O W 3%y 2mr2(v() E)=0
== = — [ sinf— = | = —E)=0.
Ror \" 9r ) " Ysin6 96 30 ) " Ysin26 097 2o

If we separate the equation in the part depending on r and the part depending
on 0, ¢, we have

1 (,0R\ 2mr? V) —E) RN B ) A U %Y 0
== \||r=]= r) — — | ——= |smb— — | =
R dr or n2 Y |sin6 90 00 sinZ 6 92

and consequently, the part depending on r has to be a constant K and the part
depending on 6, ¢ has to be —K. We can choose the constant to be /(I + 1).
The reason is related to the second equation

1T 1 8 'an N 1 9%y W+
—|—=—7— |smb— ——| ==
Y [ sin6 96 90 sin? § d¢?

which allows a solution depending on the Legendre polynomials. The other
equation to be solved is

2

1 0 ,OR 2mr
— )| - ——(V — E) = +1
R or (r 8r> h? V) )=+ 1),

whose solution depends on V (r). Let us consider the equation in Y after we
multiply by ¥ sin® 6. It is
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, ) AN 4 5
sinf — | sin@ — +3752=—l(l+1)Ys1n 0.

To solve it, we perform another split of variables,

Y(0,¢) =0O0O)A)

and then we divide both terms by ®A. It is

! sin 6 g s'n98® aF ! —82A I(l + 1)sin®0
— S1 — 1 —_ — = = 1 a
(C) a0 A 0¢?

If we split in a part depending on 6 and a part depending on ¢, i.e.

L ing 2 (sing2® +1( + 1)sin’6 +182A 0
— S — | Sino — Sin ——F =,
0 30 PY A 3?2

based on the same reasoning, we can consider two opposite constants such that

L ing2 (sing2® +1( + 1)sin® 6 = m?
— SIno—1{ SN — Sin =
o "0 30 "

and

19°A
A 3¢ ;
The last equation has the solution A(¢) = . Since A(0) = A(27w), it
results e/2"™ = 1, thatis m € Z.
The other equation can be written in the form

a 00

sinf = (sin0—> + [ + 1)sin? 6 — m?*1© = 0.

After considering ®(8) = P;"(cos6) and x = cos 6, this equation is equiva-
lent to

2

d[l—zd}P’” +[ll+1— "
a( x)a ) (x) ( ) 1——x2

] P/ (x) = 0.

To define P;" (x), we have first to solve the equation

d

4 la-l _
dx[(l X)dx}YJr[l(l—i—l)]Y—O
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which is known as the Legendre equation. We can prove that the solutions are
the Legendre polynomials

Ly~ L d' 2 l
P(x)=(2'1) E[(x — D).

Then we show that the functions
m

d
PI'x) = (1= 2"~ Py (x)

verify the equality

d 5. d m?
e |:(1 —x )E:| P"(x) + |:l(l +1) — m] P"(x) =0.
In the case of the hydrogen atom, we denote by m the mass of the electron and
Mm
by M the mass of nucleus we have to consider the reduced mass u := T
m

which is equivalent to the mass located at the centre of gravity of the system
electron-nucleus.

The Schrodinger equation can be written considering a potential V (r)
described by the Coulomb term

2

V) =— ,
() 47‘[50r

where e is the charge of the electron, gy is the permittivity of vacuum, r is the
distance between the nucleus and electron. The Schrodinger equation is

RP1Ta (,0¥ 1 3 (. v 1 82w e?
—— | (P )t s — |+ o5 | - =Y =EV.
2ur? | or or sinf 30 20 sinZ 9 9¢>2 4 eor

Therefore, after the separation of variables we have the following equations:

10 (,0R 2ur? e?
—— — E)=I10+1),
R or (r or ) + h? \dmeor + +D

called the radial equation having as solution R(r);
d 10
sin 60— (sin0£> +[I( + 1)sin® 60 — m?*]1© =0,

called the polar equation, having as solution ®(0);
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19°A

Ao

called the azimuthal equation, having as solution A (¢).
The total solution is

V(r, 0, ¢) = R(r)®(0)A(9).

R(r) is in fact
Rn (r) — Roo(r)eruezﬂnnsohz

4
which depends on the energy levels E,, = — PR and the quantum number
n’eg
n, 0
®(©) = P/"(cos )
and

A(p) = ™.

The numbers m and [, with |m| <[, are used to separate the variables in a
convenient form. They are also quantum numbers related to the Schrodinger
equation solutions.

11.5 Lecture 50: The Pauli Matrices and the Dirac
Equation. Towards the Relativistic Quantum
Mechanics

In Lecture 41, it is stated the third postulate of Quantum Mechanics:
3. The state function W evolves in time according to the time-dependent
Schréodinger equation

0 n? )
ih—v(,r)=|—— v +V(, 1) |V(E,T).
Jt 2m

It is the basic rule under which the quantum world works. All the examples we gave
in Lecture 41 showed how important is the Schrodinger equation and why it has to
be part of the “axiomatic frame” of Quantum Mechanics.

However the Schrodinger equation can replaced by evolution equations having
the same structure but a different Hamiltonian. In general, the above equation can be
written in the symbolic form
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0 A
ih—V =HVY
ot
where
N h2 , p? .
H=—— V=—+4V.
2m v 2m +

Dirac considered the same form of the Schrodinger equation but changed the Hamil-
ton operator assuming the total energy derived from Special Relativity (see Lecture
11), that is

E? = m?c* + p*ct.

Therefore he considered
H? =m204+pzcz

and proposed a Hamiltonian operator of the form
H=ca-p+bmc?

where a := (ay, a», a3) is a constant vector and b is a scalar constant. This Dirac
Hamiltonian must fulfill the condition

m?c* + p*c? = (c a-p+ bmcz) (c a-p+ bmcz) .
Identifying the terms from both sides with equal sign, it results
ad=a=a=br=1
aja, = ayaz = aaz = bay = ba, = baz = 0.

Dirac considered the first line a% = a% = a% = b? = 1 and wrote the second lines

having in mind that the solutions could be matrices:
ajay + apay = ajaz +aza) = azax + axaz = ajaz + axa) = ayaz + aza; = aja +aza; = 0.

Dirac realized that the conventional choice of solutions is related to the Pauli matrices.
Weritten in terms of Pauli matrices, we have

(0o, (0o, (Oo0,\. ., (IO
M=\o,0) 27\ \o,0) ®T\o.0) "7 \o-1

and they are called the Dirac matrices. Written as 4 x 4 matrices, we have
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0001 000-—i 0010
1 00-10 00i O 00 0-1
“=lot1oo0| “Tlo-io0o ]’ *“*T|l1000 |
—10 00 i 000 0-100
100 O U,
1010 0 |, . . 2
and b= 00—1 0 ; the Dirac wave state is a 4 x lvector ¥ = W,
00 0 —1 Uy,

Therefore the Dirac equation is a system of four partial differential equations depen-
dending on the total energy of Special Relativity. It can be written in the form:

and rearranged as

iaql .0 .9 .0 +bmc v
-—V =|—-iagy— —iay— —ia3— — |,
c ot " ox 2By oz h

or, equivalently,

ih%w = (—ihca-v +bmc*) U,

where a is a vector with components the Dirac matrices ay, b is the matrix written
above and V is the standard gradient. If we multiply by the matrix b, it results

0

ihb——W = (—ihc ba - v + b*mc?) V.
Let us denote y° := b and y/ := ba ;. The Dirac equation becomes

. 0 el . i 2

ihy 5\1’ = (—lhc y! .y +mc )\Il.
Another elegant form in which we can arrange it is

I ,0 : imc

-y —Ww SV 4+ —W =0.

VYt —

Finally, the Dirac y matrices are

1 _ 0 Oy . 2 0 Uy . 3 0 oz \. 0 __ I 0
y_(—cer V= -0, 0 C V= -0, 0 VY =\o-1)
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Simple computations show that (y°)> = I while (y/)> = —1I for j € {1,2,3};
(y)H' =y/ for j€{0,1,2,3}. And more, y/y' —yly/ =0 for j #£1, j,le
{0, 1, 2, 3}. The solution

v

2

W3

Wy

of the Dirac equation consists of four components. Each component is a plane wave
Wit 1) = Aje MPTED e (1,2,3,4),
with A; the amplitudes expressed by positive constants. This solution is called the

spinor wave function, or simply, the spinor.
As a final consideration, let us consider a squared Dirac operator. We have

Lod (i gy ime o
S TV h B

_ (L 02 N _i’"_c)<l 09 J. ﬂ) _
—(C(V)at-i-(()/) v) W 4 at+(y v) + - b=

1 92 ) m2c?
e VIR )?

which gives the Klein-Gordon equation

(1 92 2) m2c?
2 )= 0.

2 92 h2

We can observe that all wave solutions of the Dirac equation are solutions of the Klein-
Gordon equation. However the Klein-Gordon one is a relativistic wave equation for
scalar particles with spin zero. They can be composite particles, like & = W*W,
derived from spinors. Example of such particles can be the pion or the Higgs boson.
Relativistic Quantum Mechanics is the argument of more advanced courses over the
basic approach of this book. We refer the reader to more advanced text like Refs.
[28, 29].

Summary of Lecture 50. Starting from the formal form of Schrodinger equa-
tion .
ih—W =HY,
ot
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Dirac thought to change the classical Hamilton operator using the formula of
total energy derived in Special Relativity, thatis H> = m?c* 4+ p?c?. Therefore
he considered a Hamiltonian operator in the form of “square root” of the
previous expression, i.e.

H=ca-p+bmc.

Computations lead to the final form of Dirac equation

ih%\ll = (—ihca v/ +bmc2) 1/

written with the 4 x 4 matrices

a_Oax‘ (0o, _Ooz.b_IO

“Noe0) 27\ 6,0) ®“T\6.0) " \o-1 )
which involves the Pauli matrices as blocks inside them. If we multiply by the
matrix b, it results

0
i%EW=@mva+#m3w
A more appealing form is obtained after we denote y° := b and y/ := ba;,

108\y+(j )\y+imcq’_0
RAry Yooy h

The solution of this equation is a 4-dimensional spinor. It is possible to derive
also the Klein-Gordon equation from the squared Dirac operator. We have

1 92 ) m?c?
———Vv | P =- ()

c? 912 h?

whose solutions are relativistic scalar particles.



Chapter 12 ®)
Conclusions Creck for

....I have not failed. I've just found 10,000 ways that won’t work.

Thomas Alva Edison

In simple words, someone can say that Quantum Mechanics can be divided in two
parts: Before Principles and After Principles.

Before Principles means that several experimental facts point out the inadequacy
of Classical Mechanics to describe, for example, light and particles at a fundamental
level. This statement needs also a new conceptualization that, eventually, brings to
formulate an adequate Mathematics to describe them.

As said, light cannot be described in the context of Classical Mechanics. Its funda-
mental nature is represented by electromagnetic waves which need the formulation
of Special Relativity. Besides, light can be made of particles so we have to accept
the fact that light is wave and particles at same time. The appearance of this duality
means that only Maxwell’s equations are not enough to catch its second nature. The
“particles of light”, called photons, have energy. The energy formula related to these
“particles’ depends on the Planck constant which revealed one of the most important
(probably the most fundamental) constant of Physics.

This line of thinking immediately brings to the question if any material element,
also particles with mass, have a wave nature: de Broglie answered this question
showing that any particle have a wave counterpart. This means that the wave-particle
behavior is an intrinsic feature of Nature. Any massive body has a related wave-
length.

The conceptual development of this idea led to the Schrodinger equation which
has not only a wave interpretation. Its solutions have the meaning of probability to
find a particle in a region of space at a given time. For example, a wave itself cannot
represent an electron if its speed is greater than the speed of light. So, we need to

© The Author(s), under exclusive license to Springer Nature Switzerland AG 2021 281
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replace waves by wave packets when we study electrons and other particles different
from photons.

From a conceptual point of view, this approach shift the standard determinis-
tic interpretation of Classical Mechanics to a probabilistic one. Concepts like non-
locality and indeterminism find a place in Physics and need a new mathematical
formulation. Step by step, a new theory can be formulated using the Mathemat-
ics necessary to correctly understand the results of experiments. For example, the
Heisenberg uncertainty principle appears in its elementary formulation because we
use the Gauss wave packets. In fact, using them, through the Fourier transform and
the Pinsky theorem, the Heisenberg principle naturally emerges.

This fundamental step depends on the Plancharel-Parceval formula established
for functions belonging to the intersection between L'(R) and L*(R). Here L*(R)
is a Hilbert space involved in the theory of one-dimensional quantum harmonic
oscillator. In almost all models, Hilbert spaces can be used. If we look at the time-
dependent Schrodinger equation, we see an eigenvector-eigenvalue problem in which
a Hermitian operator is involved. It is possible to prove that the Hamiltonian itself is
a Hermitian operator.

At least locally, unitary operators can be associated to the time-dependent
Schrodinger equation. In a Hilbert space, we can find a particular case of Cauchy—
Buniakowski—Schwarz inequality leading to the Heisenberg uncertainty principle.
More, operators associated to the Schrodinger equation allow us to derive their expec-
tation values. The commutator of two operators indicates if they can be simultane-
ously measured and their evolution oblige us to rearrange the way in which quantum
objects have to be considered. With these considerations in mind and with these new
mathematical tools, Principles of Quantum Mechanics appear.

After their formulation, the big picture of Quantum Mechanics can be achieved
and this allows to have another perspective for any subject already considered. Ladder
operators offer another view for the harmonic oscillator problem. Quantized energy
levels, obtained from the classical Hermite polynomials, are now obtained using
the creation and the annihilation operators. The obsolete Bohr hydrogen model is
replaced by considering the gradient and Laplace operators in spherical coordinates.
The solution depends on spherical harmonics and so quantum numbers appear. Pauli
matrices are involved in photon polarization description. Angular operators and Pauli
operators are related to the electron spin. And again, the Pauli matrices are involved
in obtaining the Dirac equation starting from the Scrodinger equation. We step to
Klein—Gordon equation necessary for the relativistic description of other particles
besides the electron. With this trend, we can go beyond the non-relativistic Quantum
Mechanics up to the full formulation of the Quantum Field Theory.

In summary, we presented the basic conceptual tools of the so called “Copenhagen
Interpretation of Quantum Mechanics” [26] stressing, in particular, the mathematical
aspects of the construction. It is worth noticing that, in literature, such mathematical
aspects are sometimes overlooked with respect to the experimental and axiomatic
aspects. On the contrary, we believe that a full understanding of Mathematics behind
the theory constitutes a straightforward way to realize the big picture of Quantum
Mechanics.
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Clearly, the material presented in this book is not exhaustive at all. We intended
to present only the basic aspects of Quantum Mechanics without claiming for com-
pleteness. We have to stress also that we did not take into account other important
topics like entanglement or alternative interpretation of Quantum Mechanics.

Quantum entanglement occurs when quantum objects like particles are generated,
interact, or share spatial proximity in a way such that the quantum state of each
component of the system cannot be described independently of the state of the others.
This happens also if particles are separated by large distances. In other words, an
entangled state cannot be described by the standard superposition principle of states.
Entangled states are solutions of the Schrédinger equation but, unlike pure states,
has no classical counterpart. Entanglement is a genuine quantum phenomenon at the
core of Quantum Mechanics [30].

Furthermore, other interpretations of Quantum Mechanics are possible. They
originate in the attempt to explain how Quantum Mechanics and its mathemati-
cal apparatus corresponds to the “Reality” despite of the fact that the theory has been
experimentally tested by a large number of extremely accurate experiments. In other
words, no final consensus has been reached on how measurements, quantum states,
wave functions and operators can represent consistently the physical world.

For example, the so called Many Worlds Interpretation considers a universal
wave function (the so-called Wave Function of the Universe) where no wave func-
tion collapse is associated with measurements. Measurements are explained by the
decoherence, which occurs when interacting states produce entanglement and “split”
the universe into mutually unobservable histories. The final effect is that distinct uni-
verses (distinct realities and causally distinct histories) emerge within the framework
of a comprehensive Multiverse [31]. In this interpretation, the main role in evolu-
tion of systems is played by the Schrodinger equation (or other related evolutionary
equations like the Wheeler—de Witt equation adopted in Quantum Cosmology )to
describe these distinct universes (realities) on the ground of quantum systems [32].
The main result is the probability to realize a given universe without the necessity of
measurements implying the collapse of the wave function.

Several approach are possible: we have the de Broglie-Bohm theory, the von
Neumann—Wigner interpretation, the Quantum Information Theory and many others.
See [26] for a detailed discussion. As concluding remark, we can say that Quantum
Mechanics, together with General Relativity, is one of the most active research areas
not only for Physics but for the whole Knowledge.

Finally, we humbly hope to have stimulated the curiosity of the Reader offering the
first necessary steps towards further insights into the fascinating world of Quantum
Theory.
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