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Preface

This book stems from the experience the authors acquired by teaching Quan-
tum Mechanics over more than two decades.

The necessity of providing students with abundant and understandable
didactic material — i.e. exercises and problems good for testing “in real time”
and day by day their comprehension and mastery of the subject — confronted
the authors with the necessity of adapting and reformulating the vast num-
ber of problems available from the final examinations given in previous years.
Indeed those problems, precisely because they were formulated as final exam
problems, were written in a language appropriate for the student who is al-
ready a good step ahead in his preparation, not for the student that, instead,
is still in the “middle of the thing”.

Imagining that the above necessity might be common to colleagues from
other Departments and prompted also by the definite shortage, in the litera-
ture, of books written with this intent, we initially selected and ordered the
242 problems presented here by sticking to the presentation of Quantum Me-
chanics given in the textbook “Lezioni di Meccanica Quantistica” (ETS, Pisa,
2000) by one of us (LEP).

Over time, however, our objective drifted to become making the present
collection of problems more and more autonomous and independent of any
textbook. It is for this reason that certain technical subjects — as e.g. the
variational method, the virial theorem, selection rules etc. — are exposed in
the form of problems and subsequently taken advantage of in more standard
problems devoted to applications.

The present edition — the first in English — has the advantage over the
Italian one [“Problemi di Meccanica Quantistica” (ETS, Pisa 2003, 2009)]
that all the material has by now been exhaustively checked by many of our
students, which has enabled us to improve the presentation in several aspects.

A comment about the number of proposed problems: it may seem huge to
the average student: almost certainly not all of them are necessary to have
a satisfactory insight into Quantum Mechanics. However it may happen —
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particularly to the student who will take further steps towards becoming a
professional physicist — that he or she will have to come back, look at, and
even learn again certain things ...well, we do not hide our intent: this book
should not be just for passing exams but, possibly, for life.

Here are a few further comments addressed to students who decide to go
through the book. Firstly, some of the problems (also according to our stu-
dents) are easy, standard, and just recall basic notions learned during the
lectures. Others are not so. Some of them are definitely difficult and complex,
mainly for their conceptual structure. However, we had to put them there,
because they usually face (and we hope clarify) questions that are either
of outstanding importance or rarely treated in primers. The student should
nonetheless try them using all his or her skill, and not feel frustrated if he
or she cannot completely solve them. In the latter case the solution can be
studied as a part of a textbook: the student will anyhow learn something new.
Second, despite our effort, it may happen (seldom, we hope) that a symbol
used in the text has not been defined in the immediately previous lines: it can
be found in the Appendices. Our claim also is that all the problems can be
solved by simple elementary algebra: the more complicated, analytic part of
the calculation — when present — should take advantage of the proposed sug-
gestions (e.g. any awkward, or even elementary, integral supposed to appear
in the solution is given in the text) and should be performed in such a way as
to reduce all the formulae to those given in the Appendices.

A last comment concerns the way numerical calculations are organized,
particularly in the first chapters. We have written dimensionless numbers as
the ratio of known quantities, e.g. two energies, two masses ... (so that a bet-
ter dimensional control of what is being written is possible at a glance and
at any step of the calculation — a habit the student should try hard to de-
velop) and we have used the numerical values of these known quantities given
in Appendix A: this is quicker and safer than resorting to the values of the
fundamental constants.

Among the many persons — students, colleagues, families — who helped
us over years in this work, three plaied a distinguished role. We are thankful
to Pietro Menotti, maybe the only one of our colleagues with a more long-
lasting didactic experience of the subject, for the very many comments and
suggestions and for having been for one of us (EdE) a solid reference point
along the twenty years of our didactic collaboration. Stephen Huggett helped
us with our poor English. Bartolome Alles Salom, in addition to having gone
through the whole book with an admirable painstaking patience, has a major
responsibility for the appearance of the present English edition, having driven
and convinced us with his enthusiasm to undertake this job.

Of course all that could have (and has not yet) been improved is the au-
thors’ entire responsibility.

Pisa, May 2011 Emilio d’Emilio
Luigi E. Picasso
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1

Classical Systems

Atomic models; radiation; Rutherford scattering; specific heats; normal
modes of vibration.

1.1  According to the model proposed by J.J. Thomson at the beginning of
the 20th century, the atom consists of a positive charge Ze (Z is the atomic
number) uniformly distributed inside a sphere of radius R, within which Z
pointlike electrons can move.

a) Calculate R for the hydrogen atom (Z = 1) from the ionization energy
E; = 13.6eV (that is, the minimum work necessary to take the electron
from its equilibrium position to infinity).

b) If the electron is not in its equilibrium position, it performs harmonic
oscillations within the sphere. Find the value of the period. Assuming
it emits radiation with the same frequency, find the wavelength A\ of the
emitted radiation and say in which region of the electromagnetic spectrum
it falls. (For visible radiation 3900A < X\ < 7500A, 1A =10"%cm.)

¢) Determine the polarization of the radiation observed in the direction of
the unit vector 7 if: 4) the electron oscillates in the direction of the z
axis; i) the electron moves in a circular orbit in the plane z = 0.

1.2 In Thomson’s model for the hydrogen atom (see Problem 1.1) and ne-
glecting radiation, the electron moves inside a distribution of positive charge
and performs a harmonic motion that we shall assume rectilinear and with
amplitude Ay < R (R is the radius of the distribution).

a) Take radiation into account and assume Ay = R. Calculate the power that
should be supplied to the electron from the outside so that the amplitude
of its oscillations stays constant in time. Take for R the value found in
the solution of the previous problem.

If no power is supplied to the electron, the amplitude A(t) of its oscillations is
a decreasing function of time. We want to estimate the lifetime of the atom,
i.e. the time 7 necessary for the energy of the oscillator to be reduced by a

E. d’Emilio and L.E. Picasso, Problems in Quantum Mechanics: with solutions, UNITEXT, 1
DOI 10.1007/978-88-470-2306-2_1, © Springer-Verlag Italia 2011



2 1 Classical Systems

factor e = 2.71828--- | assuming A(t) is a slowly varying function, namely
that over a period AA < A (underdamped oscillator).

b) Write the total (kinetic + potential) energy E of the oscillator as a function
of the amplitude A(t); put dE/dt = —W, where W is the radiated power
as function of F, and determine 7.

¢) Compute the quality factor @ = w 7 of the oscillator (Q = 27 x the number
of oscillations in the time interval 7).

1.3 Consider Thomson’s model for the helium atom (He: Z = 2, R~ 1A).

a) Find the equilibrium positions for the two electrons.

b) Compute the first ionization energy (the minimum work required to take
just one electron to infinity) and the energy necessary to completely ionize
the atom.

¢) Determine the normal modes of vibration for the two electrons (it may be
convenient to use the centre-of-mass and relative coordinates of the two
electrons).

In the dipole approximation the observed radiation is associated with the
normal modes of vibration in which the electric dipole moment d is nonvan-
ishing.

d) Say which are the frequencies (or the frequency) of the dipole radiation
emitted by the atom.

1.4 Consider the scattering of « particles off gold (Au: Z = 79) nuclei
(Rutherford scattering).

a) Assume Thomson’s model for gold nuclei with R =1 A and neglect the
presence of the electrons. Say what is the maximum value allowed for the
energy of the a particles such that deflections of 180° are possible in a
single collision.

b) In the scattering of « particles of energy E' = 10 MeV the nucleus of gold
behaves as if it were a pointlike charge. What conclusion can be drawn
about its dimension?

1.5 In the experiments by Geiger and Marsden (1909) « particles with ve-
locity v, = 2 x 109 cm/s were scattered off a golden (atomic weight A = 197)
foil of thickness s = 4 x 107° cm: one particle in 2 x 10%, on the average, was
back-scattered (i.e. the deflection angle was greater than 90°). We want to
show that this result is not compatible with Thomson’s model.

a) Knowing the mass density of gold is 19.3 g/cm?, estimate the radius R of
the atoms.

b) For a particles mqc? ~ 4 x 940 MeV. Express their energy in MeV.



Problems 3

If for gold nuclei Thomson’s model with the value of R determined above
is assumed, the maximum deflection that « particles (with the given v, =
2 x 10% cm/s) may undergo is § =~ 2 x 10~ radians.

¢) Estimate the number of collisions an « particle undergoes when crossing a
golden foil with the given thickness. Show that, even in the most favourable
conditions, a particle cannot be deflected by an angle greater than 90°.

1.6 A mole of a monoatomic gas contained in a box of height h is subject
to the action of gravity.

a) Find how the single-particle partition function Z(8) (8 = 1/kgT) de-
pends on 3 and compute the internal energy U of the gas.

b) Compute the molar heat Cy and its limits for T — 0 and T — oc.

1.7 A mole of a gas of polar molecules, whose intrinsic dipole moment has
magnitude d, is subject to a constant uniform electric field FE'.

a) Compute the internal energy U of the gas and the polarizability «. of the
single molecule:

_ 1 (_1ou
“e =N\ 2082
b) Compute the molar heat Cy and its limits for T — 0 and T — oo.

> (N, stands for Avogadro’s number).
E=0

1.8 A one-dimensional model for a crys- m m m m

tal consists of N ~ 108 identical atoms of hmmmm %% ST
mass m ~ 30 x 1072*g whose equilib- k1 k 2 k 3 N k
rium positions are 0 =i x a, i=1,---,N, where a is the lattice spacing
of the crystal. It is assumed that each atom interacts only with its nearest
neighbours, i.e. the two atoms adjacent to it; for small displacements from the
equilibrium positions the interaction between any pair of atoms is approxi-
mated by an elastic force whose constant is k. It is also assumed that the two
ends of the crystal are held fixed (see figure).

a) Write the Hamiltonian of the system as a function of the Lagrangian co-

ordinates & = z; —z?, i = 1,---, N, and of the respective canonically
conjugate momenta p; = méi .

b) Show that the problem of finding the frequencies w,, relative to the normal
modes of vibration of the crystal (that will be explicitly found in Problem
1.9) may be traced back to that of determining the eigenvalues of the
N x N real matrix:

01 -+ 00
10 -~ 00

V=2Iy—-—B; B= , Iy = N x N identity matrix .
0 0 0 1

o
o
—
o
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¢) The matrix D;; = (—1)"4;; satisfies BD = —D B. Deduce from this
that if the matrix B has the eigenvalue u, also —u is an eigenvalue. Show
that from this and the positivity of the potential energy it follows that

0 < wp < 2w, where w = +/k/m .

d) Let fimin, Mmax be the minimum and maximum eigenvalue of some Her-
mitian matrix A; let v be any unit vector (), v} v; = 1). Show that:

0 < < = YA v
Mmm = (U7 A’U) = /’Lmaxv (U7 AU) Zij ’U,L AZ] Uj
e) Let v, = ﬁ(l, Ly 1), vy = ﬁ(L—l, 1L=1, - (=)N71).

Exploit the preceding result with A = V), at first with v = vy, then with
v = Vg, to show that the distances of wpyi, and wpax respectively from 0
and 2w are decreasing functions of N.

f) Explain why v; and vy have been chosen to approximate respectively the
minimum and the maximum eigenvalue of the matrix V. (Hint: think of
the analogous, but simpler case of two coupled pendulums.)

1.9 Consider the one-dimensional model for a crystal described in the pre-
vious problem.

a) Verify that the vectors v, 1<n <N, with components:

v§”):sin(jN’jrlw), 1<j<N

are the eigenvectors of the matrix B defined in the previous problem. Find
the corresponding eigenvalues p, .

b) Find the characteristic frequencies w,, of the crystal and numerically esti-
mate the ratio Wmax/Wmin for N =~ 108.

The velocity of sound in the crystal is determined by the low frequencies
Wy M2 10 Vg = Apax Wmin/ 27T, where Apax 1S twice the length N x a of the
crystal.

c) v, ~10%+10*m/s and a ~ 1 A being known, estimate w, Wmin, Wmax-

1.10 The one-dimensional crystal described in Problem 1.8 may be consid-
ered as the discretization of an elastic string (or of a spring endowed with
mass): one obtains the continuous system when the limits N — oo, a — 0
m — 0, k — oo are taken under the conditions Na =1, m/a=pu, ka=r,
[ being the length of the string, u its mass density and 7 its tension. When
such limits are taken &;(t) — &(z,t), 0<ax <[.

a) Write the equations of motion for the discrete variables &;, 1 < i < N,
and obtain the equation for the elastic string as the limit of such equations.

b) Show that the frequencies relative to the normal modes of the discrete
system tend to the frequencies of the stationary waves of the string.
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1.1

a)

lutions

Inside a uniformly charged sphere, whose total charge is Z e, the electric

field and the potential (¢(c0) = 0) are:

7 Ze Zer? n 3Ze

= —7T = "

IR YT TR TR

The equilibrium position for the electron is the centre of the sphere, which

is a position of stable equilibrium for negative charges; the minimum work

to take the electron at infinity is —(—e)¢(0), therefore:

3 2

5% —13.6eV=22x10"erg = R=1.6x105cm=16A.

The restoring force is harmonic, its angular frequency is w = /€2 / m.R3 .

Then, rewriting w as (¢/R) x \/7e/R, (re = €*/mec? is the classical

electron radius) one has:

P R /R
T:_ﬂzzwx,/—x(—)zsmo—lﬁs
w Te c

and the wavelength of the emitted radiation is A =¢7T = 2.4 x 107° cm ~
2400 A, in the ultraviolet region.

r<R.

In the dipole approximation, if d (t) stands for the dipole moment of the

sources and d (t) = —w2d (t) (harmonic oscillator), at large distances in
the direction of the unit vector n one has:
2
E(t) = —(d— (d-n)n), d=d(t—r/c)
re

and the polarization is given by the trajectory of the vector
et)=d—(d-n)n

which is the projection of the vector d(t) onto the plane orthogonal to
the direction of observation 7. So, if d || 2, in every direction 7 different
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a)

c)

1.3

a)

1 Classical Systems

from the direction of the z axis (where the electric field is vanishing), the
radiation is linearly polarized in the plane containing n and the z axis
and is orthogonal to 7; if the electron follows a circular trajectory in the
z = 0 plane, the projection of the orbit onto the plane orthogonal to 7 is
an ellipse; the latter may degenerate into a segment, if the orbit is projected
onto a plane orthogonal to the orbit itself, or may be a circumference, if the
orbit is projected onto a plane parallel to it. In summary, the polarization is
linear in all directions orthogonal to the z axis, circular in the z direction,
elliptic in the remaining cases.

The radiated power is given by the Larmor’s formula:
2¢%2a2
3 3
where @ is the acceleration, @2 is the average of @2 over one period; in
the case of a harmonic oscillator of angular frequency w = y/e2/m.R3 :
22 1 2 42 A 6 42
IR Y Dt | e |
3¢ 2 3c3 3m2RS¢3
and since Ag = R and from Problem 1.1 ¢*/R = (2/3) x 13.6 eV,

L /reN? e? c 9
W—g(f) XEXE—:l?XlO eV/S

An equal power should be supplied from the outside.

W =

If A is the amplitude of the oscillations, the (kinetictpotential) energy is

1. 5, 1 90 leéer
EzikA :imeLUA :iﬁ
The power W as a function of the amplitude has been determined above:
_ ebA? - we 2¢t _ 2e2w? 5
3m2R6¢3 3m2R3¢c? 3me 3
Energy balance:
dFE 2e2w?
— = W=-"""_F = E()=FEye /"
dt 3me c3 (*) 0¢
3mec®  3m2R*¢ 3/R\?2 R
= T =2(= —=26x10""s.
7= 02,2 2et 2 ( re) x c X ®

Q = w7 ~2x107: in spite of the radiation loss and of the short lifetime,
the atom is a very good oscillator.

The two electrons must be on the same diameter at the same distance d
from the centre of the spherical distribution. One must have:
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2e2d e?

R3  (2d)?
While one electron is taken away, the second electron gets closer to the
centre of the distribution, the centre being its equilibrium position when
the first is at infinity. The required work is, for example, the sum of the
work made to remove one electron — the other being kept fixed — plus the
(negative) work made to take the remaining electron at the centre of the
distribution:

= d=R/2.

2

11 e? 1 e? 3 e2
BV = (-2 =) -1 F =5 —2L8eV.
I 2t iR 2R ¢

The full ionization energy obtains by adding the work necessary to take
the second electron at infinity to the work calculated above:

2
9e
Buo— BV 435 —2¢ _g500v,
R S A W ¢
The potential energy is, up to the constant —3Ze?/R (Z = 2):
1Ze* , e?

Sy TPty

Putting 5: 7 — 79 and 77 = %(rl +7) one has:
U = Ui(&1,82,83) + Uza(n1,m2,m3)

e? e? 2¢?

U, = - - . U, = — 2 2 2 ]
1= 233(51 +&+8)+ GEGETA 2 R3(771+772+7I3)
Correspondingly the kinetic energy is
1 : : 1 . . . Me
By =sp(@+&+8) + M0 +m +i3),  p=— M=2me.

In order to find the normal modes and their frequencies it is necessary
to diagonalize the matrix of the second derivatives of U evaluated at the
equilibrium position &;: Ef + Eﬁ + E§ = R?, 7, = 0, that consists of two
3 x 3 blocks:

32U1 362 753 f 52 f 53 . 82U2 462
857,85] = R5 5251 52 5253 ’ 8771677J = R3
&8 &6 53

One way to find the eigenvalues and eigenvectors of the first matrix con-
sists in observing that, when applied to any vector (0417 g, ag) , it gives
the vector (&, &5, £3) multiplied by (3e2/R?) (£;a1 +&ya0+E503), there-
fore (£,, &, &3) is an eigenvector corresponding to the eigenvalue 3e2?/R3
and all the vectors orthogonal to it correspond to the eigenvalue zero. An-
other way: performing a rotation of the axes that brings the z axis in the
direction of the line joining the two charges at the equilibrium position,

1 0 0
01 0
0 0 1

= = =2
one has & =&, =0, &, = R? and the matrix becomes diagonal. The
normal mode belonging to the nonvanishing eigenvalue corresponds to the
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a)

1.5

a)

b)

1 Classical Systems

oscillations where only the distance between the electrons varies and its
angular frequency is
5 3e? 6e?

w = = — -
V7 UR3 T moR3

The two vanishing eigenvalues correspond to displacements of E orthogonal

to &, i.e. to free rotations of the system.
The second matrix says that the centre of mass of the two electrons is
a three-dimensional isotropic harmonic oscillator with angular frequency

9 4e? 2¢2
Wy = - = ——
27 MR3  m.R3
The dipole moment of the system is d= —e (7 + ) = —2e1}, then

the emitted radiation is due only to the oscillations of the centre of mass:
ignoring quadrupole radiation, the spectrum of He should consist of only
one spectral line with frequency

w2 \/5 e c
= = = — X,4/—= X
27 2w R

)

vy =3.6 x 1015 g7 L.

=

The potential at the centre of a uniformly charged sphere of total charge
Z e and radius R is
3Ze
0)=-—"
p(0) =55
As a consequence the «a particles may be deflected by 180° only if they
have a vanishing impact parameter and energy less than 2e ¢(0):

2

E, <3x79x % — 237 x 14.5¢V = 3.4keV .

Let Ra, the nuclear radius, i.e. the largest between the dimension of
the charge distribution and the distance within which the non-Coulombic
forces (nuclear forces) are different from zero. If the nucleus behaves as if
it were a pointlike charge, then R4, is smaller than the least distance rpy;y
reached by the « particles:

27¢? 27¢? e?/R

Tmin =~ = Ray < = =27 x x R=23%x10""cm.

A mole of atoms of gold occupies the volume 197/19.3 = 10.2cm?, then
the volume per atom is 10.2/N = 1.7 x 10~2% cm?, whence:

R=1(17x10"24)"" ~ 134,

The « particle consists of two protons and two neutrons, all having a mass
of about 940 MeV /c?, then (v?/c? ~ 4.4 x 1073 < 1):
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1 s 1 ,0? 1 5
E, = ~mat?® = ~myc (7) — 2 4%940-4.4x 1073 = 8.35 MeV .
2 2 2) 72

¢) In crossing the golden foil, each « particle interacts with about s/2R =
4x107°/(2.6 x10~8) = 1540 nuclei and 1540 § = 0.31 radians ~ 17° < 90°.

1.6

a) The single-particle partition function is

p2

Z(3) = /eXp [f ﬂ(% +m92>] d*pd®q

_ (/exp[—ﬂ;);} d3p> x <‘;[exp[—ﬂmgz] dz).

Up to factors not depending on [ (then irrelevant for the calculation of
the internal energy), the first integral equals (8)~3/2, the second equals
V x (1 —e=#m9hy /3mgh, whence for the mole:

B Odlog Z(B)  3Na = Na Bmgh
U= —N a3 28 +7(17eﬁmgh—1)'
b) Putting R = Njykg and M = N,m one has:
Mgh/2RT)? SR (T —0
ORI Y LT Y )
or 2 sinh”(Mgh/2RT) sR (T —o00).
1.7

a) In addition to the contribution to the internal energy due to the transla-
tional and rotational degrees of freedom and given by (v/2) RT (where
v is the number of degrees of freedom), there is the energy of interaction
with the electric field, then:

U= fRT NAaﬁ(log/exp(ﬁd-E)dQ).
One obtains (z = cos6):

+1 .
/exp(ﬁd.E)dQ:%T/ eXp(ﬁdE:E)dx:éJmM
-1 B Ed

ED ED
) D= N,d.

U—fRT—i—RT(l—ﬁ coth 7=

The polarizability is
1 10°U _d?
YT N\ 2087 ), BkeT

(ED/RT)? )
sinh®>(ED/RT)

b) CVI;R+R<1
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1.8

a)

1 Classical Systems

The kinetic and potential energies respectively are:

1 & k
K=ol V= S(E+ @ -+ v — )+ 6R)
m

= EWQ %:&Vijﬁj >0.

Expanding the squares one realizes that

2 -1 -~ 0 0
-1 2 0 0

V= : =2/ - B
0 0 2 -1
0 0 - -1 2

In order to identify N uncoupled harmonic oscillators (the so called “nor-
mal modes”) the matrix 1 has to be diagonalized (see Problem 1.3): let R
be the orthogonal matrix such that RV R~ = A with w? A, = w2 6pm

(w? are the eigenvalues of w?V). One obtains
1 m
H = om Zn(Rp)n (Rp)n + 9 Zn(Rg)nwi (R&)n

and then, putting 7™ =3, Ry &, 7™ =3, Ryips = mp™ (5™

are the “normal coordinates” and vgn) = R,,; the n—th eigenvector of V),
one arrives at:

Yo 1
H= ; <% (71'("))2 + §mwi (n("))2> .

If v stands for the eigenvector of B corresponding to the eigenvalue
fin, then Dov(™ is an eigenvector of B corresponding to the eigenvalue
—ttn: BDv™ = —D Bv™ = —, Dv(™. Then the w? = w? (2—p,,) are
symmetrically distributed around the point 2w?. In addition, from the
positivity of the potential energy one has w? > 0, whence 0 < w? < 4w?.

If u; are the eigenvalues of A and v(¥ the corresponding normalized
eigenvectors ( (v, v(7)) = §;; ) one has:

— (%) 42 — 1. _ O]
v Ziczv , Zi|cz\ 1; Avw Zicl,ulv
= (v, Av) = Z |ci|2,ui = (v, Av) 2 pmin Z |Ci|2 = Hmin -

Similarly (v, Av) < fimax -

This result is known as the “minimax principle” and will be used in
the sequel to find an upper bound to the lowest eigenvalue of Hermitian
operators (variational method).
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One has:

1

2
Bu-——|:| = @ Bv)—l[z(N—2)+2}—2(1—l)

1 — \/N é 1 1) — N - N
1
1
and likewise, or even from vy = Dwvy, (v, Bug) = —2(1 — N), then:
2w? 2
wfnin_%, wfnaXsz (4_N) =
1

min< 2N7 max> (2__)7 N 1.
Wmin < w2/ w > w i >

The vector vy, which is not is an exact eigenvector of B (and therefore of
V) but it ‘almost’ is such, is the analogue of the oscillation mode in which
two coupled pendulums keep their relative distance unchanged (“symmet-
rical mode”): indeed, since all the masses undergo the same displacement
in the same direction, only the first and the last spring change their length
(& — & = 0) and as a consequence the motion of the system is slow,
i.e. mainly low frequencies are involved; wvq is instead the analogue of the
“antisymmetric mode” of oscillation of the two pendulums, all the springs
change their lengths and high frequencies intervene in the motion of the
system.

Once the eigenvalue equation is written, one takes advantage of the iden-

tity:
nm

sin((j - Dy 1) +sin((j n 1)N”:1) - 2cos<N:LL - 7r) sin(j Nn-:l)

and the eigenvalues read:

n
1<n<N.

N+1 W)’ ==

The characteristic frequencies are obtained from w? = w?(2 — p,):

. n o
wy, = 2wsin .

U = 2008(

N+12
For N ~ 108 one has:
wmin:lw, Wimax ™~ 2w = @:N:mg.
N Wmin

Tw 2T v, 2T v,

Wmin = N T A T ONa

Wiin ~ 10° = 10%s71,

v _
w:wmaxzf:1013+lol4s !
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1 Classical Systems

1.10

a)

The equations of motion for the &;, that can be derived either directly or
from the Hamiltonian found in Problem 1.8, are:

: k T &iv1 — 26+ &
&i(t) = (26 — &1 — &iy1) = — 25 :

m i a?

In the right hand side one can recognize the discretization of the second
derivative with respect to ; putting v = /7/u, one obtains, in the
continuum limit,
Pelat) 1 Pt

a2 02 a2
which is the equation of the elastic string, where v is the velocity of prop-
agation of (longitudinal) waves.

The frequencies of the normal modes, found in Problem 1.9, are:

9 k ( n 77) 2v ( n 7r)
Wy =24/ — sin( —— =) = — sin —
m N+12 a N+12

and for N — oo

v v
nro_ L S —1.9....
IN 21~ TN, =

where A\, = 21/n are the wavelengths of the stationary waves in the string.
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Old Quantum Theory

Spectroscopy and fundamental constants; Compton effect; Bohr—Som-
merfeld quantization; specific heats; de Broglie waves.

Note. The problems in this chapter are based on what is known as Old
Quantum Theory: Bohr and de Broglie quantization rules. Those situations
are treated in which the results will substantially be confirmed by quantum
mechanics and some problems of statistical mechanics are proposed where the
effects of quantization are emphasized.

2.1 The visible part of the electromagnetic spectrum is conventionally thus
divided:

| [ | | \ \
4000 A 4680 4860 5390 5900 6200 7500

violet blue green yellow orange red
wavelengths being given in A .

a) Convert the above wavelengths into the energies of the associated photons,
expressed in eV.

2.2 The dimensionless fine structure constant is defined as o = e?/hc.

a) Show that the Rydberg constant R, = mee4/47rh30 may be written as
Roo = a?/2)\. (M. = h/mec is the Compton electron wavelength) and the
ionization energy of the hydrogen atom (in the approximation of infinite

proton mass) as Ey = %anCCQ‘

According to the present day (2011) available data in the field of spectroscopy
one has:

Roo = 109737.31568527(73) cm ™~ ; o 7.297 352 5376(50) x 1073

me = 0.910938215(45) x 1027 g;  —© — 5.4461702177(24) x 10~*
mp

and in addition, by definition, ¢ = 299792458 m/s.

E. d’Emilio and L.E. Picasso, Problems in Quantum Mechanics: with solutions, UNITEXT, 13
DOI 10.1007/978-88-470-2306-2_2, © Springer-Verlag Italia 2011
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b) Calculate the relative standard uncertainties for the values of Ry, «, m. .

The Rydberg constant Ry for the hydrogen differs from R., because of the
finite proton mass.

¢) Calculate Ry and the Planck constant h with the correct number of sig-
nificant figures; also give the relative standard uncertainties of the results.

2.3 The frequency of an absorption transition from the n = 2 level of hydro-
gen was measured in a high precision spectroscopy experiments. The measured
frequency was vy = 799191727409 kHz .

Owing to relativistic corrections and other minor effects, the energy levels
of hydrogen are not exactly those given by the Bohr theory. Nonetheless:

a) Find the value of n for the final level.

In deuterium (the isotope of hydrogen with A = 2) the same transition gives
rise to an absorption line whose frequency is vp = 799409184973 kHz .

b) Assuming the difference between v, and vy is mainly due to the different
masses of the nuclei, calculate (with no more than three or four significant
figures) the value of the ratio between the deuterium nuclear mass and the
electron mass. (Use the numerical data given in Problem 2.2.)

2.4 Positronium is a system consisting of an electron and a positron (equal
masses, opposite charges) bound together by the Coulomb force.

a) Calculate the value of positronium binding energy E, (i.e. the opposite
of the energy of the ground state).

One of the decay channels of positronium is the annihilation into two photons:
e™ + e~ — 2v (the lifetime for this channel being 75, ~ 1.25 x 1070s).

b) Compute the energy and wavelength of each of the two photons in the
centre-of-mass reference frame of positronium.

The decay photons are revealed by means of the Compton effect on electrons.

¢) Calculate the maximum energy a photon can give to an electron at rest.

d) Assume the electrons are in a uniform magnetic field B = 103G with the
energy found in the previous question. Calculate the radius of curvature
of the trajectories described by the electrons.

2.5 Muonium is an atom consisting of a proton and a g~ meson. It is formed
via radiative capture: the proton (at rest) captures a meson (at rest) and this
reaches the ground state by emitting one or more photons while effecting
transitions to levels with lower energy (radiative cascade).
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a) Calculate the mass of the p~ meson, given that the maximum energy of
the photons emitted in the radiative cascade is 2.5keV.

b) Calculate the characteristic dimension of muonium in its ground state.

¢) Say what is the resolving power Av/v necessary to distinguish — by mea-
suring the frequency of the photons emitted during the radiative cascade
— whether the p~ has been captured by a proton or by a deuteron (the
latter being the nucleus of deuterium: the bound state of a proton and a
neutron).

2.6 The purpose of this problem is to show that any quantum state (i.e.
in the present case: any energy level), relative to a one-dimensional system
quantized according to the Bohr rule, occupies a (two-dimensional) volume h
in phase space.

Consider a one-dimensional harmonic oscillator quantized according to the
Bohr rule.

a) Compute the volume of phase space bounded by the surface of energy
FE, =nhw and that of energy F,_1.

Consider now a particle constrained to move on a segment of length a; its
energy levels FE, are obtained by means of the Bohr quantization rule.

b) Compute the volume of phase space bounded by the two surfaces of energy
FE, and E,_;.

¢) Show that the same result obtains for any one-dimensional system with
energy levels E, obtained through the Bohr rule. (Hint: use Stokes’
theorem.)

Consider now an isotropic three-dimensional harmonic oscillator.

d) Use the Bohr quantization rule in the form > . §p;dg; = nh to show
that the energy levels still read E,, = nhw and that the (six-dimensional)
volume of phase space bounded by the surface of energy F,, has magnitude
n3h3/6.

2.7 When a system with several degrees of freedom enjoys the possibility
of the separation of variables — i.e. there exists a choice of ¢’s and p’s such

that the Hamiltonian takes the form H = Hi(q1,p1) + Ha(g2,p2) -+ — it is
possible to use the Bohr—Sommerfeld quantization rules ¢ p;dg; = n;h for
all ¢ =1, .- relative to the individual degrees of freedom.

a) Find the energy levels E(nq,ne,n3) of an anisotropic three-dimensional
harmonic oscillator. Exploit the fact that its Hamiltonian can be written

in the form:

1 5 1 ;3 1
H:2pTln—|—5mw%q%+%+§mw§qg+%+§mw§q§.
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Consider now an isotropic three-dimensional harmonic oscillator. The number
of states corresponding to a given energy level E,, = nhw (the “degeneracy”
of the level) is the number of ways the three quantum numbers n4,n9,n3 can
be chosen such that E(nq,ne,n3) = E, .

b) Compute the degeneracy of the energy levels for an isotropic three-
dimensional harmonic oscillator and the number of states with energy
E<E,.

¢) Find the energy levels of a particle confined in a rectangular box with
edges of lengths a, b, c.

d) Still referring to the particle in the rectangular box (of volume V = abc),
compute the number of states enclosed in the phase space volume:

ny h

2a

and show that, just as in Problem 2.6, the volume-per-state is h®.

V x [(Ip1] € pny) X (Ip2] < Pny) X ([p3] < Pny) | s Pny = etc.

2.8 A particle of mass m in one dimension is subject to the potential
V(z) = X(z/a)?* with A > 0 and k a positive integer.

a) Show that the energy levels obtained through the Bohr quantization rule
are:

BAL/2k \2K/(1+E) +1
F. — p2k/(1+k) () , C :/ 1 — 22k do .
" vV8m aCl r 1
b) Explicitly write the energy levels for k =1 and k = co. Which well known
potential does the case k = oo correspond to?

2.9 Consider a nonrelativistic electron in a uniform magnetic field ]§, mov-
ing in a plane orthogonal to B.

a) Find the energy levels (Landau levels) by means of the Bohr quantization
rule §p-dd = nh, paying attention to the fact that, in presence of a
magnetic field, p'# mv.

b) Calculate the distance between energy levels for B =1T = 10*G.

2.10 A particle of mass m in one dimension is constrained in the segment
|z| < 2a and is subject to the potential:

0 2| > 1b
= b .
V(z) {—Vo 2] < Lb <a, V>0

a) By use of the Bohr quantization rule determine the energy levels with
FE, < 0, the condition for the existence of at least one level with negative
energy, and the number of levels with negative energy.
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b) Determine the energy levels with E, > V; (neglecting terms of order
VE/E?).

¢) Show that the corrections to the ‘unperturbed’ levels (i.e. those with Vy =
0) found in the previous question, coincide with —V;x (probability of
finding the particle with |z| < %b), where such a probability is the ratio
between the time spent in the segment |z| < %b and that spent in the
segment |z < 1a.

2.11 Consider a gas of atoms (or molecules) with a ground state Ey = 0, an
excited state E7, a third level E, with 0 < E, < F4, as well as other energy
levels E, > E; (a three-level system). Let us consider the contribution to

internal energy and specific heat exclusively due to the three energy levels
Eo, Ea; and E1 .

a) Calculate the contribution of the three levels to the internal energy as
a function of the temperature 7' and of FE,. For what range of T is it
legitimate to ignore the levels with E, > E; 7

The three curves (a, b, ¢) in the figure Cv
represent (not necessarily in the same
order) Cy (T') for three different values ¢
of B, B, =0, E, = By, B, = 5F) .

b) Identify the value of F, for each
curve and explain qualitatively their b
differ(.ent feature.& more prec.isely, Eijky T
why is the maximum in ¢ higher
than in b and why are there two maxima in a?

2.12 Consider a particle of mass m constrained in a segment of size a.

a) Show that, for high values of the temperature 7', the quantum partition
function Z(8) =3, exp [~BE,] (B8 =1/ksT) is well approximated by
the classical partition function divided by the Planck constant h. Explain
what ‘high values of T’ means.

2.13 Consider the gas consisting of the conduction electrons of a conductor
with given volume V. The conductor being neutral, the ions of the crystal
lattice partially screen the charge of the electrons, nearly making their repul-
sion vanish. In a first approximation the conduction electrons may therefore
be considered as a gas of free particles.

a) In Problem 2.7 it has been shown that the phase space volume taken by
each quantum state is h3. Calculate the number of (quantum) electron
states with energy p2/2m, less than FEp.
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Due to the Pauli principle, at most two electrons are allowed to occupy the
same quantum state; furthermore, at temperature 7' = 0K, the gas has,
compatibly with the Pauli principle, the lowest possible energy.

b) Let N be the number of conduction electrons in the volume V. Calculate
the maximum energy FEyr a conduction electron may have at 7' = 0K.
( Er is known as the Fermi energy of the system.)

¢) Under the same conditions specified above, calculate the value E of the
total energy of the gas (approximate sums with integrals) and its pressure
p. (For T = 0K the pressure is p = —0E/0V ). Verify that pV = 2E.
(Actually this relation holds also for 7> 0.)

d) Knowing that for silver the density is 10.5g/cm?®, the atomic weight is
A = 108 and that one conduction electron is available for each atom,
calculate the value (in atmospheres) of the pressure p at T = 0K and the
value of the Fermi temperature Ty = Fy/kp for the electron gas.

2.14 Neutrons produced in a nuclear reactor and then slowed down (‘cold’
neutrons) are used in an interferometry experiment. Their de Broglie wave-
length is A\ =1.4A .

a) Calculate the energy of such neutrons and the energy of photons with the
same wavelength (neutron mass m, ~ 1.7 x 10724 g).

The neutrons are fired at a silicon crystal and the
smallest angle 6 (see the figure), for which Bragg \ /9/

reflection is observed, is 6 = 22° . ld

b) Calculate the distance d between the lattice plains of the crystal respon-
sible for Bragg reflection.

¢) Say for how many angles Bragg reflection can be observed.

2.15 ‘Ultracold’ neutrons are free neutrons whose de Broglie wavelength is
some hundred A .

a) Calculate the speed and energy of neutrons with A = 900 A and their
‘temperature’ (T' = E/kg).

A way to obtain ultracold neutrons is to inject cold neutrons vertically into a
tower of height D ~ 35m.

b) Say what the initial wavelength A; of the cold neutrons must be in order
that, at the top of the tower, the final wavelength is Ay = 900 A .

A nonabsorbing material behaves for neutrons as a region where the potential
is about Vy ~ 10" eV (a repulsive potential). For aluminium Vy = 0.55 x
10~ 7eV.
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c¢) Calculate the refractive index of aluminium (i.e. the ratio between the
wavelengths in vacuum and in the medium) for the neutrons with A =
900 A..

Neutrons with A = 900 A impinge on the surface of a
plate of aluminium. \ /9/

d) Say for what range of angles (see the figure) does
total reflection occur.




Solutions

2.1

a) Since for photons A[A] x E[eV] = 12400 eV A one has:

7500 A 6200 5900 5390 4860 4680 4000
| | | | N \
1.65eV 2 2.1 2.3 2.552.65 3.1
red orange yellow green blue violet
2.2
a) One has:
4 4 2 2
Mmee e MeC a*he 1 4
Roe=—5=——X =—: B =R, hc= = —a“mec”.
drhie R Amh 2X.) 22, 2
AR Aa Ame
b) =—= =6.7x 1072, — =6.9x10710; —2=49x%x1078,
R « Me

¢) With pe the reduced mass of the (e, p) system,

e ROO
oz Ruxlo o B
me  1+me/m,

ARy ARy | Alme/myp) N AR
Ry R 1+me/mp R

+ A(me/myp)

=67x107124+024x1072 =7x 10712

then Ry has 12 significant digits as Roo: Ry = 109 677.583 4064(8) cm L.

a?mec Ah Ao Ame R _g
h= T T = =2 e +%§5x10

ARso/Roo € Ame/me ), then h = 6.626 06896(32) x 10~27 erg s.
( / g
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2.3

Dl d) - Al
If n?<10* it is sufficient to make calculations with 6 significant digits
(Rpy is given in the solution of Problem 2.2):
1 1 0.799192 x 10'°
n2 =4 109677 - 299792 x 105

b) As the frequencies are proportional to the reduced masses, one has:

=0.007 = n’~143 = n=12.

v _ L4 me/ma Mo _ Y
Up 1+me/mp mq Vp

14 me/myp) — 1
and, with me/m, given in the text of Problem 2.2,

me 799192 ) ma
Me _ 1.000544 — 1~ 2724 x 1074 =
ma 799409 8 e

24

~ 3670.

a) Positronium differs from the hydrogen atom only for the value of the re-
duced mass, which is a half of the mass common to electron and positron.

Then:

62

Eg = 1o %13.6eV =6.8¢eV.
b) In the centre-of-mass reference frame the two photons have the same en-
ergy mec? (binding energy neglected):
he 12400

E, = 2 =051M =— = _ —0.024A
Y = MeC 0.5 eV, A E, 051 % 10° 0.0

which is the Compton electron wavelength . = h/m.c.
¢) The maximum release of energy from the photon to an electron takes

place when the photon is scattered backwards (¢ = 180°). In this case the
wavelength of the scattered photon is

Lo
AT) =A0)+2 . =3\ = E = B
and as a consequence the energy released to the electron is

2., 2
Ee =SB, = gmec® = 0.34MeV .

d) The momentum of the electron is
El —Ef 4
p= - 2= S MeC
c c 3
so the radius of curvature of the electron trajectory is
_pc _4Admec> 4 he
P=eB~ 3 eB 3 4rusB

where g = eh/2mec = 5.8 x 107%eV/G is the Bohr magneton.

=2.3cm
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2.5

a) The energy levels of muonium differ from those of the hydrogen atom only
because of the different value of the reduced mass. The highest energy
of the emitted photons is equal to the ionization energy of muonium and
is 2.5 x 103/13.6 = 184 times that of the hydrogen atom, therefore the
reduced mass p of the system (p~ p) is 184 times the electron mass:

mpp 1840me x 184 m,
mp — g 1840me — 184m,

b) Also the dimensions of the orbits of the = meson are reduced by a factor

184 with respect to those of the electron. As a consequence the size of
muonium in its ground state is ap/184 = 0.53 A /184 = 2.9 x 1073 A .

¢) The reduced mass of the system (p~ d) is 193 m,, whence:
Av Ap 193 — 184
vooou 184

my, = =204 me .

~5%.

2.6

a) The curve described by the equation p? + m2w?q? = 2m E,, is an ellipse

whose semiaxes are /2mkFE, and \/2FE,/mw?, so the enclosed area is

A, =B o o A AL =h.
w

b) In the case of a particle in a segment, the Bohr quantization rule gives
pn = E£nh/2a, so the volume of the phase space where E < E,, is the
area of the rectangle whose base and height respectively are a and 2|p,|,
therefore:

A, =2|ppla=nh = A,—A,_1=h.

Equivalently:
+v2mE,
B2
A, = /dqdp:a/ dp=2an{/— =nh.
4a?
E<E, —V2mE,

¢) The volume of the phase space where E < E,, is

A, = dgdp

E<E,

and by Stokes theorem (the surfaces are oriented):
dgdp = — ]{ pdg
E<E, E=E,
(indeed, the flux of the curl of the two-dimensional vector B with com-
ponents By = —p, B, =0, curl B = 0B,/0q — 0B,/0p = 1, equals the

circulation of the vector B ) therefore, owing to Bohr quantization rule,
A, =nh.
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One has:

2r— 2
%Zpiin:Z/ piqidt=2—ﬂ-Ec:iE”=nh:>En=nhw.
i i period w w
Making the change of variables p; = Vmwp}, ¢; = ¢;/v/mw (the Jaco-
bian is 1), the surface of energy F,, becomes the surface of the sphere of

radius /2F, /w. The volume of the sphere of radius R in d dimensions is
x4/2 pd 3

n

6
where use has been made of the fact that d = 6 and that, for integer k,
the Euler I" function has the value I'(k) = (k —1)..
The meaning of the obtained result is that the number of states of the
oscillator with energy E < E, is of the order of n®/6 (approximately one
state for each cell of the phase space with volume h?).

d =

As the Hamiltonian H is a separate variables one: H = Hy + Hs + Hs, its
energy levels are:

E(ny,ng,ng) = nihw + nohws + nzhws .

In the case of an isotropic oscillator w; = wy = w3 =w and

E(ny,ng,ng) =(n1+ne+ns)hw=nhw, n=mniy+ne+ns.
Choosingny =n—*k, (k=0, -+ n), ng and n3 may be chosen in k+ 1
ways: no =k, ng =0; no=k—1, ng=1; --- ny =0, ng = k. So the

degeneracy of the level E, is

gn:Z(k"’_l): (n+1)2(n—|—2)

0
and the number of states with energy F < E,, is

n

ng:%Z(k2+3k+2):

0 0

_ 1<n(n+1)(2n+1) +3n(n+1) +2(n+1)>: (n+1)(n+2)(n+3)

2 6 2 6
Compare this result — that will be confirmed by quantum mechanics — with
what has been found in question d) of Problem 2.6.

Also in the case of a particle in a box the Hamiltonian is a separate vari-
ables one: H = p?/2m + p3/2m + p3/2m, therefore:

n?h?  n3h® nih? :ﬁ(ﬁ nf% n%)

8ma?  8mb%:  8mc?  8m

E(n1,n2,n3) = 2t eta
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d) Due to p,, = nih/2a, pn, = nah/2b, etc. the required volume is given
by V x 23 pu,ProPns = ningng h® and, since the number of states with
quantum numbers less or equal to ni, ng, ng is ninong, the result follows.

2.8

1/2
a) j{pdx—%\/ZmE Vix dx—\/ ?{ dz.

Putting y = (\/E)/?* 2 /a,
EN1/2k 11
}l[pdszVQmEa(X> / V1—y?*dy=nh =
~1

1/2k 1/2k  \2k/(1+k)
E(l—‘rk)/Qk =n h A / = En — an/(l-{-k) < h A / ) .
" v&8m aCl, v8m aCl,

b) For k=1 C, =n/2 and E, = nh+/2\/ma?: these are the energy
levels of a harmonic oscillator with %m w? = \/a?.

For k = oo the potential is that of an infinite potential well of width
2a (2?8 — 0 for |z| < 1, 2% — oo for |z| > 1), Cs =2 and the energy
levels are E,, = n?h?/8m(2a)%.

Only in the two cases k = 1 and k = co (up to the additive constant
%hw in the case of the oscillator) the energy levels found by means of
the Bohr quantization rule will turn out to be identical to those predicted
by quantum mechanics: in general, the energy levels calculated using the
Bohr-Sommerfeld quantization rule agree with those predicted by quan-
tum mechanics only for large values of the quantum number n.

2.9

a) The electron follows a circular trajectory with cyclotron angular frequency
we = eB/mec (twice the Larmor frequency) and velocity v = wer =
e Br/mec. One has:

e -

p=mev——A; %* dq——mev ——j{A dq
c

and, thanks to Stokes’ theorem,

2 1 e?B%*r? 2 1
]{A dq = —WTQB*—WX eTg:—Wx—mevz
c c We 2 msic we 2

then (the energy is only kinetic):

b) The Bohr magneton is defined by (see also Problem 2.4):

eh

Up = 5 = 0.93 X 10_20 erg/G =58 x 10_98V/G

(6]
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so the distance between Landau levels is
AE, =2usB =1.16 x 107 %eV .

2.10

a) For negative energies the particle is confined in the region |z| < 1b,

whence:
nh n2h?
p m(EntVo) =55 = gmpz 10
h? 2b/2mV,
El<0 = Vo>——"' E,<0 = n<2¥iM0
8mb? h

and the number of levels is given by the integer part of 2b+/2mVy/h.

b) For E >0 the Bohr condition reads:

[(a—b)\/2mEn +by/2m(E, +VO)] = n?h

that, for E, > Vi and up to the first order in Vy/E,,, takes the form:

o oo L) o VTR 0 -2

that gives, upon solving and neglecting the terms of order ViZ/E2,

n2h? b 2a+/2m Vy
n= 5 5~ = V0, n>>-——— "
8ma a h
¢) Inone period, the time spent by the particle in a given segment, is twice the
ratio between the length of the segment and the velocity of the particle: in
order to find the result to the first order in E/V{ we must take the velocity

of the unperturbed motion (that with V = 0), then:
b t b

th=22; t,=2- = —Vh2L=-"V1.
v v ta a

2.11

a) Putting Ey = 0 one has:

_ Eye P 4 Ere=FE
T 1+e BBy o BB
It is legitimate to neglect the levels with E,, > FE; when their population is

negligible with respect to that of the level F;, namely when e #(Frn—F1) «
1,ie when T < (E, — Ey)/kg.

b) Note that, when E, = 0 = Ej, the degeneracy of the level Ey is 2, when
E, = FE, the degeneracy of F; is 2, while for E, = %El the lowest
energy level is “quasi degenerate” with FE, . So, for high temperatures
(kgT > Fy), i.e. in the limit of equi-population, if E, = FEj, the internal
energy tends to a value that is twice that of the case E, = Ey (2F1/3 in
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the first case, F1/3 in the second) and almost twice (2/1.1) that of the
case F, = %El, and then grows more than in the other cases. For this
reason the specific heat of the case E, = E; (the curve labelled by c) is
greater than in the other cases.

If £, = 1—10E1, the level E, becomes immediately populated (i.e. for
temperatures T ~ FE,/kg) and the specific heat grows accordingly; then,
as long as kT < FEy, the system behaves as a two-level system, therefore
Cy decreases towards zero to start a new growth when the level F; starts
populating: in conclusion the curve labelled by a corresponds to the case
when the lowest energy level is quasi degenerate: E, = %El .

2.12

a)

The classical partition function is
o0

chz/exp[—BpQ/Zm} dqdp:2a/ exp[—ﬁpz/Zm] dp

0
~ 2aznexp {fﬂpi/Qm} x Ap,

and, if we take p, = nh/2a, Ap, = h/2a, the thesis follows.
Let us now examine the conditions under which approximating the
integral by the series is legitimate. One has:

ch/h:%/oooexp{—ﬁpzﬂm} dpz%l 3 /pn+lexp[—ﬁp2/2m} dp

n=0"Pn

= 2% iexp [—ﬁﬁiﬂm} X Ap, = iexp [—ﬁﬁi/?m]
n=0 n=0

where p, < P,, < Pnt1. The maximum of the difference with respect to
the sum with p,, instead of p,, is obtained if one replaces p,, with p,,41: in
this case the two sums differ by the first term that equals 1. The quantum
partition function and Z/h differ by a function of 3 (the p,, do depend
on f3) bounded by 0 and 1; since fe"”2 dz = \/7/a, one has:

a [2mm

h\V B

and in conclusion, if Z./h >> 1 namely for 8 < ma?/h? (ksT > h?/ma?),
the difference is negligible.

Za/h =

2.13

a)

Since the energy of the electrons is p?/2m., putting pr = v/2m. Ex one
has:

4
/ Bqd3p =V x dr /p2dp - gV(2me Fr)
E<FEp p<pp

3/2
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47V
The number of states is n = e (2me EF)3/2 .
b) The energy is a minimum if all the states with energy less than Ey are
occupied and there are two electrons per state, so:
4TV 3/2 h2 [3N\*?
N=2n=2 2me E = Ep= SV
n=2x g (2me Br) P 8me \7V

¢) The total energy is

E = 2 X Z Eﬂl,n27n3 2 X Z pn1 +pn2 +pn3)
ni,nz,n3 ny n2,n3
where p,, = nih/2a, etc. and the sum is performed on all the quantum
numbers such that E,,, ,, ns < Er. The points 7= (pn,, Pny, Pny) 0 the
octant p; >0 (i =1, 2, 3) of momentum space give rise to a lattice with
unit steps h/2a, h/2b, h/20. So, replacing the sum with the integral:
18V 2 ArV 3h2N (3N \*/?
E:2—4/pp2dp—ﬂg —
8 h3 2me h3 40me \ 7V
and since F is a homogeneous function of V' of order —2/3:
OE 2 2E  wh? (3N
V=-V_—-=-FE = — .
P v 3 P=3V ™ 60me (W)

d) A mole of atoms of silver occupies the volume 108/10.5 ~ 10 cm?, so:
N/V ~6x102ecm™> = p=~2x10"dyn/cm? =2 x 10°atm.
Er=9x10""2erg=56eV = Tr=6.5x10"K.

2.14

a)

While for a photon:

h 124 A
B, = hy e 12400eVA
A 1.4A

for a particle of mass m # 0, if m, stands for the electron mass:

h h m
A= o AVE= 1/ =124 CA V)12
D 2m FE \V2m 02 (eV)

and, as a consequence, for neutrons of mass m, ~ 1.7 x 10724 g = 1840 m,
one has:

124\2 1 .
E, = (H) X Tagp = 48X 1076V
From the Bragg relation 2d sinf =n A\ with n =1 one obtains:
A
~ 2sind
The number of angles for which there occurs Bragg reflection is the integer
part of 2d/\, namely 2.

=8.9x10%eV,

~19A.
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2.15
h h?
a) v= L = = 43m/s; B = =1077eV; T=1.1x103K.

b)

2mpy \2

The difference between the initial and final kinetic energy is 3.7x 1076 ¢V,
that practically is the same as the initial energy; so, if the energy is ex-
pressed in eV and the wavelength in A (see Problem 2.14), one has:

12.4
A\ = —< ~150A

Voo

or, since \ is 1nversely proportional to the square root of the energy,

A = A/ Er/E; =900+/10-7/3.8 x 10-6 ~ 150 A .
In vacuum Ao = h/py = h/v2my,FE; in the medium A = h/p =

h/\/2mnE Vo), therefore n—)\g//\— 1-Vy/E =0.67 (note that
n<l)

My, M

Note that, contrary to the convention used in optics, here the incidence
angle is measured from the reflection plane. So total reflection occurs for
angles 0 < 0, where cosf,. = n, namely 0 < 48°. Equivalently, if 7y is
the momentum of the neutron in vacuum and p is the momentum in the
medium, taking the y axis normal to the surface and the x axis in the
plane containing the incident beam, one has:

2 2 2 2
Pos Poy Pz Dy
2my + 2m,  2my, * 2my, o

Since py = por and poy = posin g, there occur both reflection and refrac-
tion when pz > 0, i.e. Esin?6 > Vp, therefore sin®0, = Vo/FE, namely

cosb, =+/1—-Vy/E.
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Waves and Corpuscles

Interference and diffraction with single particles; polarization of photons;
Malus’ law; uncertainty relations.

Note. The exercises in this chapter regard the fundamental concepts at
the basis of quantum mechanics: Problem 3.3 exposes all the “interpreta-
tive drama” of quantum mechanics, which is why its somewhat paradoxical
aspects are discussed in detail in the solution.

3.1 A beam of monochromatic light, with Cs
wavelength Ao = 6 x 10> A (sodium yellow L 1

light), enters from the left the Mach—Zehnder 59 I 54‘
interferometer represented in the figure. The g I lCl

4 4

mirrors s; and s4 are semi-transparent: s;

transmits the fraction a? of the intensity of N - 53
the incoming light and reflects the fraction

b% (a,b positive, a® + b*> = 1), whereas s4 transmits and reflects the 50% of
the incident intensity. By varying the inclination of the thin glass plate L,
whose width is d (and therefore the length of the optical path), it is possible
to vary the phase of the wave that follows the path s; — so — s4, with respect
to that of the wave that follows s; — s3 — s4.

a) If n is the refractive index of glass, calculate the phase difference ¢, due
to the plate. If n = 1.2 and d = 1 mm, by what angle a should the plate
be rotated in order to have a variation of the phase difference dp = 277

b) Given the intensity Iy of the incoming light, calculate the intensity 17 ()
(P = Q515951 — Ps1—s5—ss = ©1 — p2) of the light seen by the counter
C; and the ‘visibility’ (or contrast) V of the interference fringes:

V= (I I g I,
¢) Calculate the intensity Iz(p) of the light seen by Cs.

Assume that instead of L there is a plate of absorbing material that completely
absorbs the light in the path so — s4.

d) Calculate the intensities of the light seen by C; and Cs .

E. d’Emilio and L.E. Picasso, Problems in Quantum Mechanics: with solutions, UNITEXT, 29
DOI 10.1007/978-88-470-2306-2_3, © Springer-Verlag Italia 2011
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3.2 The intensity of the light (A = 6000 A) entering the interferometer of

Problem 3.1 (without the glass plate L) is Iy = 5 x 1072 erg s"'ecm™2 and

the section of the beam is 25 mm?.

a) Calculate the average number per second N of photons entering the inter-
ferometer. Assuming that the distance between s; and the counters is 60
cm, how many photons are, on the average, inside the interferometer?

b) With the notations of Problem 3.1, let ¢ = 0 and a? = 0.7, > = 0.3
the values of the transmission and reflection coefficients of the semi-
transparent mirror s;. What are the average counting rates Ny, No of the
counters Cq and Cs and the respective standard deviations ANy, ANy ?

3.3 Consider the experiment with the Mach— Cs
Zehnder interferometer described in Problems D

3.1 and 3.2, with the following variation: in the S9 @ 34‘

path s — s4 an optical fiber is inserted so g —|c

A 4

that its length is increased by some tens of me-

ters. The photons entering the interferometer p 51 - 53
are taken from a sodium lamp and are emitted

in the transition from the first excited level to the ground state. The lifetime
of the excited level, i.e. the average decay time, is 7 = 1.6 x 107 8s.

a) Calculate the average ‘length’ of the emitted photons.

b) Always assuming that the transmission and reflection coefficients of the
semi-transparent mirror s; are a® and b2, and that N > 1 is the rate
of photons entering the apparatus, calculate the average counting rates at
Cl and CQ .

3.4 The Bonse-Hart interferometer for neu- Co
trons is similar to the Mach—Zehnder interfer- |
ometer for light (the mirrors are silicon crystals S2 54

- - |Cl

by which neutrons are reflected & la Bragg). ‘

Neutrons (mass m, = 1.7x10724g), whose
de Broglie wavelength is A = 1.4 A, are sent - -
horizontally in a Bonse-Hart interferometer
positioned in such a way that their paths are in a vertical plane. The dif-
ference in height between the paths so — s4 and s1 — s3 is d (see figure).
Assume the propagation of the neutrons between the mirrors is rectilinear.

4

-—Q,—

S3

a) Let k= 2m/\ be the neutron wavenumber and ¢ the gravitational accel-
eration. Neglecting terms of order g2, calculate the difference Ak = k—Fk’
between the wavenumbers in the paths s; — s3 and sy — s4 due to the
difference in potential energy.

b) Assume the paths s; — s3 and sy — s4 both have length L and that
also the paths sy — so and s3 — s4 are identical. Calculate the phase
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difference ¢ between the de Broglie waves that arrive at s4 via the ‘low’
path (s1 — s3 — s4) and via the ‘high’ path (s; — s2 — s4). Calculate
¢ whend=3cm, L =7cm.

The interferometer is rotated around the direction of the incident beam (the
direction s; — s3) in such a way that the difference in height between the
paths so — s4 and s; — s3 is varied.

c) Calculate the number of maxima in the countings at C; (‘number of
fringes’) for a rotation from —30° to +30° with respect to the vertical
plane.

3.5 A Bonse-Hart interferometer for neutrons (see Problem 3.4) with the
neutron paths in a horizontal plane, is at rest in a frame rotating with constant
angular velocity w around a vertical axis (z axis). The Hamiltonian of a free
particle of mass m in the rotating frame is

]—52

H=_—-wlL,, L. = qip2 — q2p1 -
2m

a) Write the Hamilton equations (note that p'# md) and verify that they

give rise to the equation of motion F=ma, F being the sum of centrifu-
gal and Coriolis forces.

Let I, be the length of the paths s; — s3, s — s4 and [, that of the paths
$1 — S2, S3 — S4 (see Problem 3.4). The rotation of the interferometer
causes a phase difference ¢ between the de Broglie waves that arrive at the
semi-transparent mirror s4 via the different paths v, = s; — s9 — s4 and
Yo = s1 — s3 — s4. (This is the Sagnac effect for neutrons.)

b) Let E be the energy of the neutrons in the rotating frame. Calculate the
wavenumber k = p/h = 2w /) in the different paths of the interferometer
to first order in w: to this end assume that the propagation of the neutrons
between the mirrors is rectilinear.

¢) Calculate the phase difference ¢ to first order in w. What is the numerical
value of ¢ if w is the angular velocity of the Earth and I, x I, = 9cm??

[The Sagnac effect was first measured for light in 1925 (Michelson et al. using
an interferometer with [, = 613m and I, = 340m ) and for neutrons in 1979
(Werner et al. with the above given area).]

3.6 A pointlike light source S is located at a distance D ‘

from a screen in which a small circular pin hole of diameter ! ‘
a has been made. The emitted light, whose wavelength is Sf

A, is recorded on a photographic plate parallel to the screen !
a distance L away from it.
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a) Making use of diffraction theory and not paying attention to factors of
the order of unity, estimate the dimension of the spot produced on the
photographic plate.

Assume now that only one photon arrives on the photographic plate.

b) What does one observe on the plate: a faint spot whose dimension is that
calculated in a), or a more intense and (practically) pointlike spot?

¢) Assume that only the source — screen distance D is known, whereas the
position of the source along the dashed line in the figure (in any event not
too far from the central position) is not known. Assume also that only one
photon arrives on the photographic plate. With what uncertainty is the
position of the source known? What if N photons arrive?

3.7 Consider Young’s double-slit interference experi-
ment carried out by sending one photon at a time. A A|

system has been suggested to establish which slit does |\ g \‘/ - 1 o

any photon, arriving in the central interference fringe, -~ \L\ 1 s
come from: a hole is made in the screen S (see the fig- P|_ | |77
ure), in correspondence with the central fringe and of S

the same dimension, so that the photons coming from slit A trigger counter
Cy, while those coming from slit B trigger C;. In this way the interference
pattern is not destroyed, for all the photons that trigger the counters belong
to the central fringe. (The same system may be used for other fringes.) Both
the distance D between S and the slits, and the distance L from S to the
counters are much greater than the distance d between the slits and the width
a of the central fringe. Assume finally that the dimension of the slits is small
compared to d.

a) Calculate the width a of the central fringe (i.e. the distance between two
adjacent points where the intensity vanishes).
b) Making use of diffraction theory, show that the proposed device does not

allow one to establish which slit does any single photon come from.

3.8 The electric field of a plane wave propagating in the direction of the z
axis is described as:

. E . . .
E(z,t) = 70[((:051961”1 é1+sindel?? gy) el kz=wt) 4 c.c.]

where é; and é; are the unit vectors along the = and y axes, and c.c. stands
for complex conjugate. The polarization state, either of the wave or of the
single photon, is described by the complex unit vector:

€yp =cosVé; +sinde'? ey, = s —Q1; é;w-éngl.

a) Write the vectors that describe the states of circular polarization and show
that — up to an overall inessential phase factor — they do not depend on
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how the x and y axes, orthogonal to the direction of propagation, are
chosen.

A polaroid is a plastic sheet capable of transmitting the component of the
light—-wave polarized parallel to a given direction (transmission axis) and of
absorbing the orthogonal component. We assume that the both the transmis-
sion and the absorbtion coefficients are 100%.

b) Calculate what fraction of the intensity of a wave, whose electric field is the
one given above, is transmitted by a polaroid sheet whose transmission axis
is in the direction of the x axis (Malus’ law). What is the probability that
a single photon is transmitted by the polaroid? What is the probability
that a single photon in a circular polarization state is transmitted by the
polaroid? What is its polarization state after it has been transmitted?

Photons in the polarization state é; impinge on a succession of N parallel
polaroid sheets oriented in such a way that the transmission axis of the first
makes an angle o = 7/2N with the direction é;, that of the second 2a and
so on (the axis of the last polaroid having the direction of és).

¢) Calculate the probability for a single incident photon to be transmitted
by all the polaroids in the following cases: N =2 (a« = 7/4), N = 90,
N — oco.

d) Calculate the same probability as in ¢) for a circularly polarized incident
photon.

3.9 Consider the Young’s interference experiment
with two slits A and B, performed with monochro-
matic light produced by a source S. The light is
polarized, but its polarization state is not known.
Let Z be the direction of propagation of the light
(see figure). A polaroid sheet Pg, whose transmis-
sion axis is parallel to the plane containing the slits, L
is interposed between the source and the screen with the slits.

a) It is observed that as the polaroid is rotated around the z axis, neither the
position nor the intensity of the interference fringes changes. What can be
said about the polarization of the light emitted by S?

The polaroid sheet Pg is removed.

b) How does the interference pattern change?

Two polaroid sheets P, and Py are now placed just in front of the two slits,
with the transmission axes both parallel to the z-y plane. The axes of Py
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and Pp make respectively angles « and § with the z axis. (Remember, Pg
is no longer there.) The electric field on the plate L near y = 0 is

E(z,t) = Eyé, cos (wt+ pa(x)) + Egégcos (wit + op(x))
where é, and ég respectively are the unit vectors describing the rectilinear
polarization of the light that is transmitted by P and Pg, and |a— 3| < /2.

wa(x) and @g(x) are proportional to the length of the optical paths from the
two slits.

¢) Calculate the intensity I(x) on the plate L and the visibility V' — or
contrast — of the interference fringes (see Problem 3.1). For what values of
a and ( is V a maximum? For what values is it a minimum?

Keeping Ps and Pp in place, a further polaroid sheet Py, is interposed some-
where between the slits and the plate L: its transmission axis makes an
angle ~ with the z axis and an acute angle with respect to both é, and

et o= <7w/2, B~ <7/2.

d) Calculate V' as a function of v and find for what value of v V is a
maximum. Consider the particular case when é, = é1, ég = é3 (€1 and
é2 being the unit vectors of the = and y axes). Say what difference is
observed on the plate L in the two cases: i) Py, is absent, ) Py, is present
and its axis makes 45° with the x axis.

3.10 In an experiment a beam of light is available about which it is known
that all the photons are in the same state of circular polarization, but their
chirality (i.e. whether they are either left or right) is not known.

a) Can chirality be determined by making measurements with an apparatus
made only of polaroid sheets and counters?

A quarter-wave plate is a birefringent crystal (e.g. calcite or quartz) of suitable
thickness that induces the following transformation on the polarization state
of the photons that go through it:

cos¥é; +sinde'?éy — cosdé; +sindel P21/ g,

where é; and é; stand for the two states of rectilinear polarization orthogonal
to each other and parallel to the so called fast and slow axes of the crystal.

b) Show that, by using a quarter-wave plate and then making only one mea-
surement with a polaroid sheet on one single photon, the chirality of the
beam can be established.

An arbitrarily large number of photons, all in the same unknown state of
polarization éy, = cosvé; +sinde’? ég, is available.

¢) By exploiting Malus’ law, which information can one obtain about the
state of polarization by means of measurements that make use only of
polaroid sheets (and counters)? What if also a quarter-wave plate is used?
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3.11 A plate of an optically active substance induces a rotation of the di-
rection of the (rectilinear) polarization of the photons crossing it:

cost¥éy +sindéa — cos(¥+ ) é1 + sin(d + «) éq

and has a linear behaviour. (As usual, é; and é; stand for mutually orthogonal
rectilinear polarization states.)

a) Given the basis (é1, é2), write the matrix U that implements the linear
transformation induced by the optically active plate on a generic polariza-
tion state.

b) Which polarization states are left unaltered by the plate?

¢) Which polarization states are left unaltered by a quarter-wave plate (see
Problem 3.10)7

d) When photons in an arbitrary state of polarization are sent through ei-
ther a quarter-wave plate or an optically active plate, is one making a
measurement on the photons?

3.12 Uncertainty relations allow one to re-establish for
particles some results of interference and diffraction theory
in optics. Particles (e.g. neutrons, electrons, photons ...) .
orthogonally cross a screen in which a pin hole of width «a y [ B
has been made. Lﬁ”

-

a) By using the uncertainty relation in the form Ay Ap, ~ h, show that the
particles that go through the hole come out ‘diffracted’” with an angular
width of the order of A\/a, where A = h/p < a is the de Broglie wavelength
(and the y axis is orthogonal to the direction of the incoming particles).

Consider now a double-slit interference experiment (Young’s experiment),
with a the width of the slits and d > a the distance between them.

b) State whether the uncertainty on the y component of the momentum of
the photons that have crossed the screen with the slits is Ap, ~ h/d or
Apy >~ h/a and accordingly write down the product Ay Ap, .

3.13 Consider Young’s double-slit interference experi-

ment with the following variation: just after one slit there

are two parallel mirrors with an inclination of 45° with A
respect to the incoming photons (see the figure). The up- =~~~ T
per one (thinner in the figure) can move in the direction
orthogonal to itself, so that when it is hit by a photon it _____"______
recoils. The photons are then revealed on a photographic
plate. For each photon arriving at the photographic plate
it is possible to decide which slit has been crossed by re-
vealing whether the mirror has recoiled or not (“which
way” experiment).
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a) If Ag™ is the uncertainty in the position of Ag™)
the mirror (see the enlarged view in the figure), /
say which is the uncertainty AL in the length of
the optical path from the upper slit to the screen
where the arrival of the photons is recorded.

b) Which condition must Aq¢(™) satisfy in order that
the interference pattern is not destroyed? S =

¢) If Ap(™) is the uncertainty in the momentum of the mirror and p the
momentum of the incoming photons, which condition must Ap™) satisfy
in order that the recoil of the mirror can be detected?

d) Are the conditions on Ag™) and Ap™) determined above consistent with
the Heisenberg uncertainty relations?

3.14 The photons emitted in the transitions between the energy levels of
a given atom give rise to the atomic spectrum. The spectral lines, i.e. the
observed frequencies v;, have a nonvanishing width Ay; called “natural width
of the line”, due to the lifetime of the transition, namely the average decay
time 7 (see Problem 1.2).

a) If 7 is the lifetime of a given transition, what is the average length of the
emitted photons, i.e. the uncertainty Az in their position?

The yellow light of a sodium lamp has a wavelength A ~ 5890 A and is emitted
in the transition from the first excited level to the lowest energy level of sodium
atoms. The lifetime of the transition is 7 = 1.6 x 10~ s (see Problem 3.3).

b) Calculate the uncertainty Ap in the momentum of the emitted photons
and, as a consequence, the uncertainty Av in their frequency. What is the
value of the frequency v ?

The value of Av calculated above is the natural width of the yellow line of
sodium.

c) Calculate Av/v = AX/X and the quality factor Q of the line (see Problem
1.2).

d) Calculate the energy E and the uncertainty AFE for the emitted photons;
express your results in eV.



Solutions

3.1

a)

If X\ is the wavelength in glass, owing to n = Ag/\, one has:
27 2r . 2m(n—1)

=—d——d=——F7"—"-"=4d.
AENITN o
The requirement §¢ = 27 entails:
d 1 da?
I=(n-1) (== =1) = 12@m- DT = a=dd
(n ))\0 Cos (v (n ) 2o @

Let E(x,t) = Egcos(kxz — wt) be the electric field of the incident wave
(the polarization is not relevant). The wave arriving at the counter C; is

E
—O(acos(wt+cp1)+bcos(wt+<p2)), Y1 — P2 =¢
V2
and, as a consequence, the intensity at C; is
1 1
Li(p) = §Io(a2 +b° +2abcosp) = 510(1 + 2abcos )

n L
Iiﬂax _|_ I{ﬂln

The intensity at Co can be simply calculated as:

1
Iy(p) =1Io—Ii(p) = 510(1 —2abcos p) .

Therefore the wave arriving at Cs is

&(acos(wt+w1)+bcos(wt+w2)), Y1 — =@t

V2

i.e. there is an extra phase difference of 180° with respect to that between
the two components arriving at Cy: this is due to the fact that along the
path s; — so — s4 — Cy there occur three reflections, whereas along the
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path s; — s3 — s4 — Cs there occur one reflection and two transmissions;
instead, in the case of the light arriving at C;, there occur two reflections
and one transmission along both paths, therefore in a reflection there is
an additional phase change of £90° with respect to a transmission.

d) If at s4 only the light from the path s; — s3 — s4 arrives, the same
intensity %aQIO is measured by both counters.

3.2

a) The energy of a photon is E. ~ 12000/6000 = 2eV = 3.2 x 1072 erg , so
the number of photons per second is N =5x 1073 x0.25/(3.2 x 10712) =
4 x 108. One photon every 2.5 x 1079 seconds enters the interferometer
and each photon spends 2 x 1079 seconds in it, so the average number of
photons inside the interferometer is 0.8.

b) Ni=3N(1+2ab)=2x10%-1.92 =3.83 x 10
Ny=N—N; =0.17 x 108.

The probability distribution relative to the counting of the counters is the
binomial distribution with probability p = N1/N = 3(1+2ab) that each
single photon be revealed by C; and probability ¢ =1—p = %(1 —2ab)
by Cs. Therefore, for each counter AN; = /Npg = 4000 and, as a
consequence, AN;/ N; =107°, ANy/ Ny =2.35 x 1074,

3.3

a) The average length is ¢ x 7 =4.8m.

b) Let 1 be the length of the path s — so — s4 — Cy2 (the one with the
optical fiber) and Iy that of the path s1 — s3 — s4 — C12, 1 = li/c
and ¢ = ly/c < t1. Let t = 0 be the instant when a photon enters the
interferometer: one of the counters will click either in the interval of time
t1,t1 + 7 or in the interval to, %5 + 7, then the recording of the arrival is
a measurement of the followed path: in this case there can be no inter-
ference, it is as if the other path would be inaccessible. As a consequence
(see Problem 3.1d) each counter counts 2N (a? +b*) = 2N photons per
second.

Experiments confirm this conclusion: it is known since the times of the
first experiments on interference — then with no reference to the fact that
light consists of photons — that, if the difference between the two paths of
an interferometer exceeds the spatial coherence of the incident radiation
(4.8m in the present case), there is no interference.

From the point of view of the single photon, we can imagine the pho-
ton as a wave packet (of length 4.8 m) that is split into two packets (each
of length 4.8m) by the mirror s;: they arrive at different times on the
mirror s, and, as a consequence, cannot interfere. In addition — and this
is the typically quantum feature of the problem — each photon is an indi-
visible entity: the fact that, for example, no counter clicks in the interval
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a)

3.5

a)
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to,to+7 (to < t1) is, per se, a measurement that perturbs the state of the
photon that, after this interval of time, can no longer be described as two
packets along the two paths, but must be described as a single packet which
is still going the long path. If instead in the interval ¢5,ts + 7 a counter
clicks, the ‘half packet’ which was going the long path is no longer there.
After we have recorded when a counter has clicked, the statement “the
photon was, prior to the measurement, in one well determined path” is —
in the framework of the “orthodox” Copenhagen interpretation of quan-
tum mechanics — ‘misleading and nonscientific’ since it has no possibility
of being verified.

If p is the momentum of the incident neutrons and p’ is the momentum at
height d, one has:

2 2 204
P =l imigd = pp =9
2my 2my P 2.4
and, using the Broglie relation p = h/\ = h k, one obtains Ak ~ nﬁ;‘f}g .
2gdL  2mAmigA
o =kL—KL=AkxL= m%gk = =50 — 120 radians

A =d x L is the area enclosed by s; — s5 — s4 — $3 — 87 .

Indeed, to the first order in g, the result does not depend on the shape
of the circuit s; — sy — s4 — s3 — s1, but only on the enclosed area,
as can be shown by observing that ¢ = h™* §p-dd and by using Stokes
theorem: since only the horizontal parts of the circuit are relevant, we can
define the vector field p(z, z) as p.(z,2) = (p*> —2m2gz)'/?, p.(x,2) =0.
Then, paying attention to the sign of the circulation,

_ Opa mag mag 2

(Curlp)y 9% \/pQTm%gz » +O(g )
Let 6 denote the angle by which the interferometer is rotated with respect
to the vertical plane: one has A — A cosf, then ¢ — ¢ cos@. In the
range —30° < 0 < +30° the phase ¢ varies from 120 X cos30° = 104 to
120 and then again to 104: so there is an excursion of 32 radians and one
observes 32/27 ~ 5 maxima (‘fringes’). The result has been confirmed by
several experiments performed between 1975 and 1987.

The Hamilton equations for the variables ¢1, g2; p1, p2 are:

. 1 ) .
1= —p1twqga = P =mg —Mwqs {p1 w Po

m .

1 ; =
Q2=EP2—WQ1 = p2=m@t+mwq P2 = —wp1
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b)

3.6

a)

3 Waves and Corpuscles

mér =p1 +mwis = mw’q +2mw do
= md=muw’F—2mIAT.
Mbs = P2 —Mmwdy = mw?qe — 2mw ¢

Let us take the origin of the Cartesian axes in the point where the neutrons
encounter the mirror s;. To the first order in w one has, in the several
paths between the mirrors:

s1—= 820 x=0=0, ky =—mawy/h; ky=+/2m, E/R

2
sg—= 84 y=1ly,, y=0, ky =+mywa/h; E:;;;

Fwlyp: =

n

k.= %(,/mﬁuﬂli +2mpyE — myw ly) ~ %(\/ZmnE — myw ly)
s1—83: y=9=0, ky=4+mywa/h; k, =+/2m, E/RL

1
Sg— St x=1p, =0, ky = —mawy/h; ky~ ﬁ(\/2mnE—|—mnw1x)

@:/E-dz}—/k’-dl;:/ kydy+/ kxdx—/ kxd:z:—/ k, dy
Y1 Y2 S1—S2 S2—S4 §1—83 8384
1
- {((zx 1)V E = mawlly ) = (o +1,)V/2ma B + mnwlzly)}

_2mawlely,  2-17x107%73x 10709 9 1rad — _199°.
h 1.05 x 10—27

Alternatively: from 2E = my,v? — m, w?(2% + 3?), to first order in w one
has v ~ \/2E/m, therefore p; =pY —mywy, p2=7pJ+m,waz where
Py, p = myuv or 0, depending on the orientation (z or y) of the path. In
any case these terms can be omitted since they would give a contribution to
@ of order 0 in w. Then we can define the vector field pi(z,y) = —mywy,
pa(z,y) = +my wa and make use of Stokes’ theorem, as in Problem 3.4.

1(6)
It is known in diffraction theory that light
is diffracted by the hole in the screen in a
cone whose semi-aperture is 6 ~ \/a (see
the figure) that gives rise to a spot on the
plate whose radius is r ~60 L =AXL/a. ~Xa 0

The single photon is absorbed by a single molecule and starts the photore-
action that involves a few molecules close to the point where it has been
absorbed. So a practically pointlike stain can be seen on the plate.

Only after many photons have reached the plate one can note that
they are distributed with a density proportional to the intensity I(6) of
the figure above and give rise to the diffraction pattern of a).
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a)

3.8

2)
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We only know that the point where the photon arrived belongs to the
diffraction pattern whose diameter is 2r, so we can trace back the posi-
tion of the source within the interval of amplitude 2A = 2r D/L = 2AD/a,
i.e. up to an uncertainty of the order of A.

If N photons arrive, the average of the positions they arrive at deter-
mines the position of the source up to the uncertainty A/v/N (the root
mean square of the distributions of the averages is A/v/N ).

Assume the two slits are in the plane z = 0, paral-
lel to the y axis and with z; o = £d/2; the screen ‘ r z
is in the plane z = D, with D > d. The width
of the central fringe is determined by the condi-
tion |ro — 1| = A/2 (see figure), where X is the z
wavelength of the photons and b
2| d
5

So the width of the central fringe is a = AD/d.

Note that, when the dimension of the slits is small with respect to
d, the width of the fringes is of the same order of the amplitude of the
diffraction pattern relative to a slit of width d.

T2 = D2+(Z:|:d/2)2 = |7’2 —7’1| ~

If the photons travelled along a straight line from

the slits to the counters, the distance between the 4 ‘

counters should be equal to Ld/D, i.e. the two DR P
counters, seen from the hole, should make the angle -
d/D. However, due to diffraction, each photon that
crosses the hole in the screen S propagates within
a cone whose semi-angle is

A d
f~=—=—=
a D
so each photon can reach both the counter C; and C, independently of

the slit it has crossed.

In a circularly polarized wave cosf =sinf = 1/y/2 and ¢ = +7/2, so:
1 1
y, = —(61+1iés), by = —=(€1 — 169
=T tia),  a =i
(éo.. respectively correspond to the right and left circular polarizations).
Let &}, €, two mutually orthogonal unit vectors in the plane orthogonal
to the direction of propagation:
€] =cosaé; +sinaéy é1 = cosaé] —sinaé
ey, = —sinaé + cosaéy éo =sinwé] + cosaé
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1 o1
— (61 £iéy) =e'*—
e ids) = et
b) Since only the component of the electric field parallel to the transmission
axis is transmitted, the fraction of the intensity that crosses the polaroid is
cos? 0 (Malus’ law), therefore the probability that a single photon crosses
the polaroid sheet is cos?@. If the photon is in a state of circular pola-
ization it has probability % to cross the sheet and emerges in the state of
linear polarization parallel to the transmission axis.

ey tieh).

¢) The probability that a single linearly polarized photon crosses a polaroid
sheet whose transmission axis makes the angle a with the direction of
polarization of the photon is cos? a, therefore:

2
N:2:P:(}) :1;
2 4

N=90: P= ((:os2(7r/180))90 ~ (1 - %(W/180)2)180

~1-90(7/180)% = 0.97;
N—o: P—1.
d) The probability that a circularly polarized photon crosses a polaroid sheet

i in addition the emerging photon is linearly polarized in the direction

1
18 bR
of the transmission axis. As a consequence:

1 1 1
N—2. P—ixi—z,
1 89
N =90 P:§X (cos(m/180))"" ~0.49;
1
N—-cx: P——--
2
3.9

a) The light is (either right or left) circularly polarized: only in these two
cases the amplitude of the wave transmitted by Pg is independent of the
orientation of the transmission axis.

b) Since the polaroid sheet transmits a half of the intensity of the incident
light, removing it causes only an increase by a factor 2 of the intensity of
the interference pattern.

¢) Putting Iy = cE3/4m and p(z) = pa(z) — pp(x), the intensity on the
plate is obtained by taking the time average:

——
T A4r
=Io(1+ (6o~ eg) cosp(z)) =

ImaX:IO(1+éa'éﬁ)7 Imin:IO(l—éa-éﬁ);

I(z) E2(x,t) = Iy|éq cos (wit + pa(x)) + égcos (wt + gp()) ‘2
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Jmax Imin

Vzmzéa~égzcos(a—ﬁ)20.

The visibility V' is a maximum when the transmission axes of the polaroid
sheets are parallel to each other (V' = 1), is a minimum when they are
orthogonal (V' = 0): in the latter case there is no interference and one
observes only the sum of intensities of the two diffraction patterns relative
to the two slits.

The electric field on the plate L is polarized parallel to the direction of the
transmission axis of Py, and the amplitude transmitted by Py, is

Ey (cos(a — ) cos (wt + @a(z)) + cos(B —7) cos (wt + <pB(x))> =

I(z) = %I@(COSQ(Q —)+ cosg(ﬁ — ) + 2cos(a — 7y) cos(B — ) cos go(:ﬂ))

L vo 2(;05(04 —7)cos(B—7)
cos?(a — 7y) + cos?(8 —v)
V' is a maximum and equals 1 when the two components coming from the
two slits have the same amplitude: cos(aw — ) = cos(8 — ), i.e. when the
transmission axis of Py, is parallel to the bisector between é, and ég.
If é, =é1, ég = é3 and Py, is absent, then V' = 0, as seen in c); whereas,
if Py, is inserted with its transmission axis at 45° with respect to é; and
€2, the energy arriving at L is a half, but V =1 and as a consequence an
interference pattern with maximal visibility is observed.

3.10

a)

b)

No: for both right and left polarized photons the probability of being
transmitted is %, regardless of the orientation of the transmission axis.

The quarter-wave plate transforms circularly polarized photons into lin-
early polarized photons:

i sliiia). b = (o).

So, after one single photon has crossed the plate, it is sufficient to verify
whether it crosses a polaroid sheet with the transmission axis parallel to
€1+ éo (or & — éz): if the photon crosses it, it was left polarized, if not it
was right polarized.

Using part of the available photons and making measurements with a
polaroid sheet, whose transmission axis makes the (arbitrary) angle «
with respect to €1, it is possible to determine the transition probability
P(éw — éa), where é, = cosaé; + sinaéy is the linear polarization
state of the photons that cross the polaroid sheet. One has:

P(a) = P(é9, — €a) = |cosacosd +sinasinde’#|?

1
= cos® av cos® ¥ + sin? a sin? ¥ + 3 sin 2« sin 29 cos ¢ .
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P(0) and P(n/2) allow one to find cos? 9 and sin®4 respectively. In this
way four possible values for ¢ are left: as éy, may be determined up to a
phase factor, one is allowed to choose cos® > 0. The choice of sin# > 0 is
possible at the cost of redefining ¢, yet unknown after these measurements.
P(7w/4) provides the value of cos ¢. Only the sign of ¢ remains unknown:
if another part of the available photons crosses a quarter-wave plate before
impinging the polaroid sheet, then ¢ — ¢ +7/2 = cosp — —sinp and,
for example, P(m/4) determines also the sign of ¢. In conclusion: the state
of the photons that have not been used is now completely determined.

3.11

2)

In the basis é;, é2 the polarization vector aé; + bés (a, b € C) is repre-
sented by the pair (a, b) and since

€1 — cosaé sinaé 1 cos « 0 —sina
S 1 * . 2 = U = . ;U =
€y — COS vy — Sina €4 0 sin « 1 COS (v

cosa  —sina
= U:( )

sin o COoS (v

The polarization states that remain unaltered are all and only the eigen-
vectors of the matrix U :

cos o —sina a) _ (@ = a=1,b=4+i.
sin ov cos o b b

They correspond to the polarization states é; £iés, namely to either right
or left circularly polarized photons.

In analogy to a birefringent crystal, that exhibits two different refrac-
tion indices for lights linearly polarized in two mutually orthogonal direc-
tions, an optically active substance exhibits two different refraction indices
for light that is either right or left circularly polarized.

The states of linear polarization é; and ép: é; — é1, €9 —iés.

No, since in both cases the final state is uniquely determined by the initial
state, contrary to what happens when a measurement is made: in the case
of the plates the photons undergo a causal evolution to the final state, and
such evolution is represented by a unitary transformation.

3.12

a)

When the particles cross the screen, their y coordinate has an uncertainty
Ay = a, so Ap, ~ h/a and the uncertainty in the angle with respect to
the direction of incidence (diffraction angle) is given by:

Apy, h A A

fr— ~— x —=—-
P a h a



Solutions 45

b) Although the y coordinate of the photons that have crossed the screen with

the slits has an uncertainty of the order of d, Ap, is of the order of h/a.
In fact, as seen above, the photons come out from the slits within a cone
of aperture § ~ \/a then Ap, = p, 0 ~ h/a and Ay Ap, ~ hd/a > h.
We shall meet again a similar situation (Ap > h/Az) in the Problem
5.19.

3.13

a)
b)

)

From the geometry of the second figure in the text AL = /2A¢™ .

If A = h/p is the wavelength of the photons, AL should not exceed A,
therefore Ag™) < )\/\/ﬁ

The recoil of the mirror can be detected if the momentum transferred by
the photon to the mirror is greater then Ap(™): Ap(™) < 2p+/2/2 = p+/2.

d) Aq™) Ap(m) < h . Therefore, since the uncertainty relations hold also for
macroscopic objects (as the mirror), the observation of the interference is
incompatible with the knowledge of the way followed by the photon, as
already seen in Problems 3.7 and 3.9.

3.14

h h h hv cAp 1
b) Ape — = —; p==—=— = Av= ~ ~ =6.2x 10" Hz.
) Ap Az er PO c - v h T 0.2 107 Hz
v=—~5x10"Hz
AN A A A
o) = oAy L —12x 1077,
A v c cT
Q=2rvx7=21 2 ~5x107.
Av
12400 AFE Av
d) E= 22" _911ey: 2 =2 AE ~25x%x 1077
) =590 eV: i > = 5x 107 "eV,

= TXAE~h.
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States, Measurements and Probabilities

Superposition principle; observables; statistical mixtures; commutation
relations.

Note. The states of photon rectilinear polarization denoted by é; o in the
previous chapter will from now on be denoted by |ej 2 ); in the sequel we shall
use the notation |ey o) for vectors in the complex Hilbert space, whereas é1 o
will stand for vectors in the ‘physical’ real configuration space.

4.1 Photons are sent on a screen in which two slits A and B have been made.
Let | A) be (a vector that represents) the state of each photon crossing slit
A (B is closed) and, vice versa, |B) (a vector ...) the state of each photon
crossing slit B (A is closed).

a) How many states |C') = a|A)+ (| B) can be obtained as superpositions
of |A) and |B), with « and 8 arbitrary complex numbers?

It is possible to modify the relative intensity of the light going through the
two slits by putting a slab of material whose transparency is not 100% (an
attenuator) in front of one of them.

b) An attenuator is placed in front of slit A and B is closed. What is the state
of the photons crossing A?

It is possible to modify the relative phase of the light crossing the slits by
putting a plate of transparent glass in front of one of them (a phase shifter:
see Problem 3.1).

¢) A phase shifter is placed in front of slit A and B is closed. What is the
state of the photons going through A?

d) The vectors |A) and «|A) represent the same state; the same is true
for the vectors |B) and §|B). Do a|A)+ 3|B) and |A)+ |B)
represent the same state?

e) How is it possible to realize (we mean experimentally, i.e. in the laboratory)
the state ao| A)+ G| B) with a and § arbitrary complex numbers? What

E. d’Emilio and L.E. Picasso, Problems in Quantum Mechanics: with solutions, UNITEXT, 47
DOI 10.1007/978-88-470-2306-2_4, © Springer-Verlag Italia 2011
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differences appear in the interference patterns produced on a screen by
such photons as a and 3 vary?

4.2 A beam of photons all prepared in the same polarization state is avail-
able, but it is not known whether the state is cosd |e1 ) +sinde'? |eq) or
cost |e1) +sind | ez ). (In other words ¢ is known, but ¢ is not known.)

a) Say whether it is possible to determine the polarization state of the photons
by means of (possibly many) measurements performed with only a polaroid
sheet.

b) Is it possible to determine the state of the photons by means of only one
measurement of a suitable observable?

4.3 Birefringent crystals, optically active substances (see Problem 3.11) and
— of course — detectors are available. Say how the following nondegenerate
observables (i.e. instruments) relative to photon polarization states can be
constructed.

a) The observable that has the states of rectilinear polarization |e;) and
|ea) as eigenstates. Show that the orthogonality of the states |e;) and
|ea) (as vectors of the Hilbert space: (e; | ea) = 0) follows from the
possibility of constructing such an observable.

b) The observable that has the states |e,, ) = %( le1) +ies)) of circular
polarization as eigenstates.

c¢) Determine the state orthogonal to |eg,) = cosd |e1) + sindel? |ez)
and construct the observable that has these two states as eigenstates.

4.4 Let £°P be the operator associated to the observable £.

a) Is it true that, if the observable ¢ is measured on the system in the state
| A), the state after the measurement is |B) = &P |A)?

b) Is the statement made above true (for any £) at least in the case when
| A) is an eigenstate of £7

Now let & and n be two compatible observables and | A) the state of the
system. In the first case £ and then 7 are measured. In the second case, the
system always being in the state | A), 1 and then & are measured.

¢) Is it true, in general, that the same results are obtained in the two cases?

4.5 Consider, in a three-dimensional Hilbert space in which 1), [2), |3)
form an orthonormal basis, i) the observable ¢ that has |1) and |2) as
eigenvectors both belonging to the eigenvalue &, and |3) belonging to the
eigenvalue £3; i) the observable n whose eigenvectors are |1) corresponding
to the eigenvalue 7y, |2) and |3) both belonging to the eigenvalue 7.
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a) Do bases exist consisting of simultaneous eigenvectors of the two observ-
ables? In the affirmative case, just one basis (up to multiples) or more
than one? Are the observables compatible with each other?

Assume that the system is in the state a|1)+b]2)+¢|3) (a,b, c being real
numbers).

b) Consider all the possible pairs of results of measurements of £ and 7 in the
given order and calculate the probability of occurrence for each pair.

4.6 Consider the following four statistical mixtures consisting of N > 1
photons:

a) N/2 photons in the polarization state |e;) and N/2 photons in the
state |eq); calculate the probabilities of finding the photons ) in the
state %(|61>+ le2)); i) in the state |e,, ) = \/LE(|61>+1 lea)) .

b) N/2 photons in the state of circular polarization |e,, ) and N/2 photons
in the state |e,_); calculate the probabilities of finding the photons
i) in the state |ej); i) in the state \%(|€1> + le2)).

c) N/2 photons in the state cos® |e;) + sinde'¥ |ex) and N/2 photons
in the state —sind |e; ) +cose'¥ |ex); calculate the probabilities of
finding the photons 1) in the state \/Li( le1) + |ez)); i) in the state

e ) = F5(len) +ilen).

d) N/4 photons in each of the following states: |e1 ), |es), \%( le1)+ |e2)),
\%( le1)—|e2)); calculate the probability of finding the photons in the
state |egy,) =cos¥ |e1) +sindel¥ |ey).

e) Is it possible, by means of suitable measurements, to distinguish the four
statistical mixtures a) to d)?

4.7 Let |s1) and |s2) be two orthogonal states of a system: (sq | s1) =
(82 ] s2) =1, (81| s2)=0. Consider the statistical mixture consisting of
N > 1 systems in the states |s,) =a|s1)+be'¥|ss), with a, b real and
satisfying a? + b2 = 1, and ¢ uniformly distributed on the interval (0, 27).

a) Show that the given statistical mixture is equivalent to the statistical mix-
ture consisting of N a? systems in the state |s;) and N b? systems in
the state |s2).

4.8 Consider the statistical mixture {|wuy),v1; |ug),va; -+ |ui),vi; -}
where v; is the fraction of systems ‘prepared’ in the state |u;) (Z vi=1 ),
and the vectors |u;) are normalized but not necessarily orthogonal to one
another.
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a) Calculate the probability P; of finding the system in the state |u; ). Does
the equality » . P; =1 hold?

Consider the Hermitian operator (statistical operator or density matrix):

0=)_ viFu, By, = fui)(ui ] o=0".
b) Show that, for any observable ¢ and for any orthonormal basis |n),
= 1,2, .-+, the mean value ((£)) of £ over the statistical mixture is
given by:

(&) =Tr(e) =3 (n]ot|n).

¢) Show that ) Tro = 1; i) the eigenvalues of ¢ are nonnegative; i)
Tr o> < 1. Show that, if Trp? = 1, then 0> = p and that, in the latter
case, the statistical mixture is a pure state.

4.9 Consider the four statistical mixtures described in Problem 4.6:

{|61>7 %; ‘62>7%}; {|60+>7 %3 |607 7%}
{cosd|er) +sindel?|es), 1; —sind|e;) +cosdel?|es), 2};
{ler), 15 le2), 35 (le)+le2)), 15 s(ler) —le2)), 3}

a) Determine, for each of them, the corresponding statistical operator o in
the space Hy of the polarization states of photons. Calculate o? and verify
the inequality Tro? < 1.

b) Write the statistical operator corresponding to the pure state |e,, ) and
verify the equality ¢ = ¢ is satisfied.

4.10 A photon crosses a semi-transparent mirror, whose | B)
reflection and transmission coefficients are equal. Let | A)
represent the transmitted state, | B) the reflected state, A)

(A|A)=1,(B|B)=1, (A| B)=0 (see figure).

a) Say whether the state of the emerging photon is described either by the
pure state %( | A)+ | B)) or by the statistical mixture {| A), 3; | B), 3}

b) If a counter C, whose efficiency is 100%, is placed in the path of the
reflected state, what is the state of the emerging photon in those cases
when the counter does not reveal the photon?

Let us now consider the device consisting of two semi- | B)
transparent mirrors and the counter C as in the figure to o)
the right. | c
¢) Write the state of a photon that emerges from the |A)

device when the counter does not click.
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4.11 Consider Young’s double-slit experiment
with slits A and B and carried out with completely
unpolarized monochromatic light. A polaroid sheet
Pg, whose transmission axis is parallel to the plane
containing the slits, is interposed between the source
and the screen containing the slits.

e

L
a) How does the interference pattern change as the

polaroid sheet is rotated around an axis orthogonal to the plane of the
slits?

The polaroid sheet Pg is removed.
b) How does the interference pattern now change?

It is known (see Problems 3.7, 3.9, 3.13) that the occurrence of interference
fringes is not compatible with establishing which of the two slits each photon
comes from.

Consider now the following experiment: two shutters Sy and Sg are placed
in front of the slits, with the feature that they are driven by a completely
random process in such a way that when Sa is open Sp is closed and vice
versa: any photon is allowed to cross just one of the two slits, but, due to
randomness and the high speed of the commutation process, we do not know
which one.

¢) Say whether, under these conditions, interference fringes are observed.

4.12 The operators associated with the components of the angular momen-
tum of a particle are:

L,=yp.—zpy, Ly=2z2ps—xp:;, L.=Tpy, —yps:.

a) Show that L,, L,, L, are Hermitian operators and, exploiting the formal
properties of the commutators, calculate [L;, L,].

b) Show that if astate |s) is an eigenstate of the operator L2 = Li—i—Li—i—Lz
belonging to the eigenvalue 0, then it is also a simultaneous eigenvector of
L., Ly, L.; determine, in the latter case, the corresponding eigenvalues.
Vice versa: use the commutation relations among the components of an-
gular momentum to show that a simultaneous eigenvector of L, L,, L.

is also an eigenvector of L2 belonging to the eigenvalue 0.

¢) By using the uncertainty relations A& An > %m (the Heisenberg—
Robertson relations), show that, given a component of the angular mo-
mentum and one of its eigenvectors, the mean values of the other two
components (relative to orthogonal axes) in this state are vanishing.
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4.13 Let A and B be two operators.

a) Explain why, in general, eAT? £ e eB. In which cases does the equality
sign hold?

Assume that the commutator between A and B is a c-number (more generally:
[A, B] commutes with both A and B); then the Baker—Campbell-Hausdorff
identity:

oA B — eAJrBJr%[A,B]

holds.

b) Make the substitutions A — A A, B — AB and verify that the Baker—
Campbell-Hausdorff identity holds up to the second order in A.

4.14 Consider a one-dimensional harmonic oscillator of mass m and angular
frequency w. Let |0) be the ground state and |1) =n'|0) the first excited
state, with n = (2nwh)~2(p —imwq).

a) Among the states that can be obtained as a superposition of |0) and
| 1), determine the one for which the mean value of ¢ is a maximum and
the one for which the mean value of p is a maximum.

b) Calculate the mean value of the energy H in the states found in a).
¢) Calculate the mean values of ¢, of p and of the energy H in the statistical

mixture {|0), vo; |1), v1}.

4.15 Consider a one-dimensional harmonic oscillator and let H be the
Hamiltonian.

a) Calculate the commutator [H, pg] and use the result to show that the
mean values of kinetic energy and potential energy in the eigenstates of
H are equal (virial theorem).

b) Calculate the mean values of kinetic energy and potential energy in the
state obtained as a generic superposition of |[0) and |1) =1n[0).

c¢) Calculate the mean values of kinetic energy and potential energy in the
state obtained as a generic superposition of |0) and [2) = %(nT)2 |0).



Solutions

4.1

a)

The vectors that can be obtained as linear combinations of |A) and | B),
the coefficients being complex, are oo?, but, since vectors proportional to
each other by a complex number represent the same state, the states are
002, therefore the following writings are equivalent:

alA)+B[B); |[A)+v[B), ~=0/a;

1 .
———(|a||A)+|B|e'?|B)), p=argf —arga
= (lall4)+ 1Ble? 1)
where, also in the last line, due to

|o? 182

=1,

Jr
o + 1817 o + 187
the independent real parameters are two.
The state of the photons is unchanged, therefore it is still represented by
| A). Indeed, the diffraction pattern that can be observed — after the arrival
of many photons — on a photographic plate posed after A is independent of

the transparency of the attenuator: the photons arrive more or less rarely,
but their state is the same in any event.

As above: the diffraction pattern does not depend on the phase.

The vectors a|A)+3|B) and |A)+ |B) are not proportional to each
other (if « # [3), so they represent different states: think, for example, of
the states of polarization |e;) + |ez) and |e1) +1i]e2).

If the state is written as:
ol [A) +[8e'? | B), o + 18> =1

then |a|? is the probability of finding the photon in the state | A ), whereas
|3]2 is the probability to find it in the state | B). As a consequence, since
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4.2

2)

b)

4.3

a)

4 States, Measurements and Probabilities

the probability that a photon crosses the slit is proportional to the trans-
parency of the slit, it is sufficient to put an attenuator in front of one slit.
The phase difference ¢ may be realized by putting a phase shifter in front
of one of the slits. As the transparency of the attenuator is varied, the
visibility of the fringes varies accordingly (see Problem 3.1):

Jmax _ Imin

Imax + Imln |OZ6|

while varying ¢ gives rise to a translation of the whole interference pattern:
for example, if ¢ — ¢ 4 7, the figure is translated by half a fringe.

If the state is cos? |e;) + sind |es ), then the photons do not cross
a polaroid sheet with its transmission axis orthogonal to the direction
cos ) é1+sin éy (i.e parallel to the direction — sin ¥ é; +cos ¥ é3), whereas
if the state is cos® |e;) +sindel? |ey), according to Malus’ law, they
do cross it with probability:

. 2
P= ‘(—sim?(m |+ cos (ez|)(cosd |er) +sinde'? \@))‘
A 2
= ‘(1 —e'?)sind cosﬂ’ = sin® % sin? 209 .

So, by making many measurements, it is possible to determine the state.

No: since the two states are not orthogonal to each other, no observable
can give a result able to exclude with certainty one of the two states.

A birefringent crystal pinpoints two directions:
é1 (optical axis) and és, orthogonal to the former.

Photons in the polarization state |e;) that im- le1)
pinge the crystal emerge in the extraordinary ray
in the same polarization state |e; ); photons that le2)

impinge, being in the polarization state |es ),

emerge in the ordinary ray, they too with unaltered polarization state. It
is convenient to separate the two rays: this can be achieved by means of
a crystal with nonparallel faces (see the figure). Two detectors are then
arranged in such a way as to distinguish the photons that emerge in the
extraordinary ray from those that emerge in the ordinary ray. The eigen-
values of this observable are arbitrary, it is sufficient that the two detectors
are identified on the display by two different numbers.

Since a measurement of such an observable on photons in the state
|e1 ) never gives the state |es) as a result, and vice versa, it follows that
P(le1) — |ea)) =0 and, as a consequence, (e | ea) =0, a result that
was already implicit in the Malus’ law.
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b) One possible method consists in using an optically active medium (also in
this case with nonparallel faces), that treats the circular polarization states
in the same way as the birefringent crystal treats the mutually orthogonal
linear polarizations (see Problem 3.11). Of course two detectors will be
posed in the final part of the apparatus.

Another method that, instead of the optically active medium, takes
advantage of quarter-wave plates is obtained as a particular case of what
is described in the next point c).

c) The state orthogonal to cos® |e;) + sindel? |ey) is represented by
—sind |e; )+cosde'¥ |ey). By means of a birefringent crystal of suitable
thickness (‘ —p /27 wavelength plate’: see Problem 3.10) the two states are
transformed into the states of linear polarization cos® |e; ) +sind |es)
and —sind |e;) + cos? |es); then a birefringent crystal with optical
axis at an angle ¥ with respect to the direction é; is placed (the states
cos? |er) +sindd |ex) and —sind |e1) + cos?) |ea) — and only they —
are transmitted unchanged); finally a +¢ /27 wavelength plate, placed in
order to restore the two initial states, completes the apparatus.

4.4

a) Nol After a measurement the state is only statistically determined, instead
&P | A) is a well defined vector.

b) What if | A) were an eigenstate of the observable £ corresponding to the
eigenvalue 07 In the latter case, if the statement were true, the state after
the measurement should be represented by the null vector: no state cor-
responds to such a vector. The application of the operator £°P to a vector
| A) only is a mathematical operation that is effected in the Hilbert space
of states: no physical action in the laboratory corresponds to this.

c¢) If one is very lucky, yes ..., but in general this is not true. Indeed sup-
pose, for example, that £ is the (trivial) observable that only possesses
the eigenvalue 1 (so that the operator associated to £ is the identity): a
measurement of £, made either before or after the measurement of 7, does
not change the state, therefore this is the same as not making the mea-
surement at all; the question then is if two measurements of n always on
the state | A) should necessarily give the same result: this in general is not
true, as the result of the measurement of an observable is only statistically
determined. Only if | A) is a simultaneous eigenstate of both & and 7, the
results of the measurements the two observables are (a priori determined
and) independent of the order.

4.5

a) The vectors |1), |2), |3) are eigenvectors of both the observables that
are, as a consequence, compatible with each other. There exist no other
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common bases: |3) must belong to the basis because it corresponds to a
nondegenerate eigenvalue of &; the same is true for |1) that belongs to
a nondegenerate eigenvalue of 7; the basis is uniquely completed by the
vector |2).

Normalizing the given vector to 1 yields:
all)y+b|2)+¢c|3) .

Va2 + b+ c?
A measurement of £ can give as a result either the degenerate eigenvalue
& or the nondegenerate eigenvalue &3: in the former case, owing to von
Neumann postulate (the “projection postulate”), the system is in the state
obtained by projecting | A) onto the manifold generated by |1) and |2),
i.e. in the state represented by the (normalized) vector

all)+b|2)
and the corresponding probability is
_‘( (1]+ b 2|)|A>‘ G
Va2 +b? a? 4+ b2 + ¢?

(in order to compute the probability, the vectors representing both the
initial and final state must be normalized); in the case {3 is the result of
the measurement, the final state is |3) with probability ¢?/(a? + b + ¢?).
Then 7 is measured and one must proceed in an analogous way. In the

sequel the possible results of the various measurements, the corresponding
state and the probability of the outcome are reported:

|A) =

2

a
¢ all)+b|2) , a + b2 771~\1>aP=a2+b2
N N = —
|A>£> Ve a? +b? + 2 2). P b?
i |2); P= s
C2 n o
&:13); :me na:|3); P=1.

In conclusion, normalizing a?+b%+c? = 1, the probabilities corresponding
to the possible pairs of results are:

P(&,m) =a*; P(&,m)=b"; P(&,m)=c

=[S dtenf Mo soeaf] -3
i1):
et o ] -
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1
ii): P=g -

{_<<€1|+<62>(00519 |el>+sin19eiso |€2>)‘2

+‘%(<61|+<€2 |)(—sin19 ler) 4+ cosde!? |62>)’2] :%.
i): P:%
9 P:H%V% en)| + 3 |ens | ez>]2+%\<ew%(|el>+ )|

N 1 2 1
el (led —len)[ | =5
e) The four statistical mixtures are indistinguishable since for all of them the
probability of finding photons in whatever state always is 1/2.

4.7

a) The equivalence of the two statistical mixtures can be proven either show-
ing that the transition probability to the generic state |s) is the same in
both cases, or — equivalently — that the mean value of any observable is
the same in the two mixtures.

The transition probability to |s) is

1 2 1 ip2
PZ%/!MW dw=g/!a<s|sl>+b<s|82>e “Pde

= a®|(s | s)P+0%[(s | s2)|°

(the terms containing ¢ have vanishing integral) and equals the transi-
tion probability to the state |s) in the case of the statistical mixture

{Is1), 1 =a? |s2), o =0}
As for the mean values, one has:

GE %/(a%sl €1 1)+ b2 (3 | € | s2)+ 2Re (abe'#(s1 | € | 52)) ) dyp

=a®(s1 | €] s1) + b3 (52| €] s2)
equal to the mean value in the case of the mixture
{‘31>7V1202§ |82>,l/2=b2}.
4.8
a) Pi=>_ vyl )

Y Pi= ZZ_J_ vil(ui | up)|? = Zj vil(uy [ ug)* =1.

The equality Y. P; =1 holds only if (w; | u;) = d;;.
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b)

c)

4.9

a)
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() :Zil/i<ui|€|ui> =aniw<ui [n)(n | €] ui)
:Zml/i<n|f\ui><ui | n) :Zml/i<n| By, [n) =Tr(ef).

i) The first equality follows from Zn<n | Ey, | n)=1and Zi v;=1, or

from (1)) = 1. i) Note that o = of. The eigenvalues of o are nonnegative
because for any state, and in particular if |s) is an eigenvector of o,
(s]o]s)y>0. di) Finally, since the trace is invariant (i.e. it does not
depend on the basis |n)), it coincides with the sum of the eigenvalues,
each of them being, as a consequence, < 1; therefore the sum of their
squares is < 1 and equals 1 if and only if ¢ has only one nondegenerate
eigenvalue equal to 1 and all the others are vanishing: in the latter case o
is a one-dimensional projector and, in conclusion, the statistical mixture
is the pure state onto which p projects. Alternatively:

Tro* =3 > vy (nlwi)us [ug)uy | n) =37 iy [{us | u)I?
< Zz‘jyiyj - <Ziyi) =1

where the equality sign holds if and only if (u; | u;) = 1 for any 4,7,
ie if |u;) = |u;) = |u) for any ¢,7, in which case 0 = |u)(u| isa
projector.

In the first three cases o is a half of the sum of two projectors onto or-
thonormal vectors, i.e. p is % times the identity operator on Ha: o = %]12 .
In the fourth case o= %ﬂz + i]lg = %ﬂg.

As expected, the statistical operator is the same in all the four cases
because, as seen in Problem 4.6, the four statistical mixtures are not oper-
atively distinguishable. When, in a space of finite dimension, the statistical
operator is a multiple of the identity, one says that the mixture is com-
pletely incoherent; in the case of the polarization states of photons one
says that the light is unpolarized. One has:

sziﬂg = Tre?=1

b) 0= |es, ){eo, |- In tZrms of the vectors |e1 ), |ea):
o=73(ler) +ile2))((er] —ifea]) = 5la + 5(le2)(ex| — |er)(ez]).
0* = leo, )eo, | €oy Meo, | = leo, )(eo, | =0

4.10

2)

The state of the emerging photon is a pure state. Indeed, it is possible to
recombine the reflected component with the transmitted one in such a way
as they can interfere (this is not possible when the state is a statistical mix-
ture): it is sufficient to add two reflecting mirrors and a semi-transparent
mirror to build up the Mach—Zehnder interferometer (see Problem 3.1).
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The fact that the counter C does not record the arrival of the photon
is, in any event, the result of a measurement: the measurement of the
observable that gives “yes or no” as answer (dichotomic variable). Owing
to the measurement postulate, the state is | A).

The state of the photon just before reaching the counter is

X)= = |4)+2|B)+3]0).

A
\[ |
Then, if the counter C does not record the arrival of the photon (answer
no’), the state after the measurement is the projection of | X') onto the
space orthogonal to |C'), that is (N is the normalization factor)

N(%|A>+ \[IA \fIB

Applying the measurement postulate only to the part of the state reflected
by the first mirror is wrong: in this case one would be led to the conclusion
that 1(|B)+[C)) — % | B) and that the state after the measurement

should be % (| A)+ | B)). If the latter conclusion were correct, one should

observe, after letting many photons in the device, that equal numbers of
photons emerge in the states | A) and | B). It is instead evident that 50%
emerge in the state | A), 25% in the state | B) and 25% in the state | C').

4.11

a)

Since the light is totally unpolarized, the photons are (as long as polariza-
tion is concerned) in a statistical mixture described, in the space Hs of the
polarization states, by the statistical operator (see Problems 4.8 and 4.9)
0= %]12 . As p is a multiple of the identity, the mixture is equivalent to the
mixture consisting of 50% of photons in whatever state of polarization and
50% in the orthogonal state: as a consequence, no matter how the system
of photons has been prepared, it is in all respects equivalent to a statistical
mixture in which 50% of the photons are linearly polarized parallel to the
transmission axis 7 of Pg and 50% in the direction orthogonal to 7. For
such a collection of photons only 50% cross Pg, whatever the direction 7
may be. So the interference figure, independent of the polarization of the
photons (see Problem 3.9), does not change when the direction 7 is varied.

Compared with the preceding case, the intensity of the interference pattern
is doubled, all the other features remain unchanged. The fact the light is
not polarized is not a problem, since “each photon interferes with itself”.

The interference fringes are not observed, only the sum of the intensities
of the diffraction patterns produced by the two slits is visible, since any
photon that has crossed the screen with the slits is either in the state
| A) or in the state | B) (see Problem 4.1), i.e. in the statistical mixture
{|A), v = %; |B), vy = %}, not in a coherent superposition. This means
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that the implication “ignorance of the crossed slit = observability of the
fringes” is false. In addition, the fact that the sequence of openings and
closings of the shutters is ‘practically’ not knowable does not mean it is
‘in principle” impossible to know.

4.12

a) Since p; :pg, G = qiT and [g;, p;] =0 for i # j, one has:

t

Li=(yp. —2p) =p.y—pyz=yp. —2py = Ly

and analogously for the other components.
[Los Ly = [(yp: — 2py) s (2D —2p2)]
= lypz, 2pa] = lypz, 2p2] = [2py, 2pa] + [2py, 2]

[ypzs 2pa] = Y [Pz 20a) + [y, 2Pa] P2

=yz[pz, P +y P 2pe + 2[y, Dol D2+ [y, 2] Pape

=0—ihyps +0+0;
lyps, xp:] =05 [2py, 2p] =05 [epy, zp:] =22, p:]py =ihap,
therefore:
[Ly, Ly =ih(xpy —yps) =ihL,.
The others are obtained by cyclically permuting: * — y — z — x:
[L,,L.]=ihL,; [L.,L,) =ihL,.

b) Since L, L,, L. are Hermitian operators, for any state |A) one has
(A| L2 ] A)y=(A|LIL, | A) > 0 because the last term is the square
of the norm of the vector L, | A); in addition, (A | LIL, | A) = 0 if
and only if L,|A) =0, ie. |A) is an eigenstate of L, belonging to the
eigenvalue 0. As a consequence:

(s|L2]s)+(s|Lyls)+(s|L:|s)=(s|L?[s)=0 =
(s|Li]s)=(s|Lyls)=(s|LZ]s)=0 =
L,|s)=Ly|s)y=L.|s)=0.

Vice versa, let
Lo|s)=mals);  Ly|s)=mz|s);  L.[s)=ms]|s)

(m1, ma, ms are the eigenvalues), then from the commutation rules one
has:

ihL,|s)=(LyLy—LyLy)|s) = (mimg—momq)|s)=0 =
LZ|S>:O = m3 =20

and analogously m; = mg =0, so L2 |s)y=0.
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¢) Let L,|m)=m]|m); then in the state |m) AL, =0, and
1 I3
ozALZALl.25|<m\[LZ,Lx]|m>y:§|<m\Ly|m>|
= (m|Ly[m)=0
and likewise (m | L, |m)=0.

4.13

A+B
A eB

a) The equality holds only if A and B commute. Indeed e
in A and B, whereas if A and B do not commute, e
etel £ eBeA.

b) Expanding and neglecting the terms of order A* and higher:

is symmetric
is not such:

2
AATBH3[A.B]) 1 4 A\(A+ B) + %<A2+AB+BA+B2+[A, B])
)‘2 2 2
:1+A(A+B)+7(A +24B + B?);

A2 A2
M et~ (1 + A+ 7/12) (1 + A\B + 7B2)

2
:1+>\(A+B)+%(A2+2AB+B2).

Note that it has not been necessary to take advantage of the assumption
that the commutator of A and B is a c-number: the assumption becomes
necessary starting with the terms of order \3.

4.14

a) It is convenient (see Problem 4.1) to represent the generic state, obtained
as superposition of |0) and | 1), in the form a|0)+be!¥ |1), with a, b
real numbers and a? 4+ b?> = 1. As the mean values of ¢ and p in the
eigenstates of the Hamiltonian are vanishing, one has:

g=ab(e'?(0]q|1)+e¥(1]q|0))
p=ab(e?(0]|p[1)+e¥(1|p|0))

h mwh
:—. — T— —_— T .
¢=—i\[g—m' —n), p (' +n)
Therefore, since ]0) =0, n'|0)=[1), n|1)=]0), and (0|nf =0,
one has:
h mwh
1 :. —:—1 N 1 = —_— 1
(01a11) =iy/ 5o = ~(11q]0); (0]p]1) =/ "2 =(1]p0)
h h
= g=-2 absing; p=2 me abcosp.

2mw 2



62 4 States, Measurements and Probabilities

So q is a maximum for a:b:\%, o=-m/2: \%(|O>—i|1>),and
P is a maximum for a =b= -, ¢ =0: \%(\0)—1— [1)).

b) As (0| H|1)=(1|H|0) =0, F:hw(%az—l—%bz).So,inboththe
states found in a), one has H = hw.

¢) The mean values of ¢ and p in the mixture are vanishing, as the “inter-
ference terms” between the states |0) and |1) now do not contribute to
their calculation. The mean value of H is H = hw (%1/0 + %Vl) .

4.15

2 mwQ

- dhp|a= —ih(p%—mquQ) — —2iR(T-V)

where T is the kinetic energy and V the potential energy. Take the mean
value of both sides in an eigenstate of the energy:

W [Hpa]=r[yma]+]

om’

~2n((E|T| E)~(E|V|E)) = E(E|pq| E)~(E|pq| E)E=0
= (E|T|E)=(E|V|E)=1E, (E|E)=1.

b) As in Problem 4.14, let us represent the generic state, obtained as super-
position of |0) and |1), in the form a|0) + be'¥ 1), with a, b real
numbers and a? + b? = 1. As

(01 p* [1) o (O] (n+n")? [ 1) = (0w +m" +nln+(n")?) 1) =0
and (0]¢*|1) o (0] (n—nT)*|1) =0 too, one has:
T = (a<o|+be*iv<1|)T(a\o>+beiw |1>)

1 3
_ 2 2 _ 12, 9592) .
—a<0|T|0>+b<1|T|1>—hw<4a +4b),
_ 1 3
_ 2 2 _ Z a2 2p2).
V—a<O\V|0>—|—b<1|V|1>f7Lw<4a +4b)
mwh mwh mwh

) (0]p*]2)= > <0|n2|2>=W<2|2>=W=<2|p2|0>-

In the state a|0) +be'¥ |2), with a, b real numbers and a? + b = 1,
one has:

T= (a<o|+be—w<2|)T(a\o>+bew |2>)

1 5 2
:hw(ZaQ—FZbQ—i—%abcosga);
1, 5

\/5
2
—4a —4b ——2 abcosnp).

V:ﬁ—T:hw(%a%rgb?)—T:hw(
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Representations

Representations; unitary transformations; von Neumann theorem; co-
herent states; Schrodinger and momentum representations; degeneracy
theorem.

5.1 In the space Hy of the polarization states of photons, consider the basis
le1), |ea) consisting of the vectors that represent two rectilinear states of
polarization along two orthogonal directions. Determine the matrix that, in
the above basis, represents the following observables (see Problem 4.3).

a) The observable IT that has |ej), |ea) as eigenstates corresponding to
the eigenvalues +1 and —1.

b) The observable ITy whose eigenstates corresponding to the eigenvalues +1
and —1 are the rectilinear polarization state cosd |e;) + sindd |es) and
the state orthogonal to it.

c¢) Is the relative phase between the basis vectors |e;), |es) completely
determined by the information contained in the previous question? Write
the vectors relative to the states of rectilinear polarization in the basis
[&1) =e'?er), [&2) =e'#[ez).

d) The observable IT, whose eigenstates corresponding to the eigenvalues +1
and —1 are the circular polarization states |e,, ) = %( ler) £ilez)).

e) The observable ITy, whose eigenstates corresponding to the eigenvalues
+1 and —1 are the state cos? |e; ) +sinde'? |es) and the state orthog-
onal to it.

5.2 Consider a statistical mixture of photons in which 70% are rectilinearly
polarized along direction é; and 30% are rectilinearly polarized along the
orthogonal direction és .

a) Write the statistical matrix, associated with the mixture, with respect to
the basis |e1 ), |ea). Give a ‘good’ definition of the degree of polarization
P of a mixture (0 < P < 1), such that, in the case considered, its value
is 0.4 (40%).

b) Always with respect to the basis |e1 ), |es), write the statistical matrices
that correspond to the pure states |e,, ).

E. d’Emilio and L.E. Picasso, Problems in Quantum Mechanics: with solutions, UNITEXT, 63
DOI 10.1007/978-88-470-2306-2_5, © Springer-Verlag Italia 2011
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¢) Give an example of a statistical mixture prepared in a way different from
the one given in the beginning: {|e1), v1 = 0.7; |ea), v = 0.3}, but
equivalent to it.

Consider now the statistical mixture described, in the basis |e;), |ea), by
the matrix:

(05 —0.2i
=\ +02i 05 )
d) Calculate the degree of polarization of the mixture and determine the type

of polarization (either rectilinear in some direction, or left/right circular,
etc.).

5.3 Given a three-dimensional Hilbert space, consider the two observables
¢ and 7 that, with respect to the basis |1), |2), |3), are represented by
the matrices:

& 0 0 0 v O
E— |0 & 0], & #&3; n— |7 0 0
0 0 & 0 0 ns

a) Verify that the two observables are compatible with each other and find
the basis with respect to which they are simultaneously diagonal.

b) Are the two observables a complete set of compatible observables?

5.4 Giventhebasis |e1), |ea) write the matrices that represent the unitary
transformations corresponding to the following changes of basis:

a) from |ep), |ea) to cost |er) +sind |ex), —sind |e; )+ costd |ea);
b) from |ey), |e2) to %(|€1>ii|€2>).

5.5 A diatomic molecule can capture an electron and we assume the state
space of the electron is two-dimensional and generated by the orthogonal
vectors |1), |2) that respectively represent the state of the electron captured
by either the first or the second atom.

a) Write the matrix representing, with respect to the basis |1), |2), the
most general electron Hamiltonian H and determine its eigenvalues.

b) Show that it is always possible to choose the phases of the basis vectors
|1) =el¥ 1), [2)= el¥2]2) so that the matrix representing H in the
new basis |1), |2) is real.

Assume that the molecule consists of two identical atoms. The equality of
the atoms entails the invariance of H under the unitary transformation that
exchanges the states (not necessarily the vectors) represented by |1) and
12):

II1)=«|2), MH|2)=0(|1), la] =168 =1.
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c) The requirement that IIT H Il = H (or equivalently, since ITT = IT~1,
that IT H = H II') implies some restrictions both on the matrix that
represents H in the basis |1), |2) and on «, 3. Find these restrictions.
Show that, provided IT is redefined by a multiplicative factor (II —
elXIT), it is possible to have a = 8 = 1.

Assume now that the molecule is triatomic (the three atoms not necessarily
being equal) and that it can capture the electron in the three orthogonal states

(1), 12), 13).

d) By suitably choosing the phases of the basis vectors, how many of the
elements of the matrix representing H can be made real?

5.6 Consider the scale transformation ¢ — § = Aq, p — p = A"1p

where A is an arbitrary real parameter.
a) Verify that the transformation is a canonical transformation.

The Hamiltonian of a harmonic oscillator of mass m and angular frequency
w is
2
p 1 2 2
H=—+-mwq¢*.
om 2"
b) Exploit the von Neumann theorem (there exists a unitary operator U
implementing the transformation ¢ — § = A\q = UqU ™', p — p =
A lp=UpU~1') to show that the two Hamiltonians H; and Ho:
2 2
p 1 2 2 p 1 2 2
H=— 4= Hy=—+ =
1 2m1+2m1wq ) 2 2m2+2mzwq
have the same eigenvalues. (As a consequence the eigenvalues of the Hamil-
tonian of a harmonic oscillator of given w are independent of its mass.)

Are the eigenvectors of H; and Hy the same?

The Hamiltonian of the hydrogen atom is

ﬁQ e2
2m r

¢) Show that the discrete eigenvalues of H depend on the charge e and the
mass m only through the product me*. Verify this is true for the energy
levels given by the Bohr theory.

5.7 Consider a harmonic oscillator of mass m and angular frequency w and
the canonical transformation ¢ — G = Ap, p — p = —A~"'q, where A is
an arbitrary real parameter (with dimensions [A] = TM™1).

a) Show that there exist values of A such that the transformation ¢ — ¢,
p — p is an invariance transformation for the Hamiltonian H, and find
them.
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b) Exploit the above invariance transformation to show that, for any eigen-
state of H, the mean value of the kinetic energy equals the mean value of
the potential energy.

¢) Calculate the product Ag Ap of the uncertainties of ¢ and p in the eigen-
states of H.

d) Show that the mean value of ¢p+pgq in any eigenstate of H is vanishing.

5.8 Let U(a) = e 'P%/" be the operator that translates coordinates:
U(a)qU~"(a) = ¢ — a, and V(b) = e9%/" he the operator that translates
momenta: V(b)pV~1(b) =p—1b (a and b being real numbers).

a) Show that p =ap—bq and ¢ = %(a‘lq + b_lp) are canonically conjugate
variables.

b) Exploit the preceding result to show that the operators U(a)V(b) =
e"ira/heiab/h and W(a,b) = e 1Pa=a0/" induce the same canonical
transformation and that, as a consequence, U(a)V(b) = e'¥ W (a,b)
(von Neumann). Use the Baker-Campbell-Hausdorff identity (see Problem
4.13) to calculate the phase factor e!¥.

¢) Find the unitary operator G(v) that implements the Galilei transforma-
tion for a particle of mass m:

¢—Gi=GW)qG ' (v)=qg—vt, p—=p=G)pGtv)=p—muv.
5.9 Given any one-dimensional system, consider the operator:

1
———(p—i)\g), A>0.
= o (P i)

From the theory of the harmonic oscillator we know that there exists a unique
state |0y) such that 7, |0x) = 0. From now on we shall simply write
|0), n instead of |0y),n,. Let

la)=V(b)U(a)|0), a\/2b>\7hi\/;aa1+ia2

where U(a) = e 'P%/" and V(b) = e'?%" (see Problem 5.8) are the
translation operators for coordinates and momenta respectively. (The states
|a) are named coherent states.)

a) Show that for any « € C, 7n|a)=ala).

b) Show that §=(a|¢|a)=a, P={(a|p|a)=>b and that the states
| @) are minimum uncertainty states. (In the solution we will show that
the converse also holds, namely that all minimum uncertainty states are
coherent states.)

¢) Determine the representatives (n | a) of the vector |«) in the basis

[n) = \/%(77*)" |0) and the scalar product (« | 8) of two coherent states.

d) Show that there exists no vector orthogonal to all the |a) vectors.
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5.10 Consider a one-dimensional harmonic oscillator of mass m and angular
frequency w in the coherent state relative to the oscillator (i.e., see Problem
5.9, with A=mw):

b L mw

= —— —1 —
V2mwh 2h

where |0) is the ground state of the oscillator.

la)=V()U(@)[0), «

a) Calculate the mean value H of the energy in the state |« ), the degree of

excitation of the oscillator, defined as 7 = H/hw — 1, and the dispersion

2
An = AH/hw.
b) Calculate the mean values of kinetic and potential energy in the state | o).

c¢) Calculate the uncertainties Ag and Ap in the state |«) and verify that
a =p/(24p) —1q/(24q).

5.11 Consider a one-dimensional harmonic oscillator endowed with a charge
e and subject to a uniform and constant electric field £ oriented in the
direction of the motion of the oscillator.

a) Write the Hamiltonian and find the energy levels of the system.

Assume the system is in the ground state. At a given instant the electric field
is turned off and afterwards the energy of the oscillator is measured.

b) Calculate the probability of finding the eigenvalue E, = (n-+ %)h w of the
Hamiltonian that is now the Hamiltonian of the free oscillator, i.e. of the
oscillator in the absence of the electric field.

5.12 Consider a harmonic oscillator of mass m and angular frequency w.

a) Calculate the mean value of ¢® in the ground state. (It may help to con-
sider it as the squared norm of the vector ¢®|0).) Show that the result
implies that the probability of finding the oscillator out of the region ac-
cessible to a classical oscillator with the same energy is nonvanishing.

As for momentum, a similar result holds.

b) Find the interval of the allowed values of the momentum for a classical
oscillator with energy Fy = %h w. By a wise use of the result of the previ-
ous question, show that for a quantum oscillator in the ground state the
probability of finding the momentum out of that interval is nonvanishing.

5.13 Consider a particle in n dimensions.

a) Say what the dimensions (in terms of length L, mass M, time T) of nor-
malized wavefunctions are in the Schrédinger representation.
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Consider a particle in one dimension in the state | A) whose wavefunction is
Ya(z)=Ne o, a>0

where N is the normalization coefficient.

b) Show that N = Ca”, where C is a constant. Find the value of ~.

c¢) Show that, even not knowing the value of C, the mean value of ¢* in the
state | A) can be explicitly calculated.

d) For what other values of n can the mean value of ¢™ in the state |A)
be explicitly calculated?

5.14 Consider a harmonic oscillator of mass m and angular frequency w.

a) Start from the equation 77|0) = 0 and find the normalized wavefunction
o (k) for the ground state |0) in the momentum representation.

Given the normalized eigenfunctions of the Hamiltonian H in the Schrodinger
representation:

1 mwy1/4 2
— H —(mw/2h)x
e m(wh> W(Vmwjha)e

it is possible to find the eigenfunctions of H in the momentum representation
without resorting to the Fourier transform. To this end it is convenient to
exploit the invariance of H under the transformation:

UqU™! :—%7 UpU~' =muwyq.

b) Let |z) and |k) be the improper eigenvectors respectively of ¢ and p
normalized according to (' | z”) =d(a’ —2"), (K |k") =06k —k").
Show that:

1
Ulk) = mw

|z =k/mw).
In calculating the normalization factor 1//mw it may help to recall the
property d(x/a) = |a|§(z) of the Dirac delta function.

¢) Find the normalized eigenfunctions ¢, (k) = (k| n) of the Hamiltonian
in the momentum representation.

5.15

a) Calculate the mean value of ¢p+ pgq in the coherent states |« ) defined
in Problem 5.9.

b) Find the wavefunctions of coherent states in both the momentum and
Schrédinger representations.
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5.16

Show that the mean value of p in any state with real wavefunction v (z)
vanishes.

Calculate the mean value of p in the state described by the wavefunction
Y(z) = e'?@y(x) with ¢(x) and x(z) real functions.

Calculate the mean value of p in the state whose wavefunction is ¢ (z) =
X(»T) el kx .

5.17 A free particle in one dimension (H = p?/2m) is in the state |1)

whose normalized wavefunction is ¢y (x) = (/)

2
1/4 e—® /2.

Calculate the mean values of ¢%, p? and p* and show that the odd powers
of p have vanishing mean values.

Exploit the preceding results and calculate the mean values of p? and p*

in the state |2) whose wavefunction is 1y (x) = (a/7) /4 e~ /2 ik,

Calculate the energy uncertainty AE in the state [2) and show that
when a < k?, AE/E ~2 Ap/p (as in classical physics, due to E o p?).

5.18 The Schrodinger representation of an operator £ is given by the func-
tion of two variables (actually it is a distribution) &(x, y) = (x| £ | y ), where
|z), |y) are the improper eigenvectors of position.

a)

Given |A) LN Ya(x), find the wavefunction ¢ p(x) of the state | B) =

&) A). Given ¢ SR, &(x, y), what is the Schrodinger representation of
the operator ¢f7?

Find the Schrodinger representation of the projection operator EF4 =
| A)(A|. Show that if x(z) is an arbitrary normalized function, the oper-
ator E SR, E, (z, y) = x(z) x*(y) is a projection operator that projects
onto a one-dimensional manifold.

If |n) SR, ¥ (x) is an orthonormal basis, write the completeness relation
(or decomposition of the identity) > |n)(n| = 1 in the Schrédinger
representation.

The trace of an operator ¢ (when it exists) is defined as (see Problem 4.8):

TE=Y" (n]€ln)

where |n) is an arbitrary orthonormal basis.

d)
e)

“+o0
Show that Tr¢ = &(z, x)de.
Given the projection operator FE) onto the manifold V, show that Tr Ey,
equals the dimension of V.
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Consider the operator E whose Schrodinger representation is given by:
/A
E(z,y)=1/= e~ (V2@ +y?) (1 + 2)\my) .
™

f) Show that E is a projection operator: Ef = E, E? = E, calculate the
dimension of the manifold onto which it projects and characterize it.

5.19 A particle in one dimension is in the state:
|A) = [Ag) +e'?U(a)| Ap)

where U(a) = e~ '7%/" is the translation operator and | Ag) is the state with
wavefunction tg(z) = (2rA2)~1/4e=="/44% (A ) | Ag) =1.

a) What condition must ¢ and A satisfy in order that {( Ag | U(a) | Ag) be
negligible? Calculate ( Ay | U(a) | Ag) for a =10A.

From now on we shall assume that (A | U(a) | Ag) is negligible.

b) Determine the probability density p(x) for the position of the particle.
Within the approximation (A | U(a) | Ap) ~ 0, is it possible to deter-
mine the phase ¢ by means of position measurements?

¢) Determine the probability density p(k) for the momentum of the particle.

d) Say what is the required precision for momentum measurements in order
to distinguish the state |A) from the statistical mixture

{‘A0>,y1:%; U(a’)|AO>’V2:%}'

5.20 Let |A) and |B) be two states whose wavefunctions in the Schréd-
inger representation are 14 (z,y,2) and ¥p(z,y,2z) = ¥4 (x,y,2z). (Assume
that ¥a(z,y,2) and ¢ (z,y,2) are not proportional to each other.)

a) Which, among the following observables, may have different mean value in
the two states |A) and |B): f(7); pi (i=1,2,3); p?; Li = (TAP):?

b) Given the wavefunction @4 (k) of | A) in the momentum representation,

—

find the wavefunction pp(k) of |B).

5.21 A particle is in a state whose probability density for the position is
N2

)= Y@= —— -
p(z) = [¢(z)] (22 + a2)?

a) Say whether the state of the particle is uniquely determined.

b) Is it possible to calculate the mean values of p and ¢ in such a state?
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5.22 It is known (see Problem 5.21) that the knowledge of either the prob-
ability density p(x) for the position or, analogously, p(k) for momentum is
not sufficient to determine the state |A) of the particle, i.e. its wavefunction
Ya(x) and/or (k). Establishing whether the knowledge of both probabil-
ity densities is sufficient to uniquely identify the state of the particle is the
purpose of this problem.

For a particle in one dimension, consider the states | A) and | B) of def-
inite parity described by the wavefunctions (not proportional to each other):

| A) = Yale) = £pa(=2),  |B) = ¢p(e) =Pi(e) = £p(-2).
a) Show that both pa(z) = pp(x) and pa(k) = pp(k).

Since |A) and |B) are different (by assumption ¥4(z) and ¥p(z) are
linearly independent) there must exist observables whose mean values in the
states | A) and | B) are different.

b) Say which, among the following observables, may have different mean val-
ues in the two states: f(q), g(p), H=p*/2m+V(q), pqg+qp.

Let ¢a(z) = (a/m)/4e~(@Fib)2*/2 4 5 0 b€ R be the normalized wave-
function of |A).

¢) Calculate the mean value of the observable pg + ¢p in the states |A)
and |B).

5.23 Consider a particle in one dimension and the canonical transformations
generated by the family of unitary operators (« € R):

Ula) = ellartra/2h . G(0) = U(a)qU Ha), pla)=U(a)pU Ha).

a) Show that:
dg(a) . L

da Q). da p()
and, by taking into account that ¢(0) = ¢, p(0) = p, explicitly determine
d(a) and F(a).

b) Denoting by |z) and |k) the improper eigenvectors of ¢ and p nor-
malized according to (a2’ | 2”) = 6(z' —2”), (K | K') =0k — k"),
show that:

Ula) ) =e*?[e"z),  Ulla)|k) =e **|e k).

c) If Ya(x)=(x|A) and pa(k) = (k| A) stand for the normalized wave-

functions of the state | A) respectively in the Schrodinger and momentum

representations, determine the wavefunctions of |A) = U(a)|A) in the
two representations.

dp(a)
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5.24 Consider a triatomic molecule consisting of three

identical atoms placed at the vertices of an equilateral tri- .

angle. The molecule is twice ionized and the Hamiltonian ¢

of the ‘third’ electron in the field of the three ions is i b
Z—)'Q

H=2_ 7—d 7—b 7— &
2m+V(\q al)+V(lg—»ol) +V(g-cl)

3
o

[ J @
1 2

where the vectors d, g, ¢ stand for the position of the three atoms with
respect to the centre of the molecule (see figure).

a) Taking the origin of the coordinates in the centre of the molecule, write the
canonical transformation of the variables ¢, p corresponding to a rotation
of 120° around the axis orthogonal to the plane containing the atoms and
show that this transformation leaves H invariant.

b) Show that H is invariant also under the reflection with respect to the plane
orthogonal to the molecule and containing ¢ (z — —x, y — y, z — 2).
Do the 120° rotation and the reflection commute with each other?

¢) May H have only nondegenerate eigenvalues?

Let |1), |2), |3), with wavefunctions respectively 1 (7) = vo(|7 — @),
Vo (7) = Yo(|F — b)), ¥3(F) = o(|[7 — &), the three particular states in
which the third electron is bound to each of the three atoms. We assume (it
is an approximation) that |1), |2), |3) are orthogonal to one another.

The operator that implements the 120° rotation, induces the following
transformation:

Ull)=12), U[2)=13), U[3)=|1)

and the operator that implements the reflection * — —z, ¥y — y, z — 2z
induces:

L|1)=12), L|2)=1[1), L[3)=13).

d) Restrict to the subspace generated by the orthogonal vectors | 1), [2), |3).
Write, with respect to this basis, the matrix representing the most general
electron Hamiltonian invariant under the transformations induced by U
and 1.

e) Find the eigenvalues of such a Hamiltonian.

f) Still restricting to the subspace generated by [1), |2), |3), find the
simultaneous eigenvectors of H and I, and those of H and U.

5.25 Consider an interferometer as that described in Problem 3.3 with the
path s; — s2 — s4 much longer than the path s; — s3 — s4. The transmission
and reflection coefficients of the semi-transparent mirror s; are equal, and so
are the coefficients of s4. Particles (e.g. neutrons) enter the interferometer one
at a time. In the two figures the support of the particle wavefunction (i.e. the
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regions where the wavefunction is nonvan- Dy

ishing) are drawn, respectively just before
and just after the crossing of s. 82 @ 4l

a)

Di
Consider the particle after the exit from
the interferometer, but before reaching _,_. S1 3
the detectors (i.e. in the two regions be-

tween s4 and the detectors Dy and Ds).

How many regions R; (i=1---7) are

there where the wavefunction is nonva- S1

nishing? Say where they are located.

Let (t1,t1 +7) and (t2, to +7) (t1 < t2) be the (disjoint) time intervals in
which the detectors Dy and Dy (whose efficiency is assumed to be 100%) may
detect, nondestructively, the arrival of the particle.

b)

Assume that the detector Dy clicks (i.e. detects the particle) during the
interval (t1, t1 + 7). How many distinct regions are there where the wave-
function, for t > ¢; + 7, is nonvanishing?

Assume instead that neither detector clicks during the interval (¢1, t147).
Now how many distinct regions are there where the wavefunction, for
t1 + 7 < t < tg, is nonvanishing?

If detector Dy has been removed and detector D; does not click during
the interval (¢1, t; + 7), how many are the distinct regions where the
wavefunction, for t;+7 < t < tg, is nonvanishing? And if D; does not click
even during the interval t,, to 47, in how many regions is the wavefunction
nonvanishing for ¢ > to + 77

If, instead, counter D5 is in place, but the observer does not read it, and
counter Dy does not click either before or after, what pieces of information
are available about the state of the particle for ¢ + 7 < t < t5 and for
t>to+77
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5.1

a)
b)

c)

)

)

5.2

1 0
I — <0 _1>.

The required matrix can be found either determining a, b, ¢ such that:

a b cost\  [cos? a b —sind\ [ —sind

b* ¢ ) \sind ] \sind )’ b ¢ cost ) cos
or writing the operator associated with the observable as the sum of the
projectors onto the eigenvectors, times the corresponding eigenvalues (+1
and —1):
Iy = (cos? |e1) +sind |ez)) x (cosd (e | +sind (ez)

—(—sind |e;) +cosV |ez)) x (—sind (er |+ cosd (ez|)

and taking its matrix elements ((e1 | IIy | e1), (e1 | IIy | e2), etc.):
7, — (o8 29 sin 29

v sin29 —cos2v )’

Yes, because we have stated that the vectors cosd | ey ) +sind |es ) rep-
resent states of linear polarization: if |e;) — e'¥|e;) and |eg) —
e'¥2 | ey ), the representation of the states of linear polarization changes:

cos® |e;) +sind |ey) =cosde 1 |Ey) +sinde 2| éy).

0 —i
Hc,—><i 0).

7 . cos 29 sin2¢e~1¢
Oy sin2de'?  —cos 29
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A ‘good definition’ of the degree of polarization must give the value 1 when
all the photons are in the same polarization state, 0 when the mixture is
totally unpolarized (see Problem 4.9). The given mixture consists of 30%
of photons polarized in the direction é1, 30% in the direction é3 and 40%
of photons still polarized in the direction é1: so 60% of the mixture is
completely incoherent, 40% completely polarized: we can define P as the
completely polarized fraction. P so defined equals the difference p; — po
between the eigenvalues of o, where p; > po: indeed, since o can always be
diagonalized and p; 4+ p2 = 1, one has:

0 1 0
Q:(%l p2>=p211+(p1—p2)(0 O)’ 0<p—p2<1

that corresponds to decomposing the mixture in an incoherent part
(100 x p;%) and a completely polarized part (100 x (p1 — p2)%): the
mixture is partially polarized in the state of polarization represented by
the eigenstate of p corresponding to p1, i.e. the larger of the eigenvalues.

+ . .
oM = leo Meor | = off) =(eilea, Neo o) id=12 =

11 —i 11 i
+) _, 1 : - =
¢ 2(1 1)’ ¢ 2(—1 1)'

A statistical mixture equivalent to that given in the text is, for example,
the one consisting of 30% of photons in the state |e,, ), 30% in the state
|e,_ ) and 40% of photons in the state |ey ). In the basis |e1 ), |e2):

1/1 —i 1/1 i 1 0 0.7 0
Q_0'3X2<i 1)—1—0.3><2(_i 1>+0'4X<O 0)_(0 0.3).

More generally, it suffices to take a mixture — no matter how prepared —
whose 60% is totally incoherent (this can be achieved in many ways) and
for the remaining 40% consists of photons all in the state |eq ).

The eigenvalues of the matrix ¢ given in the text are 0.7 and 0.3, so the
degree of polarization is 40%. The eigenvectors of the matrix are (1, +i),
i.e. the state | ey, ), belonging to the eigenvalue 0.7, and |e,_ ), belonging
to the eigenvalue 0.3, so the mixture is partially right circularly polarized.

The two matrices commute: indeed, the first is diagonal and, where the
second consists of a 2 x 2 nondiagonal block, the first is a multiple of
the identity. In order to find the basis in which they are simultaneously
diagonal, it is sufficient to diagonalize the 2 x 2 block: since its trace is
0 and the determinant is —|y|?, the eigenvalues are =+|y| and, putting
v = |y|ei¥, the eigenvectors are:

D=o=(In+e)2)), 1=

(|1>_e—i¢ |2>).

S

2
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In the basis |1), |2), |3) = |3) the representation of the two observables
is

& 0 0 vl 0 0
E§—= 10 & 0 ]; n — 0 —y[ 0
0 0 53 0 0 3

b) The two observables form a complete set of compatible observables if there
are no equal pairs of eigenvalues, i.e. if the pairs (&1, |y]), (&1,—|7]),
(&3,m3) are all different, i.e. if v #0.

5.4

a) The columns of the transformation matrix are the vectors of the arrival
basis expressed with respect to the initial basis:

Uy = (cosﬂ sm19) .

sin ¥ cos

1 1 1
w5 (i)
5.5

a) The most general Hamiltonian is represented by the most general 2 x 2
Hermitian matrix:

FEy ael®
H — <aei*" By ), a>0.

The eigenvalues are:

1
By — §(E1+E2i\/(E1—E2)2+4a2).

b) Since (1| H |2) = ae'?, letting 1) =|1), |2) =e '¥|2), in the new
basis (1| H | 2) = a (real number):

E1 a
H - < a EQ) ’
. . . 0 g
¢) The unitary matrix that represents I7T is N

The condition ITT HIT = H reads

0 o"\(FE a 0 B\ _(E1 a

g* 0 a Ey)\a 0) \a FE;
= B =FE, andif a#0: a=p=e" X,

Letting IT — e'XIT, the representation of the so redefined II becomes

0 1
H—>(1 0).
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d) The diagonal elements of the matrix that represents H automatically are
real; let (1| H |2) =ae'?2, (2| H|3)=0bel¥s (3|H|1)=cel¥:;
since what really matters are the relative phases p12 = ¢1 — @2, @23, ¥s1,
and @12 + w23 + w31 = 0, we can redefine the phases of only two vectors
and then make only two matrix elements real; for example:

|§>:e—i¢2|2>; |3>:e—i(¢’2+<ﬂs)‘3> =
(11H|2)=a; (2|H|3)=0b; (3|H|1)=cellrrtrates) = elv

whence:
Fq a ce ¥
H — a E2 b
cetiv p Es
5.6
a) [p.ql=I[p.ql; d'=q¢, p=p.

b) Let U be the operator that implements the transformation: § = UqU 1,
p=UpU~". One has:
2 2
p 1 2 2\rr—1 p 1 2 22
U +3 YU = P+ gmat el
Dy 2 Smag T
Putting \2 = ms/my one has U H; U~! = H, . As a consequence, H; and
H>, being unitarily equivalent, have the same eigenvalues. The eigenvectors
are different: if | E()) is an eigenvector of Hy, |E® ) = U|EWM) is an
eigenvector of Hs, belonging to the same eigenvalue:

H |EM)Y=E|EW) = H, U |EW)=UH,|EV)=FEU |EW).

¢) In the case of the hydrogen atom one may reason in an analogous way:
H(mq,e1) and H(ma,ey) are equivalent if it is possible to choose A such
that m1A\2 = ma, €3/\ = €3, namely if ma/m; = ei/e5 = mie} = maes.
Alternatively: E(m,e?, ---) = E(mA2,e2/)\, --); since we can think of E
as of a function of me* and of either e or of m, it follows that E must
depend on the combination m e*, but not also on either e or m separately.

According to the Bohr theory, the energy levels are E, = me*/2h%n?.

5.7

) H p2+1 242 H !
=—+_-muw — H=
& om 2t om Az ¢ 2

The requirement H = H enforces two conditions on A that can be simul-
taneously satisfied inasmuch as equivalent:
1

1
_ 2 42 2 _ _ —1
— =muw’A7, mw'=—-= = A=+(mw) .

b) Let U be the operator that implements the transformation:
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q—ijUqU_l:L, p—p=UpU~'=—-muwgq; Ul =ut.
muw

Since U commutes with H and H is nondegenerate, the eigenvectors of H
are also eigenvectors of U :

UlE)=e"|E); (BE|U"---U|E)=(E|--|E)

therefore:

(E|flg,p) | E)=(E|UUf(q,p)UTU | E)=(E|Uf(q,p)U" | E)
=(E|f(@p)|E)

and in particular:

p2 ﬁQ 1 2 2
F|— |E)=(F|— |E)=(FE| = .
(B| 2 B)=(B| L | B) = (£| mute? | E)

¢) According to the above result, the mean values of both the kinetic and the
potential energy are a half of the total energy (n + %)hw. In addition, the
mean values of ¢ and p in the eigenstates of the Hamiltonian are vanishing,
therefore:

(Ap)* = p? = (n—f—%)mhw; (Ag)? = ¢2 = (n+_)i

1
Aq Ap = (n+§)h
d) (En|qp+pq|En)=(En|Gp+DPG| En)=—(Ey|pq+qp|En)=0.
5.8

2[5 4= glap—ba), (@ g +b7'p)] = [p, a].

b) U(@) V() aV 0)U (@) = Ula) U @) =g —a,
U@ VO PV U (@) =p - b.
One has:

W(a,b) = e 1P/h =
Wi(a,b)gW a,b) =g—1, W(a,b)pW *(a,b) =p

and, in addition,

o1
q=aq—§b1p, p=-a'p+bg =

Wab)g W (a,0) =a(G—1)~ 5bp=q—a
and likewise:

W(a,b)pW " (a,b) =p—b.

From the identity edeB = eAtB+zlA.B]
B =igb/h, one obtains:

Ula) V(b) = W(a,b)e 1ot/

o _ s 2 . s
C) G(’U) —e iv(tp—mq)/h — g imv t/2helqu/he 1vtp/h.

and putting A = —ipa/h,
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a)

Solutions 79

One has:
U Na)nU(a) =n+iae, VIOV =n+ar =
nla)y=nVd)Ua)|[0)=V(b)U(a)U H(a)V () nV(b)U(a)|0)

=V(©0)U(a)(n+ar+ia)|0)=ala).
(alqla)=(0]UN(a)V(b)gV(b)U(a)|0)
= (0| U M)V (b)qV(B)U(a) | 0) = (0| U (a)qU(a) | 0)
=(0[g+al0)=a
and in an analogous way (« | p | a) = b. The uncertainties Ag and

Ap in the state |a) equal the uncertainties in the state |0), that is a
minimum uncertainty state inasmuch as coinciding with the ground state
of a harmonic oscillator, indeed:

(al(g-7)*|a)=(al|(g-a)|a)
=(0|U(=a)V(=b) (¢ —a)*V(b)U(a) | 0)

2
=(0] ((¢g+a)—a)"|0)=(0]|q*|0)
and likewise (a | (p—5)%|a)=(0|p*]0).
In order to demonstrate the converse, we may take advantage of the op-
erators U(a) and V(b) and take ourselves back to the case of states |s)

in which p = g = 0. Let A be a real number; due to the commutation
relations [¢, p] =ih and p+ilg= (p—iAq)', one has:

(s|(p+irg)(p—iXg)|s)=(Ap)> + \(Ag¢)> —Ah>0 VIeER.

If (and only if) Ap Aq = %FL, then a value X of \ exists such that the
equality sign holds: indeed, the discriminant of the quadratic form in the
variable \ is % — 4(Ap)?(Aq)?: the latter is nonnegative if and only if it
is vanishing, i.e. if Ap Aq = %h; in this case:

(s|(p+iXg)(p—iXg)|[s)=0 & (p—iXg)|s)=

(n]a)= 0fa)

1 a”
— (07" |a)=—=
(0] ) = ¢
(thanks to the fact that 7™ |a) = a™|«a)); (0] «) is determined — up to
an irrelevant phase — from the normalization condition:
1=Y e =0}y 2= o ajpelt o

B n B n n' B
(0]a)=e2lf = (n]a)=-"Z=c 2l

V!
O N T I N ) NN T WA
(a|p)=e2 Do =eE e
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d)

5 Representations
Let |[A)=> an|n):
* n
A a) = e_% |O“2 M .
(4]a) Y

The series in the right hand side defines a holomorphic function of the
complex variable « (the series has an infinite radius of convergence); so,
if it is vanishing for any « (the vanishing on an infinite set of values of «
with at least one finite accumulation point is sufficient), then a,, = 0 for
any n, therefore |A) =0.

5.10

2)

H=(a|H|a)=(0|UNVI®O)HV®)U)|0)

1 1 1 o1
:<0\%(p+b)2+§mw2(q+a)2|0):ihw—i—%—&—?nwzaz
_1 o _ 1 PPl
7§hw+hw|a| —Eﬁer%Jrgqu, p;b,qfa, n=|a|;

Since P, = P(|a) — [n)) = [{a|n)]* = e~1el" ja|?™ /n! is the Pois-

son distribution, one has An = /7 = |a|. Also the direct calculation is
possible.

P> P 1 2 1 p*

b) — = L N b ) £

) &= (el L ey =5 (01 4?1 0) = gho+ I

1 — 1 1 1 1
imw2q2 = Zhw + Emw2a2 = Zhw + imw2§2.

¢) Due to the above result:
P2 P2 1 muwh h
P _ Py Ap =] 228 Ag =) ——
om om 4 T TN STV gnn
so Aq and Ap are independent of a. As p = b and ¢ = a, one immediately
verifies that o =p/(24p) —1G/(24¢q) .

5.11

2)

The Hamiltonian of the oscillator in presence of the electric field is

2 2
P 1 5 9 P 1 2(2 e )
2m+2qu €cq 2m+2mw 9 mqu
2 202
_ P 1 2( B e )2765
T 2m + 2mw 4 mw? 2m w?

that, up to the last term which is a c-number, is unitarily equivalent to
the Hamiltonian of the oscillator without field: putting a = e&/(mw?)
and U(a) the translation operator, one has:

2 202
H:U(a)(ﬂJrlmw?qQ— e )U*I(a) =

2m 2
e2&?

2m w?

2m w?

FE, = (n + %)hw
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b) If |n) stand for the eigenvectors of the Hamiltonian without field, the

5.

ground state of the oscillator with field is |0) = U(a)|0), which is
a coherent state with « = —iy/mw/2h a; so, thanks to the result of
Problem 5.9,

2

) 2 1 /rmwa’\"
— = 2: —(mw/QE)a - :
P([0) = [n)) =|(n|a)?=e n!( o )

12

W) a=—i\5— Ol =i = 0*10) = (") ~nnt — ') 10)

(all the omitted terms, as e.g. (n7)?n, give 0 on |0))

=VEE) -3 = (0] (o) =15 (i )=§<i)

2mw 8 \mw
The classically allowed region is where $mw?z? < Ey = 1hw, namely
|z| < a9 = /h/mw. If the probability of finding the particle out of the
classically allowed region were zero, any power n of ¢ should have a mean

value smaller than z{, in particular ¢ should be smaller than (h/ m w)3.
The least value of n for which ¢ > zff isn=26.

b) The interval classically allowed for the momentum is |p| < pg = Vmw h. In

b)

order to calculate p® one may either proceed as above, or one may consider
the unitary transformation:

qe(jEUqUA:%» p—p=UpU !t =—-muwq

which is an invariance transformation for the Hamiltonian (see Problem
5.7). As H is nondegenerate, U |0) = e'”|0), therefore:

(0[p°[0)=(0|UBTU[0)=(0]p°|0)

= (mw)*(0]¢° ] 0) = D(mwh)’

/|wx1,--- Pdar - den=1 = [$(er, - an)] = L.

As a is the only dimensionful constant appearing in the wavefunction and
[a] = L=%, it follows that N is proportional to a'/®. Alternatively, by means
of the change of variable y = a'/*z in the normalization integral, one has:

1 +002 4 1/4 +o<>24 1
_:/ e_‘”“dx:a_// e®dy = Nxalt.

+00 +oo
— 1 ,d 1 ,d 1
Pt [ stemta e gt L [ emrtae s ove L
— 00 a — 00 a
dlog N 1




82 5 Representations
d) n = 4k with k positive integer. Indeed d*e=2" /dak = (—1)kz4k e—aa*,
5.14
a) In the momentum representation (p —k, q—1ih T ):
1 d
n— m (k +mw h@>
therefore:

d 1 _ A=K’/ (2mwh)
(5 + o7 k)eolk) =0 = wok) = Ae

+oo 14
1= |A|2/ e_kQ/(mwﬁ) dk = @O(k) _ (meh) e—k2/(2mwh).

o0

k
qUIkY=UUqU k) =U 2= k)= ——U|k)
mw muw

so U|k) is an improper eigenvector of ¢ belonging to the (improper)
eigenvalue k/mw: U |k) = B|x = k/mw). The proportionality constant
B may be determined from the normalization condition:
<kl | k//> :(5(147/*]{5”) _ <l€l | UTU ‘ k//>

= |B* (2’ =K /mw|z" =k'/mw)

1
Vmw
Since the eigenvalues of the Hamiltonian are nondegenerate, U |n) =
el |n), then:

- |B|25((kz’—k”)/mw) = mw|B| (K —k") = |B| =

palk) = (K m) = (K| U0 [ m) = = (= kfmv )
= alk/me)

s0, up to the phase factor e'?,

1
on(k) = Nom (rmw k) ~* Hy, (k/Vmwh) o—k?/(2mwh)

5.15

2)

b)

(algp+pgla)=(0x|UNa)VIb)(gp+pg) V(b)U(a)|0y)
=(0x|(g+a)(p+b)+(p+b)(g+a)|0x)=2ab.

The wavefunction of the state |0y ) in the Schrédinger representation is

SR A 1/4 B 22
|0> = |0)\> —_— 1/)0(:5) = (ﬁ) e (>\/2h)

so from the definition of |«a):
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2h
la)y=V(b)U(a)|0) a=o+iag; a=-— Tag,bQO)\hoq

one has:
U@|0) 2B yoz—a) =

SR b ANVA o e
la) = Yo(x)=¢ b /hﬂfo(x_a):(ﬁ) eiba/h o—(3/2h) (z—a)®

Likewise, in the momentum representation:

o) MB (k) = (man) et/ ikl e @),
5.16

a) If ¢¥(x) = ¢*(x), one has:
+oo

p=-in [ @) dr = —5ingA@)

—+oo
=0.

— 00

Alternatively: p must be a real number, whereas (if the integral exists)
—ih... is imaginary, therefore p must vanish.

b) Putting
too -1 too -1
v ([ Twwras) = ([ ewa)
—00 —00
one has:
+oo —+o0
—-iNh [ (@ (@) + i (@) @) do = N [ ) ) da
c) p=hk
5.17
+oo —+oo
9 g 2 —az? — gi —az? —— gi E
a) ¢% = 7T/iooace dx \/;da/ooe dz \/;da 5
" 20
As |1) is a coherent state, it is of minimum uncertainty and, in addition,
p? = (Ap)?, (Aq)? = ¢2, therefore:
- R 1
2 = = -~ h’a.
=g — 2 e

“+o00 4 +°O
—ax?/2 d e QT /2 7&932/2>2d'r
dat dx2

4a+°o44 3.2 2\ —ax? 4, 477 35 2
=h p (a*z® —2a°2" 4+ a“)e dz = h*(a” ¢* — 2a° ¢% + o)

X
|
Il
>t
IS
312
P
80
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[a o2 [a d® [T .» [a. d®> [«
4_ / fEe dz = ;@\/;Ooe dz = ;@ a

== = h4 2,
4a2 rt
If n is odd, e-@@"/2 (d”/dac")e“”z/2 is an odd function and its integral
vanishes.

b) The state |2) is obtained by applying the operator e'9* (that translates
the momentum operator) to the state |1). Therefore the mean value of p
in |2) is p = Ik and, in general, the mean value of p™ equals the mean
value of (p+P)™ in the state |1); in conclusion, having in mind that the
odd powers of p have vanishing mean value in the state |1}, one has:

F= 200 12) = (11 e+ 1) = (119 +7* | 1) =2 (Fa+#).
Note that Ap is the same in the two states |1) and |2).

pr=(11+p'1)=(1|p" +6p°p*+p"|1)

—h4<4a +3ak2+k4>

c) In the sequel all the mean values are in the state |2).
1o~ =2y _ B 1
P R ) _ (2 2
(AB)* = 15 (7= (7)°) = gz (307 +20%%)

= ﬁ + (LQ]_JAp)Q.

8m? 2m
If o < k%, namely Ap < P, then:
1 _m_ PP DPPH(4p? B AE  Ap
AE~ —pA F=H= —=———">" ~ — —_—~2—
m?P P 2m 2m om  E D
5.18

a) From the completeness relations for the improper eigenvectors of the po-
sition operator:

/+Oo|x>dx<at|=]1,

- 400

+oo
vn(@) = (o161 4) = [ wleloty Aty = [ e ) vaway
o, y) =zl y)=(yl€la) =€y, ).
b) Bale, u) = {2 | A)ALy) = 040 ¥30)

Vice versa, for any |s) R, () :

+00 Foo
Eyls) B [ By v)aly) dy = x(@) / X () s () dy = e x(z)

— 00 — 00



Solutions 85

where c¢ is the scalar product between the state represented by the wave-
function ¥s(x) and that represented by the wavefunction y(z). Therefore
E, = E; projects onto the state represented by x/(z).

15 gy =0 -y =Y (zln)n]y) = bl
te=3 [[tnla)el¢u) | n)dedy
~ [[ta1610) X twin)nlordzdy = [[ (2 1€ y)y| o) doay

OO

/ E(x, y)d(x —y)dedy = f(x,x)dx.

Ey has only 1 and 0 as eigenvalues (Ev = By, Fy? = Ey), the multiplic-
ity of the eigenvalue 1 equals the dimension of V and the trace coincides
with the sum of the eigenvalues.

¢=¢" o &z, y) =€ (y, ) which holds for E(z, y).

“+oo
E2<x,y>=<x|E2|y>=/ (x| E|2)(z| E|y)dz

+oo )\ 2 2 Foo 2
= / E(x, 2) E(z, y)dz = Z e~ W2E"+y )/ e (1+4Nzy2?) dz
o T oo

(the odd integrands have vanishing integral). As

+o0 +oo
S P i JCR L.y Ly i
/_e dZ—\/:7 /_ze dz = d)\\/:_2)\\/:

E?(x, y) = E(z, y) follows.

w1 et mran (55 kD) -

+o0
19) B [ B, y) ) dy = (%)” e /2, + cpvha)

— 0o
where ¢1, ¢o are the scalar products of ¥s(x) with the normalized vectors
(5)1/467”2/27 (5)1/4\/5%,”2/2
0 T
that generate the two-dimensional manifold that is the image of E.

5.19

a)

As 1)g(x) is a Gaussian function appreciably different from zero in a region
whose amplitude is 4A and the wavefunction of U(a)|Ap) is to(z — a),
| Ag) and U(a)|Ag) are practically orthogonal if a > A.If a = 10A
one has:
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b)

5 Representations

oo, 2 2 2
e 7 /4A ef(a:fa) /4A dx

7l

+oo
/ ef(chra/z)?/m2 ef(azfa/2)2/4A2 de — ew?/ém2 ~4x 1076,

(Ao | U(a) | Ag) =

1
= N
The normalized state | A), in the approximation (Ag | U(a) | Ag) ~ 0, is
1
V2

with wavefunction:

1 . ‘
pale) = gy (o7 el )
s

(the approximation concerns the normalization coefficient). Taking into
account that the product of ¥o(z) and ¥o(xz — a) is negligible,

(2) = —
P = Jor a2

Since ¢ does not appear in the expression of p(z), it is not possible to
determine it by means of position measurements.

(140)+e'?U(a)| Ao))

(e—xZ/QAZ +e—(x—a)2/2A2).

In the momentum representation (see Problem 5.14):
242

1/4 .
?) e_szQ/hz; U(@) ‘ A0> _ e—lpa/h | A0> =
7T'

| Ao) — sﬂo(k):(

1 2A2 1/4 L2 A2 /K2 . .
_ - /h i —ika/h
wa(k) \/i(rhz) e (1 +e'e ) =

- 2.A2 72k2A2/52
pk) =/ —e (1+cos(ka/h—)).
wh
In order to distinguish the state | A) from p(k)
the statistical mixture: oA
{1A40), 1 =3; U(a) | Ag), v2 = 3} 6 =0

it is necessary that the momentum mea-

surements one performs be able to reveal Ak <<= |
the interference term cos(ka/l — ¢) that,
on a period 27#i/a, has a vanishing aver-
age. Therefore the precision must be Ak <
2rh/a = h/a (see the figure). Note that
p(k) (not by any chance!) coincides with
the interference pattern generated by two
‘Gaussian’ slits of width ~ A separated by a distance a: if a > A, the
fringes are too close to each other and if the resolving power of the device
that measures the momentum is not sufficiently high, only the average
intensity is observed, i.e. the thick curve in the second figure.




Solutions 87

5.20

8) (A|£@)]4) :/f@c,y,z) Wiy, )PV = (B| £(7) | B).

<A\pi|A>=—ih/wz<x7y,z> 0

8332‘ ¢A(xvy7 Z) dv.

(Bpi| B) = =ih [ wale,.2) 503 (@,2)dV = (4] pi | A)
=—(Alpi|A).

Likewise one may show that (A | 32 | A) = (B | p? | B) and that

(A| L, | A) = —(B | L; | B): in general, the mean value of all those

observables that are not invariant under time reversal, such as p and E,
may be different in the two states.

o 1 ST 1 Lo
b) ¢p(k) = W/e_lk'r/h Yp(r)dV = W/e_lk'r/h Ya(r)dv
1 - * -
T (27 h)3/2 (/elk'r/h 1PA(F)dV) =pal=k).
5.21

a) No: h(z) =e'?®\/p(x) with p(z) an arbitrary real function of .

b) It is possible to calculate the mean value of ¢ and, more generally, of the
observables that are functions of ¢ only. In the latter case the knowledge
of p(z) is sufficient, whereas it is not possible to calculate the mean value
of p without explicitly knowing the function ¢(x).

5.22

a) pp(z) = [Y5(2)]? = [Ya(@)]* = pa().
From Problem 5.20 one has, for the wavefunctions in the momentum rep-
resentation,

vp(k) = va(=k) =xpa(k) = |pa(k)]* = lpp(k).
So not even the knowledge of both the probability densities for the position
and the momentum determines the state in a unique way.

“+o00 “+o0

b) (A f(q)[A) =/ pA(iv)f(ﬂc)de/ pp(x) f(z)dz = (B | f(q) | B).
Likewise (A | g(p) | A) = (B | g(p) | B) and the same result holds for
H too, since the mean value of the sum is the sum of the mean values.
The mean value of the observable pg + ¢p may instead be different in
the two states: indeed, it cannot be expressed in terms of the position and
momentum probability densities — see the next point.
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c)

5 Representations
One has:
(Algp|A)=—in (%)1/2 /;O;(“ib)w2/2x%e(a+ib)w2/2dx
=h(-b+ia) (%)1/2/_:;%‘”2@ =h(b—ia) (%)1/2 % /_-:;—ax?dx
~h(b—ia) (%)1/2%@)1/2 _ _hb;;a

therefore, as (A | pg | AY = (A | gqgp | A)* and ¢¥p(z) obtains from
1Y a(z) by changing the sign of b:

b b
(Algp+palA)=-h—: (Blgp+pa|B)=h_-

5.23

a)

Putting G = (¢p + pq)/2h, as G commutes with U(a), one has
dU(a)/da =iGU(a) =iU(a) G and, as a consequence,

djle) _ d

da da(
—iU()[G, U™ () = U(a) qU () = d(a)

U(a)qU M) =iU(a) GqU ! (a) —iU(a) ¢GU (a)

and analogously for p(«). The equations for ¢(«) and p(a) may be inte-
grated as the differential equations for c-numeric functions (it is sufficient
to take the matrix elements of both sides of the equations) and one obtains:

[e3

q(a) =eq,  pla)=e""p
i.e. the canonical transformation considered in Problem 5.6, in the case
A > 0.

If q|z) =a]|x), one has:
qUTN () |z) =UT(a)§(a)|z) =e®zU'(a)|z) = Ul(a)|z) =c,|e®z)

where ¢, is a proportionality factor that can be determined (up to a phase)
from the normalization condition (see Problem 5.14):

(2 [2") =b(a" —2") = (¢' | U(a) UT(a) | 2") = |ex|* (2 | e*2”)
= lez|?0(e* (2" — 2")) = |cx[Pe™ (2" —2") = el = e®/? .

The phase of ¢, could depend on z. Analogously Uf(a)|k) = cx|e k)
with |cx| = e~®/2 and the phase of ¢;, could depend on k. A way to show
that ¢, and ¢ are independent respectively of  and k is the following:

(k|UYa) | z) = cy exp (—ike*z/h) = ¢ exp (—ie“ka/h) = cp =cp.
w;{(l‘) =(z|U(a)| A) = eo‘/2<eaa? | A) = ea/Qzl)A(eax).
pik) = (k| Ula) | A) =e (e k | A) = ™2 pa(e™ k).
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5.24

a)

Onehas ¢} = q1cos2m/3+qasin2r/3, ¢y = —q1 sin27/34qo cos2m/3,
¢4 = q3, namely:

BESVE I LB
3 2 2 2 2
I _ . -1 _
qi_ZRUqJ’ R = _@ 1 ol R = @ 1 0
Jj=1 2 2 2
0 0 1 0 0 1

and analogous formulae for the p;. The kinetic energy is invariant under
any rotation, and so it is in particular for the 120° rotation. Furthermore:

V(I¢'—al) =V(R¢-RR™'a|) = V(IR(¢-R™"a)|) = V(7 - R™"al)
=V(l7-b))

and likewise V(|7 —b]) = V(- l), V(' —&l) = V(q—al).

The kinetic energy is invariant under the reflection p, — —p,; in addition:

V(ig—al) = V(g-b)), V(i-el)—V(7-2]).

Let U be the operator that implements the 120° rotation and I, the one
that implements the reflection. One has (sum over repeated indices under-
stood):

-1 0 0
UgU ' =Rija;;  Lal,' =Tyq, I=1 0 10
0 0 1

I, (qu Uﬁl)fll =Rij L, I;" = Ri; Ljk
U(quifc;l)U_l :Iij UQj U_l :Iinjqu
and, since RZ#AIR (ZRI ' =R ' #R), the two transformations

do not commute with each other.

Since U and I, commute with H, if H were nondegenerate its eigen-
vectors should be eigenvectors of both U and I, as well; in this case U
and I, would have a complete set of simultaneous eigenvectors and should
therefore commute. As a consequence H has degenerate eigenvalues (de-
generacy theorem).

As UHU' = H, one has:
Hy=(1|H|1)=(1|UUHUU |1)= (2| H|2)= Hy = Hs3
Hyy = Ha3 = H3;

furthermore I, H I;; = H = H;» = Ho, therefore all the nondiagonal
matrix elements are equal to one another and real:
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Ey a a
H — a FEy a

a a FEy
In order to determine the eigenvalues of H, we rewrite the matrix in the
following way:

Ey a a 1 0 0 a a a
H — a Ey a |=(FEy—a)|0 1 0|+]|a a a
a a FEy 0 0 1 a a a

whence, due to the fact that the characteristic of the last matrix is 1, two
of its eigenvalues are vanishing and the third coincides with its trace, i.e.
3a; in conclusion the eigenvalues of H are:

FEi=FEy,=FEy—a; FE;3=FEyj+2a.

The eigenvector of H corresponding to the eigenvalue Ej is
1
V3
which is (better: must be) an eigenvector of U and I, as well. All the
vectors orthogonal to | E3) are eigenvectors of H; the eigenvectors of I,
are 1)+ |2)+«|3), |1)—|2) and, among them, those orthogonal

to | E3) are:
(1) +12)-213)); —=(11) - |2)).
V6 V2

The matrix that represents the operator U in the basis |1), [2), [3)is

|Es)=—=(11)+12)+3))

0 0 1
U — 1 0 0
01 0

and, since U3 = 1, its eigenvalues are the cubic roots of 1 and the eigen-
vectors, besides the one already mentioned, are:

1 Ti/¢ i 1 /¢ i
— (1) +e¥/3|2) +e'™/3|3)); %(|1>+e4 /312) 4 e*™/3|3))

V3

that are also eigenvectors of H.

5.25

a)

The wavefunction is nonvanishing in four dif-
ferent regions (see the figure): ¢ = ¢ + )+

T+, where the components ] and ) are
generated by the component of the wavefunc-
tion that has gone the ‘short’ path, and oY
and v} are generated by the component that
has gone the ‘long’ path.

There survives only 1} (downstream Dj): the
other components “collapse”.
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There remain only the components ] and v} that have not yet reached
the detectors.

In the interval ¢ +7 < t < to there remain the three components v, 1}

and 4. Then, for ¢ >ty + 7, only ¥ and v} survive.

In the interval ¢; + 7 < t < to the state of the particle is ¢4 if Do has
clicked, otherwise it is ¢} 4+ 4. Since each detector clicks in one of the two
time intervals with probability 25%, the state is ¢4 in % of the cases and

{44 in 2 of the cases (conditional probability), so the state of the
system is the statistical mixture {14, 3 \/Li( Y+Y), 2} For t > ta+7,
after having realized that D; has not clicked, the state of the system is

the statistical mixture {14, %; ¥4, 1}.
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One-Dimensional Systems

Nondegeneracy theorem; variational method; rectangular potentials;
transfer matrix and S-matrix; delta potentials; superpotential; com-
pleteness.

6.1 The Hamiltonian of a particle in one dimension is H = p?/2m + V(q).
Assume that V(q) = V(—q) and that H only has discrete eigenvalues.
Let I be the operator that represents the spatial inversion: T¢I~ ! = —q,
Ipl~t =—p.

a) May observables ¢ exist that commute with H, but not with 77
b) What if H has continuous eigenvalues?

¢) Let |E,), n=0---, be the eigenvectors of H corresponding to discrete
eigenvalues. Say which of the matrix elements, relative to the operators
q, p, ¢*, p* between two such states, certainly vanish (“selection rules
for parity”).

6.2 The eigenvalue Schrodinger equation for a particle in one dimension is

h2
—5-¥p(@) + V(@) Yp() = E¢p(2).

One may have to solve the equation either analytically or numerically. In any
event it is convenient to cast the equation in dimensionless form: to this end,
if a is a length intrinsic to the problem — i.e. constructed from the constants
that appear in the equation (h, m and those appearing in the expression for

V(:z:)) —one sets £ =x/a, f(&) =vYr(al).

a) Write the equation for fc(§) in dimensionless form; show that the eigen-
values € are determined in units of %?/2ma?: € = E/(h?/2ma?). Given
that f.(£) is normalized ([ [fc(¢)[*d¢ = 1), say what the value of the
constant C' (C' > 0) must be such that ¢g(z) = C fc(x/a) is normalized.

Consider, for the sake of concreteness, a particle of mass m subject to the
potential:

V(z; w, g) = smw?z? + ga?, g>0.

E. d’Emilio and L.E. Picasso, Problems in Quantum Mechanics: with solutions, UNITEXT, 93
DOI 10.1007/978-88-470-2306-2_6, © Springer-Verlag Italia 2011
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b) Find the length a that can be made with %, m, w and the length b
that can be made with h, m, g. Write the dimensionless form of the
Schrodinger equation in terms of either z/a and z/b. Say which of the two

forms is more convenient in the case m = 12 GeV/cQ, w =21 x 1012571,
g=168x10"2eV/A%

¢) Show that the Schrodinger equation for f.(£) is the eigenvalue equation
H|E)=FE|E) in the Schrédinger representation for the canonical vari-
ables ¢ =q/a, p=ap.

6.3 As in Problem 6.2, consider a particle of mass m subject to the poten-
tial:
V(z) = gmw?a?® + ga*

with m = 12GeV/c?, w = 21 x 102571, g = 6.8 x 1072eV /A%, Suppose
one has to determine the eigenvalues F,, and the eigenfunctions ), (z) (or
at least some of them) of the Hamiltonian H with the help of a computer.

a) Which initial conditions must be imposed at & = 0 if one is interested in
the ground state? Which ones if one is interested in the first excited state?

b c d
f N g9 ) h
\EY
N R
W 1 m n [¢]
N\

Unfortunately, in order to determine the eigenfunctions ,(x), it is not
sufficient to assign the correct initial conditions, because we do not know
the corresponding eigenvalues F,. It is therefore necessary to proceed by
trial and error, i.e. to solve the equation for several values of E until a
solution, exhibiting as much as possible the properties of the eigenfunc-
tion one is after, is found. The graphs reproduced above correspond, not
necessarily in the same order, to the following values of ¢ = FE/hiw :
0.557, 0.558, 0.559, 0.560, 1.75, 1.76, 1.77, 1.78, 3.0, 3.1, 3.2, 3.3; the
abscissa axis refers to the dimensionless variable (see Problem 6.2) £ = z/a =
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vmw/hx and the unit on this axis is the same for all graphs, whereas the
unit on the ordinate axis is given explicitly. The curves are drawn only for
0 < ¢ < 3: for £ < 0 they may be obtained from the fact that all the eigen-
functions have definite parity.

b) For each graph say to which eigenfunction it represents an approximation.
To each graph associate the corresponding value of €: to this end relevant
pieces of information may be obtained from the curvature at the origin,
from the position of the inflection points where f.(£) # 0 (dotted on the
graphs), from the number and position of the zeroes and, finally, from the
behaviour of the curves in the region to the right of each graph. What is
the best estimate one may obtain for the eigenvalues one is after?

6.4 It is known that for a particle in one dimension subject to the rectangular
“potential well”:

_ 0 |z] > a
Vo(x)_{—Vo lz| < a, Vo>0

there always exists at least one bound state with energy Ey < 0.

Consider a particle subject to a nega- —a a
tive potential: V(zx) < 0 such that

lim, 1o V(z) = 0 and for which there V@) "V
exists a rectangular potential well Vj(x)
(Vo(z) < 0) of suitable depth and width
with the property Vy(z) > V(x). Let to(x) be the wavefunction of the ground
state of the particle subject to Vp(z) and let

2 2
H=2 4v@), H=2L2+V@).

2m 2m

a) Show that the mean value of H in the state of wavefunction vg(z) is
negative.

b) Show that H has at least one bound state whose energy is less or equal
to the energy E{ of the ground state of Hy.

6.5 Let H; =p?/2m+Vi(x) and Hy = p?/2m+Va(z) be two Hamiltonians
with V4 2(2) T) 0 and Va(z) > Vi(x).

a) Show that if Hy has a bound state, then also H; has at least one bound
state.

Assume the potentials are even functions: Vi(x) = Vi(—x), Va(x) = Va(—2x).

b) Exploit the above assumption to show that, if Hy has two bound states,
then also H; has at least two bound states.

Let us drop the assumption that V; and V5 are even functions, but maintain
the hypothesis that Hs has two bound states | Eéz) )y | Efz) ) whose energies
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are E(()Q) < E§2) < 0, and let | E(()l) ) be the (existing!) ground state of Hj .

c)

)

Show that the mean value of H; is negative in all the states of the vector
space V generated by | E(()Q) ) |E§2) ), and — owing to the existence of a
vector in V orthogonal to | E(()1 ) — conclude that also Hj has at least two
bound states.

Generalize the result to the case of n bound states.

6.6 It is known that a particle in one dimension subject to a rectangular
potential well of depth V, and width 2a admits as many bound states as the

least integer greater or equal to \/2mVya2/h* [(7/2) = \/8mVpa?/72h>.

By exploiting the results of Problem 6.5:

a)

Find the minimum number n; of bound states that the following poten-
tials admit:

h2 —z2/b? hz —z2/b?
V(x):—3mb26 ; V(fv):—4mbze .
Find the value of A such that the potential:

A
v%aﬂiz‘—aziiiﬁw A>0

admits at least N bound states.

Find the number of bound states admitted by the potential:

A

V(x) = —m )

A>0, b>0.

6.7 Assume the energy of the ground state of a harmonic oscillator of mass

m

and angular frequency w is not known. Consider the states described by

the following normalized wavefunctions (“trial functions”):

2)

315 9 o9
Y(asa) = 2568 &~ kel
’ a > 0.
0 |z] > a

Calculate the mean value H(a) of the Hamiltonian H in the states de-
scribed by ¥(z; a). To this end the following integrals are useful:

+1 +1
2.2 2 20,2 4
—1)Y¥der = — : —1)*de = —— -
/lx(x ) x 105 /1$(ZL' ) X 5

Find the value a of a for which the mean value of the Hamiltonian is a
minimum. Say whether the mean value H(a) of H in the state described
by the wavefunction (x; @) underestimates or, rather, overestimates of
the (unknown) energy Ej of the ground state of the oscillator. Calculate
H(a).
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¢) Would one like to take advantage of the same technique (known as vari-
ational method) to estimate the energy of the first excited level of the
oscillator, which properties should the trial functions possess in this case?

We now want to compare the wavefunction t(z; @) found in b) with the
wavefunction g(x) of the ground state of the oscillator.

d) Knowing that E, = (n + %)hw and setting ¥(z; a) = ao(z) + ﬁfg’[}v(x)
(with ¢ () and vo(z) orthogonal to each other and |a|? +|3]? = 1), find
an upper bound for |3|.

6.8 A particle of mass m is subject to the potential V(z) = ga% g > 0.

a) Determine a and n in such a way that exp(—alz|™) represents the
asymptotic behaviour of the eigenfunctions of the Hamiltonian H for
|x] — 0.

b) How do the eigenvalues of H depend on g and m (see Problem 5.6)7

¢) Exploit the variational method with the trial functions of Problem 6.7:

315 9 o9
Yoy a) =3 2568 & —@) el
) a > 0
0 2| > a

to find an upper bound for the energy of the ground state. To this end, in
addition to those given in the text of Problem 6.7, the following integral
is useful:

+ 256
402 1Y de = 220
/_1”3 (2" = 1) de = 75575

6.9 A particle of mass m is subject to a potential Vi(z)
that, in the region x < 0 is positive and large to
the extent that it is legitimate to consider the limit a
V(x) — +oo for x < 0: this amounts to constrain
the particle to move only in the region =z > 0. In
the latter region the potential is

-V 0<z<a Vo >0
Vie) = { sesa,
1(@) 0 Tz >a.
It is known that, in the above mentioned limit, the eigenfunctions of the
Hamiltonian must vanish for z = 0: ¢ g(0) =0 (see Problem 6.10).

Vo

a) Is it true that not only the eigenfunctions of the Hamiltonian, but all the
wavefunctions () must vanish at © =07

b) We want now to establish whether the system always admits a bound
state. To this end, assuming it exists, draw the corresponding wavefunction
Y, () in both regions 0 < z < a and z > a and conclude that if
Vo < 72h?/(8ma?) there exist no bound states.
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¢) Show that the condition Vg > 72h?/(8m a?) is not only necessary but also
sufficient for the existence of bound states.

d) Write the eigenfunctions of the Hamiltonian corresponding to the contin-
uous spectrum.

e) Let us assume that in the case of a particle Va()
subject to the rectangular potential well of
width 2a: Va(z) =0 for |z| > a, Va(z) =
Vo for |z] < a (—o0 < = < 400) the Vo
system admits n bound states. How many
are the bound states for the particle subject
to the potential Vi(x)?

— a

6.10 A particle of mass m is subject to the V(z)
potential:
Vi <0 Vi
V(z) =4 -V 0<z<a a
0 T>a. Vo

a) Show that in the limit V; — 400 the
eigenfunctions of the Hamiltonian vanish for = <0.

b) Is it true that not only the eigenfunctions of the Hamiltonian, but all the

wavefunctions () must vanish for z <07

Assume that in the limit V; = 400 the system does not admit bound states:

\/2m Va2 /h* < m/2 (see Problem 6.9), whereas it is known that for V; =0

the system always admits at least one bound state.

c) Determine Vi such that for V; < V) the system admits at least one
bound state.

V()
6.11 Consider a particle subject to the rect- —a a
angular potential well of width 2a: I
Vo
B 0 lz] > a
V(x){—VO lz] < a.

Setting £ = ka, n=ka where k= /2m|E|/h*, k= \/Qm(VO — |E|)/K?
(note that, with respect to the case V(z) =V, for |z| > a, V(z) = 0 for
|z| < a, & and n obtain through the substitution £ — E + 1} ), the energies
E,, of the bound states are determined by the systems of equations (the first

one refers to the even states, the second one to the odd states):
n=Etang ) n=—¢/tang
2mVpa 2mVya > 0, >0.

&+ = h20 E+n= 77120 ¢ !
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a) Show that for every discrete eigenvalue E,, one has:
n’ 2 /42
with (see Problem 6.5) F)(z) >0 (F,(x) is not explicitly calculable).

b) Show that, both for Vj — 0 with fixed a, and for @ — 0 with fixed Vp,
Eo(Vo,a) = —2m VZa?/h>.

En(Vo,a) = —

¢) Determine the asymptotic behaviour of Ey(Vjp,a) both for Vj — oo with
fixed a, and for a — oo with fixed Vj.

d) Determine the limit of Ey(Vp,a) for Vo — oo and a — 0 with fixed
Voa =\

e) Exploiting the behaviour of Fy(z) for x — 0 and for z — oo found in
b) and c¢), draw a qualitative graph for |Ey| as a function of Vp, with a
fixed.

f) Estimate, also with the aid of the graph, the energy of the ground state for
i) an electron in a (one-dimensional) potential well of depth Vj = 1eV
and width 2a = 2A, @) a proton (mass m, ~ 1836m.) in a well of
depth V5 = 1MeV and width 2¢ =2 x 1072 cm.

. . . . V()

6.12 Consider a particle subject to the potential:

0 <0
V(I)_{Vo x>0 Vo

with V5 > 0 (“potential step”).

a) Write the eigenfunctions of the Hamiltonian belonging to the eigenvalues
E<V.

The transmission coefficient T and the reflection coefficient R are defined as
the ratio of the transmitted and, respectively, the reflected flux (or density of
probability current) to the incident flux.

b) Calculate the transmission and reflection coeflicients for particles incoming
from the region x < 0 with E > V| and verify they satisfy the condition
demanded by flux conservation (continuity equation for the current).

¢) Given the wavefunction for particles incoming from the region = < 0 with
E >V, due to the reality of the Schrédinger equation it is possible to
write another independent solution: find, among the linear combinations
of these two solutions, the eigenfunction belonging to energy FE relative
to particles incoming from the region x > 0. Calculate the transmission
and reflection coefficients and verify they are equal to those for particles
incoming from the left (z < 0).
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6.13 Consider the potential barrier: V(x)

0 <0
V(m):{Vo 0<z<a v

0 r>a.

a

a) Determine the values of the energy FE, for
a particle of mass m, such that the reflected wave is absent (total trans-
mission). Distinguish between the two cases E < Vy and E > V.

b) Do any values of the energy FE exist for which the transmitted wave is
absent (total reflection)?

6.14 Let V(z) be a potential such that V(x) = 0 for both z <
and x > x9, being z1 < x2. In the external regions x < z; and x > x9 the
eigenfunctions ¥ g(x) (E > 0) of the Hamiltonian have the form:

ikax —ikax <
Ye(z) = aeich+ﬁe—ikac o
ye'FT 4 e tF T > Ta.

Thanks to the linearity of the Schrodinger equation, the coefficients v, §
depend linearly on « and g:

v\ (A B @ A B\ _ W
) \C D 8’ ¢ D) —
(the matrix M = M (k) is named transfer matrix for the potential V(z)).

a) Show that from the reality of the Schrodinger equation it follows that
D= A* C=B*

b) Show that the continuity equation implies det M = 1.

¢) Determine the transmission and reflection coefficients for the potential
V(z) in terms of the matrix elements of M.

d) Given the transfer matrix M (k) for the potential V(z), find the transfer
matrices My, (k) for the translated potential V(z — a) and M (k) for
the reflected potential V(—zx).

6.15 Consider a potential V(x) that is nonvanishing only for x1 < x < 2.
In the one-dimensional case the scattering matrix, or S-matrix, allows one
to determine the amplitudes of transmitted and reflected waves for particles
incoming either from the left or from the right:

M B eikw+ﬁe—ikx x < a . n 1 B ¥
wE (.13) - {,yeikx 1‘2.'1?2 . S 0 - ﬁ
() _ e~—ikw+§/eikw T >z t 0 _ fz/
wE (l‘) {6e—ik3: xle : S 1 ﬁ

(we have written ST instead of S to stick to the use current in the literature).
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a) Given the transfer matrix M (see Problem 6.14), find the S-matrix.
b) Show that the S-matrix is unitary.
¢) Express the transmission and reflection coefficients in terms of the matrix

elements of S.

6.16 Let H =p?/2m+ V(q) be the Hamiltonian for a particle of mass m
in one dimension. The particle is in an eigenstate of H whose probability
density for the position is

N?
€Tr) = x 2 = ——— .
p(z) = [¢(z)] (22 + a?)2

a) Say whether the state is uniquely determined and, in the affirmative case,
write its wavefunction ¢ (zx).
b) Calculate the mean values of p and ¢ in this state.

¢) Say whether the state is a minimum uncertainty state: Ap Aq = hi/2.

o,
Nz

Make use of the Schrodinger equation to determine the potential V(z).
e) Say whether there exists an odd eigenstate of H belonging to a discrete

eigenvalue.

6.17 The eigenfunctions of the Hamiltonian H of a particle of mass m in
one dimension satisfy the Schrédinger equation:

d? 2mFE 2m
(- 7 +U@) o) = = b(a). Ula) = 73 V()
with V(z) unknown. It is known, instead, that the functions:
_ika — tanh(z/a) e'F” I e B ,
Y(x) = a1 Vo kE>0; 7oowk(z)¢k,(x)dx76(kfk)

are eigenfunctions of H.

a) Determine the asymptotic behaviours of ¢y (x) for z — +o00, calculate the
coefficients of reflection R and transmission 7' and verify that they satisfy
R+T =1

b) Determine the potential V(z) and say whether it admits bound states.
¢) Show that t_g(z) is an eigenfunction of H belonging to the same eigen-

value E to which 9 (x) belongs.

The following relation will be derived in the solution:
+o00
1

Ui (@) Yp(y) dk = 6z —y) — 2a cosh(z/a) cosh(y/a)

d) Show that H has only one bound state and determine its wavefunction.
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6.18 Consider a particle of mass m in one V(z) V(x)
dimension subject to the attractive “delta

potential” V(z) = —Ad(x), A > 0, where N

d(x) is the Dirac delta function. This may Vo—oo

be considered as the limit, for

a—0, Vo =M a— 400, Voa =\ N

attractive &

of a rectangular potential well of depth Vj and width a.

a) Taking the limit on the eigenfunctions ¢g(x) relative to the bound states
of the rectangular potential well, show that the attractive delta potential
has only one bound state. Explicitly calculate the corresponding eigenvalue
Ey of the energy and the eigenfunction 1o (z); show in particular that
1o(x) is continuous at & = 0, but its first derivative is discontinuous.

b) In the case the particle is an electron, what value must A take so that
|Eo| = 1eV? Express your result in eVxA .
At what distance a from the origin | (a)|? ~ 10721 (0)[* ?

It is possible to solve the Schrodinger equation with the attractive delta po-
tential directly in the momentum representation.

¢) Show that the Schrodinger equation in the momentum representation
reads:

(£~ E) or) = 5= (0).

2m (27 h)1/2

Write explicitly the functional dependence of pr on p and determine the
energy FEjy of the bound state by exploiting the identity:

+oo
$o(0) = (2m k)12 / o(p) dp -

— o0
Given @g(p), use the Cauchy residue theorem to find again ¥y(x) in the
coordinate representation.

It is also possible to solve the Schrodinger equation with the attractive delta
potential directly in the coordinate representation.

d) Find the discontinuity of the logarithmic derivative of ¢g(x) at x = 0
by integrating once the Schrodinger equation in the interval [—e, +¢] and
then taking the limit ¢ — 0. Use the result to find again the energy Ej
and the wavefunction y(z) of the bound state.

6.19 Consider a particle of mass m in one dimension subject to the poten-
tial:

. A < 0 repulsive potential

V(z) = —-Ad() { A >0 attractive potential
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a) Determine the transfer matrix M for energies E > 0 (see Problem 6.14)
and ST, where S is the scattering matrix (see Problem 6.15). Calculate
the transmission coefficient 7T'(k) and the reflection coefficient R(k) .

b) Determine the eigenfunctions of the energy w,(cl) (x), ,(;) (x) for E >0
corresponding to the scattering states |k°) both for particles coming
from the left (z = —oc0; k> 0) and from the right (z = +o00; k< 0).

¢) Determine the eigenfunctions of the energy with E > 0 relative to the
states of definite parity.

d) Assume that the scattering states are normalized in such a way that:
(O [ 50) = (KO | KO) =6k = k), (KO |K0) =0

Say what is the value of the following integral:

E(e.y) = / "W @) O @) + 9O (@) (4)*) dh

both for A > 0 and A < 0, without calculating it.

6.20 Consider the Schrodinger equation for a particle of mass m subject
to a potential V(xz) = 0 for = < x; and for = > x5, being z7 < x2. The
transfer matrix M can be defined, thanks to the linearity of the Schrodinger
equation, even for the solutions with F < 0:

R T —RKRT <
fE(w):{ae o TR 0 B,7,6€C k= \/2m|E|/R?
,yenw_’_é‘e—mw

€T > X9

independently of the fact that fg(z) is normalizable. It is useful to find the
bound states.

a) Demonstrate that M (k) is a real matrix and that, thanks to the continuity
equation, its determinant equals 1.

b) Find the condition on the elements of the matrix M (k) such that fg(x)
is normalizable, namely that E is a discrete eigenvalue.

¢) Assume that the transfer matrix M (x) for the potential V' (x) is known.
Determine the transfer matrices M, (k) for the translated potential
V(x —a) and M,¢(k) for the reflected potential V(—x).

d) Find the matrix M for the solutions with E < 0 in the case of the
attractive potential V(z) = —Ad(z) with A > 0 and determine the
energy of the bound state.

6.21 Let Vi(z) be a potential vanishing for z < x; and z > xo (21 < 22)
and let M be the relative transfer matrix (see Problems 6.14 and 6.20).

Let Vo(z) = Vi(z —a), a > xz3—x1 be the potential obtained by trans-
lating Vi (z) (Vi and V4 have disjoint supports).
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a) Show that the transfer matrix M for a particle subject to the potential:
V(z) = Vi(z) + Va(x) V@)
is the product (in the suitable order)
of the transfer matrices M7 and M,
relative to the single potentials V; ()
and Va(x).

Let us suppose that Ey is the energy of a bound state of a particle subject to
the only potential Vi (z) (or Va(z)).

b) Show that for large values of a, for any bound state relative to the
single potential V;(z) (or Va(z)) the particle subject to the potential
V(xz) = Vi(x) + Va(z) has two bound states with energies E; and Es
whose distance decreases exponentially as a increases: exploit the condi-
tion that the existence of the bound state of energy Ej enforces upon M,
(see Problem 6.20) and the fact that det M; = 1.

¢) Show that, for large values of a, a similar result obtains for the potential
V(z) = Vi(z)+ Vi(a—=x). What does the difference between the potentials
Vi(z) + Vi(a—2) and Vi(z)+ Vi(z —a) consist in?

6.22 Consider a particle of mass m in one dimension, subject to the poten-
tial:

52

——(¢"*(z) — ¢" (2))

Viw) = 2m

(¢(x) is called the ‘superpotential’).

a) Show that the Hamiltonian may be written in the form:

1
o L . .
o (41 ()) (p~ 1/(2))
with f(x) a suitable real function, and that, as a consequence, H has
nonnegative eigenvalues.

b) Show that if £ = 0 is an eigenvalue of H corresponding to a bound state
| E = 0), then necessarily:
(p—if(@)|E=0)=0.
If the bound state | E = 0) exists, what is its wavefunction ty(x)? Can
one claim the existence of the bound state with E = 0 for whatever ¢(z)?

¢) Find the superpotential ¢(x) corresponding to the potential:
2

Viz) = znz a? <tanh2(x/a) N Coshj(iv/a)>

and exploit the above result to find the energy and the wavefunction of
the ground state for a particle subject to the potential:
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~ 15 n?
Viz) =V(z) - = - .
() (@) 2m a? ma? cosh?(x/a)
d) If ¢/(z) = (mA/h*)e(x) (e(z) = 1 for = 2 0), find the potential V (z).
Exploit the result to find the energy and the wavefunction of the bound
state for a particle subject to the potential V(x) = —Ad(z), A >0.

6.23 A particle of mass m in one dimension is ‘V(m)
subject to the attractive potential: l ‘ l

V(z)=-\[6(z —a)+6(z+a)], A>0.

a) Show that there always exists at least one bound state and that — given
the form the eigenfunctions of the energy may have for £ < 0 — there may
exist at most two of them.

As in the case of the rectangular potential well, the energies of the bound
states are solutions of transcendental equations.

b) Find the equations that allow for the determination of the bound states
and, possibly by means of a plot, show that the second bound state exists
only if A > h?/2ma.

¢) Assuming the condition just written is fulfilled, show that the difference
in energy between the two bound states tends exponentially to zero as
a — 00 in particular specify when a may be considered large.

d) Draw an accurate plot of the wavefunctions relative to the two bound
states.

6.24 The problem of finding the bound states of a particle subject to the
potential of Problem 6.23:

V(z)=-X[0(z+a)+d(x—a), A>0
may be solved approximately by means of the variational method (see Prob-
lems 6.7 and 6.8), taking as trial functions the set of functions given by:
U(x; 0) = N(cos0y (z) + sinf1hy(x))

where ;(z) = \/Rge " 7Tl and ¢u(x) = Roe "0 lema (kg = mA/B?)
respectively are the normalized eigenfunctions relative to the bound state
(state | 1)) with Vi(x) = —Ad(z+a) and to the bound state (state |2)) with
Va(x) = —Ad(x — a) (see Problems 6.18 and 6.19).

a) Calculate the scalar product (1 |2) and the normalization factor N.

b) Estimate, by means of the variational method, the energies of the ground
and of the first excited state.

¢) Say in which of the two cases — a either large or small — the result is more
reliable. Compare the result with that of Problem 6.23.
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d) Say whether by means of the wider choice of trial functions:
U(x; 0,9) = N( cos O (x) + sinfel? ¢2(x))

more accurate results for the energies of the ground and of the first excited
states may be obtained.

6.25 A particle of mass m in one dimension is sub- |V (=)
ject to the asymmetric potential: ‘ l

V(z) =Vi(z) + Va(z) = =M1 d(x +a) — A2 d(z —a), Ao > A1 > 0.

a) Making use of the transfer matrix M for the solutions with E < 0 (see
Problems 6.20 and 6.21), find the equation that determines the bound
states of the system.

b) Show that the ground state always exists, whereas the excited state exists
only if 4ako ks > ko + K1, 1le. AAa/(A1 + A2) > h2/4ma (K12 =
m Al’g/h2).

¢) Make a qualitative plot of the wavefunctions relative to the ground and to
the (supposedly existing) excited state.

]

Consider now the case when Ay = =\ = =\ (i.e. V}
attractive, Va repulsive). l ‘

d) Show that there always exist only one bound state and make a qualitative
plot of the corresponding wavefunction.

6.26 Consider a particle of mass m in one dimen- V(x)

sion subject to the potential: ‘ I
Vs(z) = =Ad(x +a) + Ao(z —b) — Ad(x —a) l ‘ l

where A >0, —-a<b<a.

a) Find the transfer matrix for the solutions with E < 0 and show that the
energy of the ground state of the Hamiltonian Hjz is —m /\2/27’127 i.e. the
same as for the only bound state for a single attractive delta.

b) Show that the equation that determines the second bound state may be
written in the form:

cosh (2ka) — cosh (2kb) = 1 (K)Q e?r Ko = mA

2 Ko ’ h2

_ 1 N2
and that it admits a solution if and only if |b| <b=a4/1— (2 ) .
Ro a

It is known (see the solution of Problem 6.22) that the result of point a)
extends to the potential (a1 < by < ag < -+ <b, < apy1):
n+1 n

Vans1(z) = =AY d@—a;)+ XD dx—b), A>0, n>0
i=1 i=1

¢) Show by induction the above result, making use of the transfer matrix.
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6.1

2)

H commutes with I: [ HI~' = H. Indeed:
IV(Q I =V(=q)=V(g); IpI"=1IpI ' IpI™" = (-p)*=p".

If an observable commuting with H but not with I existed, the Hamilto-
nian should have at least one degenerate eigenvalue (degeneracy theorem,
see Problem 5.24), but in a one-dimensional problem the discrete eigenval-
ues of the Hamiltonian are all nondegenerate (nondegeneracy theorem).

Consider the example of the free particle: the Hamiltonian H = p?/2m
commutes both with the momentum p and the space inversion I, but p
and I do not commute with each other. Indeed in this case the eigenvalues
are degenerate and the above argument fails.

The operators ¢ and p are odd under space inversion (I ¢I~! = —gq, etc.)
and this entails that ¢ and p have vanishing matrix elements between states
with the same parity w = £1: I|w) = w|w), independently of the fact
that the latter may be eigenvectors of some Hamiltonian; indeed, due to
I7'=T1" and (w|IT =w(w]|,

(wlglw)=(w|[I"TqI I |w)=w*(w|IqI " |w)
=—(w|q|lw)=0.

Therefore, since by the oscillation theorem (and the fact that H commutes
with I) the eigenvectors of H are alternatively even, odd, even ..., the
odd operators (such as ¢ and p) may have nonvanishing matrix elements
only between states | E,, ) and | E,, ), with n +m odd.

Instead, ¢? and p? are even operators (i.e. they commute with I) and
this entails that they have vanishing matrix elements between states with
opposite parity.
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d? d? 1 d?
As 5 V(@) = o fle/a) = ;d—éﬂfe(f), one has:

2

FEE&) +UE) fe(&) = Ef(€), Ug) =Vviag).

2m a?

Dividing both sides by h?/2ma? (that has the dimensions of an energy)
and putting u(&) = (2ma?/h*)U(E), € = (2ma?/h*) E:

that is the Schrodinger equation in dimensionless form: it is particularly
expressive inasmuch as the general features of the eigenfunctions corre-
sponding to the lowest eigenvalues (maxima, zeroes, inflexion points, ... )
show up in the region |¢] < 1.

If fc(€) is normalized (with respect to the measure d¢), ¥p(z) =
C fe(z/a) is normalized (with respect to the measure dz) if:

1
1= [Ifw/oPde = [11©Pads=ac? » c=—.
Va
Indeed, in whatever representation, the wavefunction has the dimensions
of the reciprocal of the square root of the variable it depends on.

a = /h/mw and is the characteristic length intervening in the theory of
the harmonic oscillator: note that the 1, (x) given in the text of Problem
5.14 actually depend on the variable x/a.

Taking into account that g has the dimensions of (energy)/(length)?,
one finds that the only length one can construct out of %, m, g is
b= (hz/mg)l/6 whence g = h?/m b°.

Putting ¢ = 2/a one has:

2 2
u(€) = =g

7€) + € &) +2(3) €10 = e1(0).

Putting now & = x/b (we use the same notation, but the meaning of ¢
and e are now different: € = (2mb?/h*) E), one has:

(%mw2a2§2 +ga4§4) ye +2<%)6§4 N

_

u() = =3 %mwzb2§2+gb4£4)=(g)4§2+2£4 =

1@+ (2) € 1) + 264 (0) = e 1)

In the proposed case, taking the eV and the A as units,

(9)6_ hg 0.66 x 10715 .6.8 x 1072

= = ~ 0.1
b m2w3 (144 x 10'8/81 x 1072) x (2m)3 x 1036
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so the anharmonic term is of the same order of magnitude as the quadratic
one (ga* ~ mw?x?/2) for z/a ~ b3/a® ~ 3: as the wavefunctions of the
ground state and of the first excited states of the harmonic oscillator are
appreciably different from zero for x/a < 1, where the anharmonic term
still is negligible, these are — to a good approximation — the solutions of
the Schrédinger equation and we must expect that the (positive: gz > 0)
corrections to the eigenvalues of the oscillator, due to the anharmonic term,
are small. Therefore it looks reasonable to assume the first form of the
Schrodinger equation (the one in the variable x/a) as the more convenient
when a < b, i.e. when the system basically is a harmonic oscillator with
a small anharmonic correction (oc z%); on the contrary the second form is
convenient when b < a. This idea will be resumed and developed in the
framework of the perturbation theory of the energy levels (Chapter 12).
2 )

_r __pr ~
H=— +Vi(q) S a? +V(aq)

and, since in the Schrodinger representation for the variables ¢, p ¢ — &,

D — —ihdig7 putting (£ | E) = f(§) and U(§) =V (a€), one has:

2 2
HEy=p|E) & %fe(ﬁ)JrU(ﬁ)fe(i):Efe(i)-

2m a?

The ground state is even, so ¥g(0) #0, ¥%(0) =0. As the Schrédinger
equation is homogeneous, the value of ¥ (0), provided it is nonvanishing
(as in the case of the excited even states), is arbitrary: since it is convenient
to solve the Schrodinger equation in its dimensionless form:

51+ (56 +(8) )0 = e f©), (5)" =ou

usually one puts f.(0) =1 (note that, comparing with the previous prob-
lem, we have introduced the factor % so that the energies can be measured
in units of i w). These initial conditions are appropriate when one searches
for eigenfunctions with an even n. Regarding the solutions with odd n, in
particular for the first excited state: ¥(0) =0, ¢'(0) # 0 and usually one

puts f/(0) = 1.

Let us proceed by steps. The 12 values of e form three well distin-
guished groups (0.557, 0.558, 0.559, 0.560); (1.75, 1.76, 1.77, 1.78);
(3.0, 3.1, 3.2, 3.3). Since the potential is that of a harmonic oscilla-
tor with a small anharmonic positive correction, we expect that the three
groups approximate respectively the lowest energy level (with an energy
€0 = 0.5), the first and the second excited level (with energies ¢; > 1.5
and ez > 2.5); clearly the numbers in the second group (e = 1.75 + 1.78)
correspond (not in the same order) to the graphs [, m, n, o, because the
latter are the only ones where f.(0) = 0. In order to decide which group
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of graphs corresponds to the first and the third group of values of €, note
that, due to:

FU(E)/ fe(€) = 2(u(§) —e) (1)

and fc(0) = 1, the greater curvature in the origin (where u(§) = 0) corre-
sponds to the greater value of e: evidently, in spite of the different scale on
the ordinate axis (indeed, a fortiori) the curves a, b, ¢, d have in the origin
a smaller curvature than the figures e, f, g, h; so the former correspond
to the set of values 0.557--0.560, the latter to the set 3.0=-3.3. Two more
elements that confirm this conclusion are: ) the position of the inflexion
points where f.(£) # 0: (1) entails that in such points € = u(£) and, for
the given u(&), the more such inflexion points shift to the right, the higher
the value of e (the curves a, b, ¢, d have an inflexion point for £ ~ 1
whereas for the other curves it occurs for higher values of £); 4i) number
and position of the zeroes in the two groups of curves: all the curves of the
second group have at least one ‘stable’ zero — indeed, at (practically) the
same value of £ ~ 1 regardless of the four values of € — as it must be for
a wavefunction describing the second excited state; on the contrary, those
of the first group have either no zeroes (curve a) or a ‘fluctuating’ zero,
i.e. for £ > 1 and whose position is strongly dependent on the value of e
(an intuition of this is suggested by looking at the behaviour of the graph
a around its zero).

In order to complete the association graphs—values of €, let us take ad-
vantage of the fact that the closer is € to an eigenvalue, the ‘later’ f.(§)
begins to diverge. In addition, the zeroes with ¢ > 0 ‘migrate’ towards
the left as e grows: this is a consequence of the oscillation theorem and
of the fact that, for given initial conditions, the solutions f.(§) depend
continuously on e: the eigenfunction f, (of the Hamiltonian) has n zeroes
and vanishes at £ = oo whereas f, 2 has two extra zeroes: as € grows
from €, to €,42, the zeroes at infinity of f, move with continuity towards
the positions of the two extra zeroes of f,, 2. From this it follows that if €
has a value slightly higher than a given eigenvalue, f.(£) diverges with a
given sign while, if € has a value slightly lower than the same eigenvalue,
fe(&) diverges with opposite sign. Using the above elements and denoting
by €4, €p, --- the value of € corresponding to the graphs a, b, -- -, one has
that (ep, €., €4) < € (absence of zeroes), €, > ¢y (one zero); moreover ¢
diverges earlier than b that diverges earlier than d, so €. < ¢, < ¢4 and

€. = 0.557, € = 0.558, ¢4 = 0.559, €, = 0.560; 0.559 < €9 < 0.560.

Likewise, the number of zeroes indicates that (e, €,) < €2 < (€e, €5,) and
since f diverges earlier than g and h earlier than e,

€p=3.0, ¢g=31, =32, ¢ =3.3; 3.1 < e <3.2.
For the odd states:
€ =175, €¢,=1.76, ¢, = 1.77, €, = 1.78; 1.76 < e < 1.77.
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The values, accurately determined by means of a program of numeric in-
tegration, are:

€ = 0.559162; €1 = 1.76950; €2 = 3.13839.
6.4

a) Let | EY) be the state represented by the wavefunction to(z). One has:
(EQ | H | Eg)=(Eg | Ho | Eg)+ (Eg | V(x) = Vo(x) | E§)

=B+ [ o) (Vi) - Vola)) do

and since V(z) — Vo(x) < 0 it follows that (EJ | H | EJ) < EJ <0.

b) If H had no bound states, one should have only a continuous spectrum of
energies £ > 0 and the mean value of H in any state would be positive,
in contrast with what has been found above. So there exists at least one
bound state. If | Ey) stands for the ground state, one has:

Eo=(FEy|H|Ey) <(A|H|A) V|A) = E;<(EJ)|H|E})<E].
6.5

a) As Via(xr) —— 0, the eigenvalues of Hy and H» corresponding to the

|| —o0
(possible) bound states are negative and the continuous spectra are £ > 0.
If H; had no bound states, the mean value of H; in any state should be
positive, but the assumption Va(xz) > Vi(x) entails that:

2 2 2 2 2
0> EP = (B | Hy | B ) = (ESY | Hy | BGY)
therefore H; must have at least one bound state with E(()l) < E(()Q).

b) As both H; and Hs commute with the space inversion operator, their
eigenstates alternatively are even and odd; therefore the second bound
state of Hs is odd and — as a consequence — orthogonal to the ground
state of Hi. So in the subspace of the states that are orthogonal to the
ground state of H; there exists a state in which the mean value of H;
is negative: it follows that in such a subspace H; must have at least one
negative eigenvalue.

) Let |s)=alEP)+B|EP)Y (la?+|82=1). One has:
(s|Hy|s)<(s| Ha|s)=lalE +|6PE < BY <0.
If H; did not have the second bound state, it should have positive mean
value in all the states orthogonal to | Eél) ), but in V there exists (at least)
one vector |3) orthogonal to |E(()1)> (the vector in V orthogonal to the
projection of | E(gl) ) on V), so H; must have at least one more bound state
| EMY. In addition:
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EY <(5|H |35)<EP = EY<EY.

d) One may proceed by induction: in the manifold generated by the n eigen-
vectors of Hy (on which H;p is negative definite) there exists at least one
vector orthogonal to the manifold generated by the n — 1 eigenvectors of
H;: so, as before, one concludes that H; must have at least n bound states
and that B < B,

6.6

a) The potential well of width 2a inscribed in the Gaussian potential V(z) =
—Xe~"/%" has the depth Vy = Xe="/Y" In order to obtain the best
estimate, we must determine a in such a way that Vja? be a maximum:
this happens for a = b: so Vpa? = Ab?/e. The number of bound states
of the potential well with \ = 3h* /mb? is the minimum integer greater
or equal to:

\/(8m/7r2h2) x (3h2/mb2)b2Je = \/24/(7m2 xe) = 095 = my>1.
Likewise, if A = 4h%/mb?,

\/(Sm/ﬂ'th) X (4h2/mb2)b2Je = \/32/(m2 xe) = 1.09 = my>2.

b) As in point a) above, one must determine the maximum of the function
a?|V(a)] = Xa?/(a® + b?): this function attains its maximum — equal to
A — for a = oo, so it must happen that:

8m A 2p?

Tgnm >(N-1)? = Ax(N-12"—.
i

¢) The function Xa?/(a +b) grows indefinitely as a grows, so the number
of bound states is infinite for any A > 0 and for any b.

8m

6.7

a) It is convenient to calculate the mean value of p* as the squared norm of
the wavefunction —if’(z; a). One has:

— h? 315-16 [T o 5. 1, 315 [T% o ..
H(a):%wlax (lE 704) dﬂ:+§mw m[az (.’:C 7(1) dl‘
and, by using the integrals provided in the text, one obtains:
— 3h° mw2a2
Ha)=——+——
(@)= G T 22
b) The minimum of H(a) occurs for a®> = v/33h/mw and ﬁ(d) is greater
than Ey because Fj is the minimum eigenvalue. One has H(a) ~ 0.52hw:
this value represents the best approximation by excess to Fy = 0.5h w that
can be obtained by means of the trial functions ¢ (x; a).
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One must choose trial functions that are orthogonal to the (unknown)
wavefunction of the ground state (but not to that — unknown — of the first
excited state): since the Hamiltonian commutes with the space inversion
q— —q, p— —p,owing to the oscillation theorem the wavefunction of
the first excited state is odd and has only one zero: for instance, but not
necessarily, one may choose as trial functions the normalized wavefunc-
tions:

[ 3465 s 9w
. o _— — <
(e a) =\ 35411 ¢ @~ @) elsa > 0.

0 |z] > a

With the above choice the minimum mean value of H is H = 1/33/13 hw ~
1.59 I w, that represents the best approximation by excess of Fy = 1.5hw
that can be obtained by means of the trial functions ¥1 (z; a).

Since ¥(x; @) is even, the expansion of J(x) in terms of the eigenfunctions
of the Hamiltonian of the oscillator starts from n = 2, so:

H=052hw > |a’Ey + |B]*E2 = (1 - |B°) Eo + | 8] E>

1
=§hw+2hw\ﬂ|2:> B> <0.01 = |8 <0.1.

The asymptotic expression of ¥ g(z) solves the Schrodinger equation in
which terms infinitesimal with respect to 2*¢g(x) are neglected:
2m g

() - shpp(z) ~0.

Putting p(x) ~ e **I" one has:

2 n 2
<a2n2x2("71)+ O(z"?) — % x4>e*°‘ "~0 = n=3, a=\ /%

(the solution with a = —/2m g/9h% diverges at infinity).

If g = Aqg, p — A 'p, then H — p?/2mA\? 4+ g \*¢*; therefore, as the

transformation is unitary, E(m, g) = E(mA?, g\*) = E = E(g/m?).

= 3 n 3

H=""_4 2 44
3ma? " 1437¢

attains its minimum for @ = (143/2)h*/2mg and:

1/3 4 1/3
— 9 ([ h'yg htg
Ey < H(a) == ~0.68  —
o < H(@) =3 (286m2) (m2
(an accurate numerical calculation gives Ey = 0.67 (h4g/m2)1/3, so the

variational calculation with the proposed trial functions gives the result
with an error smaller than 1.5% ).
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6.9

a) False: every wavefunction ¢(z) may be expressed as a superposition of
eigenstates of the Hamiltonian, but the convergence of the superposition
in the L? norm generally is not pointwise.

b) vo(z) is sinkz for x < a and must connect Yo(x)
with a decreasing exponential for z > a, in
such a way as to keep the first derivative con-
tinuous: so one must have ka > 7/2. Since

k= \/2m(V0 — | Eo|)/R?, one has:

|
!
|
|
|
|
|
|
1
a

2mVoa® _ 2m(Vp — |Eol) a®> _ w2 m2h?
> >— = Vi>-—-
B2 = B2 4 07 8ma?
¢) Putting ¢g,(x) =sinka for 0 <z <a and g, (x) = n
Ae *@=) for z > a, where k = (2m |E0|/TL2)1/2, the
conditions of continuity of ¥ g, (x) and of its derivative —¢/tang
(or, equivalently, of its logarithmic derivative) at = = a
give tanka = —ka/k a; putting € = ka, n = ka, the
two equations:

2m Vpa?

— T
follow. If Vi > w2h?/(8m a?), they always admit at least one solution with
E=ka>mn/2.

d) The continuous spectrum is E > 0 and:

{ sink'x 0<z<a

n=—&/tan€, &+’ ; €20, >0 In €

!

sink'acosk(m—a)—&—zcosk"asink(az—a) r>a

where K =/2m(Vo+ E)/h*, k= /2mE/h*.

e) The energy levels of the particle subject to the potential V;(z) (‘half well’)
are all and only the energy levels corresponding to the odd states (@/} plr) =
—zZJE(—x)) for the particle subject to the potential Va(x); therefore, if n is
even, the number of energy levels is n/2, otherwise it is (n — 1)/2.

Yp(r) =

6.10

a) As Vi — 400, we may assume F < Vi.If, forz <0, we put ¢g(z) = e*1®,
since ¥ E(0) = 1, instead of demonstrating that ¥ g(x) — 0 for z < 0, we
would demonstrate that ¢ g(x) — oo for x > 0: this is the same thing,
but it is unaesthetic. So we put:

Aeh x <0, ky = y/2m(V}, — E)/h?

Yu(r) =
sin(kx + ) 0<z<a, E =/2m(Vo + E)/h? .
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The conditions of continuity for ¢ (z) and for its derivative at « = 0 give:

A=singp tancp—k— Vot B
B ’ Tk VVi-FE

and, for V; — 400, ¢ — 0 and in conclusion A4 — 0.

True: any superposition of functions that are identically vanishing for
x < 0 converges to a function identically vanishing for = < 0 (but not
necessarily so for = 0: see Problem 6.9).

For the bound states one has (see Problem 6.9) ka + ¢ > 7/2. If V;
is the maximum value of V; for which there occur bound states, when V;
tends to V; from below, the energy E < 0 of the bound state tends to
0 and the eigenstate becomes improper. For E = 0 the general solution
of the Schrédinger equation in the region x > a is az + # and, since
the wavefunction 1 p—_o(z) must remain finite, it is constant and, as a
consequence, ¥_, (a) =0, whence ka+ ¢ = 7/2. So, for V; = V1, one

has y/2m Vpa2/h* 4+ @ = 7/2, where tan® = 1/Vy/ V1, and in conclusion
Vi =Vytan?(/2m V0a2/h2 )

6.11

2)

The only parameter, that appears in the equations for the dimensionless
variables ¢ and 7, is 2m Vj a?/ h*: as a consequence, also the solutions of
these equations may depend only on this parameter. Therefore:

n? h? Ik n’ h
E, — 2____n___p‘n2 Voa? /R?) .
2m Fin 2m a? 2m a? ( s / )

The variational argument reported in Problem 6.5 shows that, as V and/or
a increase, F,, decreases (its absolute value increases): indeed, for example,

if —Va < —V4, the well Vi(z) is contained in the well Va(x) and EP <
EY, whence F/(x)>0.

Both for Vy — 0 and a — 0, Vpa? — 0, therefore £ — 0 = tan¢ ~
£ = &2 ~n. As a consequence:

2m Vy a? 1 2m Vy a?
772-%-77—%:0:>n:§(—1+\/1+8m%a2/h2)z%

2m
= EO ~ —F 02(12

(then Fy(z) ~ 22 for x — 0).
For the ground state one always has & < /2. Both for Vj — oo and
a — oo, Vpa? — oo, whence:

h2r?

Vs
T o EByr-Vy+ "
£—3 0 ot S
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(so Fo(z) ~ x—n?%/4 for x — o0o).In the case a — oo one has FEy — —Vj,
as it must be, but for a = co the system has no longer bound states (free
particle).

d) Putting Voa = A, Vpa® — 0, then from b) one has Ey — —2m A\ /h>.
e) The behaviour of Ey as a function of Vj is leol
quadratic for V) =~ 0 and linear for Vj =~
oo: in the graph plotted in the figure the .
unit of energy, on both axes, is 12 /2m a? -
and the graph itself has been obtained as s
the curve given in parametric form by the P
equations: s
vo = &2 + (€ tan ) vy = Vo /(h?/2ma?) vo
leo| = (€ tan§)? €0 = Fo/(h*/2m a?).
The dashed line is the asymptote |Eo| = Vo — (h*/2ma?) x 72 /4 and the
graph illustrates that it is approached rather slowly: the distance between
the two curves decreases proportionally to 1//Vj.
f) In the case of the electron the unit of energy is h*/2m.a® = 3.8¢V and,
since Vo = 1eV < 3.8eV,
2me 1
Eo~ — - Via® = —g3g5 = 026V [—0.20eV]
(in parentheses we have reported the exact result up to 2 significant fig-
ures). In the case of the proton 1%/2m, a? = 0.2MeV < 1 MeV, therefore:
212
Eyz —WVo+ 5 = —0.5MeV  [-0.77 MeV].
8mp a
6.12

2)

The eigenfunctions ¢ g of the Hamiltonian, relative to 0 < E < Vj, have
the form:

eikm+Aefik93 .17<0 1 1
x) = T k==V2mE, k=—v2m(Vp, — E).
ve) ={ 4 TSV k=gv VoV B)
The continuity conditions for the function and its derivative at the point
=0 are:

1+A=B 1—ik/k 2

. — = ) = —_— .
1-A=i B 1+ir/k 1+in/k

The eigenfunctions ¢ of the Hamiltonian, relative to £ > Vj, for particles
that arrive from the region x < 0, have the form:

ikx —ikax
et 4+ Ae <0 1 1
x) = . = k= —-V2mE, kK = =\/2m(E - V,).
1pE'( ) {Belkw >0 A A ( 0)
The continuity conditions for the function and its derivative at the point
=0 are:
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AR NS b /L S 2
1-A=—B8 A W

and the reflection and transmission coefficients respectively are:
1—k/k\? K Ak [k
R:A2: S E—— 3 T:—BQZ—
4 (1+k’/k) k‘ | (1+K/E)?
The conservation of the probability flux:

Sm (Vg (21) Y1) = Sm (Y (@2) Vi (22))

with 21 < 0 and 2o > 0 implies k& |A|?> + k' |B|?> = k, that is verified:
T + R = 1. Note that, if E > V), the reflected wave is virtually absent:
Te~1, R~0.

Since the Schrodinger equation is real, if g (2) is the solution determined
above (particles coming from the region x < 0), also 7 (z) is a solution.
It follows that the solution 1ZE($) one is after (particles coming from the
region © > 0) is a linear combination of ¢¥g(z) and ¥} (x): VE(z) =
ag(x) + Y5 (r). Having in mind that, for E > Vj, the coefficients A
and B are real, one has:

1; (m)_{geikw _{(a—FﬁA)eikx—i—(aA—&—ﬁ)e_ikx (.%‘SO)
" e K e p Aeike aBelk'® | gBe ik« (z > 0)
= a+pPA=0, B=1 = a:f%, B:% =

A=aB=-A ,
~ _ !

B k

where the relationship k|A|? + k' |B|? = k has been used. The conserva-
tion of the probability flux requires &' |A|?> + k|B|? = k', that is verified.
Therefore:

~2 Eo~y K
R=|A|" = |A]?, = E\B\Q: E|B|2.

In conclusion: the reflection and transmission coefficients do not depend
on the direction the particle comes from.

6.13

a) Let us first consider the case 0 < E < Vp. If the reflected wave is absent,

one must have:

eikx Z'SO
Ye(r) =4 Ber® 4 B e h*® 0<z<a
Ceik(a:fa) x>a

k= @mE/R)Y?, k= 2m(V,— E)/m*)Y2.
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The continuity conditions at + = 0 and x = a are:

1=B+ B C =DBef%+ B e fa
{i(k/m):B—B’ {C’i(n/k) (Be"”"afB’e*’”)

C = (B+ B’) coshka + (B — B’) sinh ka = cosh ka + i (k/k) sinh ka

C =—-i(k/k) [(B — B’)cosh ka + (B + B’)sinh na]

= cosh ka — i(k/k) sinhka
since sinhka # 0, for E < Vj total transmission cannot occur. The same
result obtains also for E = Vj : notice that in this case (x) = B+ B'z/a
for 0<z<a.
Let us now consider the case E > Vj. Also for 0 < z < a the wave-

function is a linear combination of exponentials of imaginary argument
e*¥' % The continuity conditions now are (K =[2m(E — VO)/TLQ]I/Q) :

1=B+D C = Bella 4 ple-ita
(k}/k‘/) —B-B C = (k//k) (Beik’a _B/efik/a)
{C’cosk’aJri(k/k’)sink’a
=

C =cosk’a+1i(k'/k)sink’a
272

=

= sinkla=0 = kKa=nr =

n
E =V ) >1.
0+8ma2 "=

In any event, much as in Problem 6.12, if E > Vy, C ~e'*k% and the
reflected wave is practically absent.

b) Total reflection is never possible: ¥ (x) would be vanishing for z > a and,
as a consequence, on the whole real line.

6.14

a) If Yp(x) solves the Schrédinger equation, so does 75, (z); then V «, 3 one

EEDE) - O-E D0 -
P OG- e ) -

(o) (@ p)-(& 5) () = =i 2)-

b) The continuity equation demands that |a|? —|3|* = |y|?> —|6|>. Putting:

o=(5): v=(3)-me ==(3 0)

one has:

viXv=uSu = MIXM=x%

and, by using the expression for M obtained above, one obtains det M =
A2~ B = 1.
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For particles incoming from the region = < x; one must have § =
Putting o = 1:

v\ (A B\/[1 A+BB=~ B 1
(0>_<B* A*)(ﬁ) :>{B*+A*ﬁ:0 T =g T

then:

2 _ > _ IBP

For particles incoming from the region = > xo one must have a = 0.
Putting 6 =1:

A CBY(O\_(3) L 5L . B
B*  A* ﬂ —\1 oA 7= A*
— e 1BE

As already remarked in Problem 6.12, the reflection and transmission co-
efficients do not depend on the direction the incoming particles come from.

If, with the translated potential V(x — a) (transfer matrix M, ):
aeikx_i_ﬁe—ikx _),yeikx_i_(se—ikx

by the change of variable = y + a one has that, with the potential V' (y)
(then transfer matrix M):

aeikaeiky+ﬁe—ikae—ik}y _),yeikaeiky_’_é’e—ikae—iky =
ika ika
ve _ ae'
<6e—ika> _M(ﬁe—lka> =
eika 0 v eika 0 a
( 0 efika § =M 0 efika /6 =

efika 0 eika 0 A Bef2ika
M, = ( 0 eika M 0 efika - B*e2ika A* :

If, with the potential V(—z) (transfer matrix M¢):
aeikx_i_ﬁe—ik:c _ ,yeikx+6e—ikx

by the change of variable x = —y one has that, with the potential V (y)
(then transfer matrix M):

§eiky+’ye_ikyHﬁeiky—f—ae_iky = (ﬁ>:M<j) =

() = GO0 D) -
(3 ()5 )

and, as a consequence, V(z) = V(—x) entails B = —B*.
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6.15

a)

As in point ¢) of the preceding problem:

1\ _ /A B\[(1\ [~ B 1
u()=(# 2)0)-G) - -5 b

) .
ORGIEIE S R OR
G D3 2 530 2)

b) 1 B\ 1 (1+[BF o0
ap\B 1 J\-B 1)77a\ o  1+|BP?
(1 0
\0 1
(|A]?> — |B|? = 1 has been used, see Problem 6.14) .
c) T =|51]?>=592|% R=1512]*>=1521/*>, T+ R =1 follows from the
unitarity of the S-matrix.
6.16

a)

The wavefunction is normalizable, so the eigenstate belongs to an eigen-
value of the discrete spectrum; since (in the one-dimensional case) the
discrete eigenvalues of the Hamiltonian are nondegenerate and the Schro-
dinger operator is real, the corresponding eigenfunction must be real up
to a complex factor of modulus 1 independent of x. In this case, contrary
to what has been seen in Problem 5.21, the state is uniquely determined:
N
1/)($) T2 + a2 ’
As ¢(x) has no zeroes, it corresponds to the ground state | Ep ).

(Eo | p| Eo) =0 because ¥(x) is real (see Problem 5.16), or else because
1(x) is even (see Problem 6.1); (Ey | q | Ep) =0 because ¢)(x) is even.

No: the minimum uncertainty states have e””ve_‘wz7 with o« and k real
numbers (see Problem 5.15), as wavefunctions.

From the Schrédinger equation one obtains:

h? " (x) n? 322 — a?

V()= B+ -2 g LTy,
(z) o+ 2m ¥(x) ot m (22 + a?)? (=2)

Note that the potential tends to Ey for z — 00 . (One may take advan-

tage of the fact that the potential — and the energy levels — are defined up

to an additive constant to put Eo =0).
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What has been found above shows that the energy Ej of the ground state
is adherent to the continuum: as a consequence, there is no room left for
further bound states.

6.17

a)

As tanhz — +1 for x — +o00, one has:

eik:a: ikafle””
T)R ——= & — —00; )R —— ——
7/).16( ) \/ﬂ 1/%( ) ika+1 \/%
The first equation implies that R = 0 (absence of reflection for any k);
from the second one has:

xr — +00.

ika—1)2
Tk)=|——| =
(k) ika+1
The explicit calculation gives:
2
" — —k2 =
k() Vi(x) o cosh® (2 /a) Vi(z)
2mFE
= Ulx)yu(r) = ¢j(z) + 711%(1’)
2m E 2
= -k
( h? a? coshQ(x/a)> Vila)

in which the coefficient of ¢ (x) is independent of both E and k only if
E—nh? k?/2m is a constant; putting such a constant equal to zero, one has:
52
V(izg) = ————5——"
ma? cosh”(x/a)

It is always possible to inscribe a rectangular well Vy(z) in the potential
in such a way that V(z) < Vy(z) for any x. As the potential well has at
least one bound state, one is entitled to state (see Problem 6.4) that V' (z)
possesses at least one bound state as well.

One has 9_i(z) < ¢r(—z) and, as the potential is even, also ¢y (—x) is
an eigenfunction of H belonging to the same eigenvalue F = h?k? /2m
the eigenfunction )y (z) belongs to.

Let us calculate in detail the integral (put p = ka, £ = z/a, n=y/a):
oo . +ooeik (@) [(ka)? + tanh(z/a) tanh(y/a)
Cn@ema= [ TS )
. (tanh(z/a) — tanh(y/a))
+ika a2 +1 dk

1 o — 1+ tanh £ (tanhn +ip) — ip tanh
=z —y)+— eip(€—n) ( & ( n+ip) —ip 7]) d
2ra ) _ o 241
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We now use the following relation (that can be derived by use of the residue
theorem):

+oo e
[ eer S ap = B foeye )+ 0-a) 7 F(-i)]

o p2+1 2
then:

Lo (&)
_— :_[Q(g—n)e n (—1—|—tanhﬁtanhn—tanhﬁ—i—tanhn)
2ma J_ 2a

o0

+0(n — £)e™ €=M ( — 1 + tanh & tanh n + tanh & — tanh n)]

1
~ 2acosh& coshn
—sinh ¢ coshn + cosh & sinhn) + 6(n — £)etEm (= cosh¢ coshn
+sinh & sinhn + sinh £ coshn — cosh ¢ sinh n)}
1

=~ SwehE ooy €M +0(-9) =

X {9(5 —n)e” €= ( — cosh ¢ coshn + sinh & sinhy

1
" 2acosh & coshn

so that, in conclusion:

+00 Foo
[ @imrlyar= [ @ viw

5 1
=@ —y) 2a cosh(z/a) cosh(y/a)
The presence of the last term is a consequence of the fact that the set
{¢r(z),k € R} is not complete, namely of the existence of at least one
bound state. Since the projector &(z,y) = 1/(2acosh(z/a) cosh(y/a))
is in the factorized form x(z) x*(y) (see Problem 5.18), there is only one
bound state represented by the wavefunction:

1
T)=———o1"
V() V2a cosh(z/a)
6.18
a) The even bound states of the rectangular potential well centred in the
origin are represented by the wavefunctions:
cos (ka/2) er@+a/2) r < —a/2
¢p(r) = cos kz lz| < a/2
cos (ka/2) e~ r(x=a/2) x> +a/2

(in which, thanks to the homogeneity of the Schrédinger equation, one has
chosen to normalize ¢ (x) by the condition ¢g(0) = 1) where — owing to
the continuity of ¢y at © = a/2 — the parameters:

Kk =1/2m (—E)/h*, k=1/2m (Vo + E)/h?
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fulfill the condition x =k tan (ka/2).

Since k% « (Vo — |E|) and |E| < Vo, k%a remains finite in the limit
we are interested in, and ka — 0, so tan(ka/2) ~ ka/2 and k =~ k%a/2
remains finite. Since k  \/|E] = Ea — 0 and

k%a mA m A2
/-@%7 — mOE? = EF — EO:_W.
If X\ is replaced by 2\, the above result reproduces what has been found
in Problem 6.11d, where indeed the width of the well is 2a.

One has, therefore, one even bound o (z)
state represented by the wavefunction:
dolx) = el |
that is continuous at z = 0, but has a discontinuous derivative:
_ 2m A
Po(07) = 95(07) = =2k = — 2 ¥0(0) -

There are no odd bound states: indeed, for a rectangular potential well of
width a there are odd states only if 2m Vya?/h* > 72, but Vya? — 0 (on
the other hand, if ¢(x) is odd and continuous, §(x) (x) = 0).

A =\/2h%|Eo|/m = 6.26 x 107 erg cm = 3.9 eV A .
Ko = \/2m|Eo|/h* ~ 0.5 x 105 cm ™ ; koo =1n10 = a~4.6A.

The eigenvalue equation:

(L +vi)|E) = £|E)

in the momentum representation can be obtained by multiplying on the left
by (p| and by exploiting the completeness relation fj;o [p")dp'(p | =1:

2 +o0
(- E)er) == [ (01V@ ) er)ay
IV@ 1) = [1V@ o)) de = o [ D2y @) as

(remember that (2 | p) = e?®/"/\/2rh and [e'P®/hdx = 27hé(p)).
If V(z) =—=Xd(xz) one has (p|V(q)|p')=—\/2rh and:
2

P ) Lo A
(8~ Bt = oo = [ “oul) ' = == i(0).

The above equation can be obtained, in an alternative way, by multiplying
the Schrodinger equation:

[hQ d2

2m dz?

— )\6(.’17):| Yg(x) = Evyg(z)
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by e~1P=/" /\/27 b, and performing the integration in dp . Since we are after
the bound state —F = |Ey|, one has:

A 1

The above equation provides the functional dependence of ¢y on p: note
that g, as well as 1)y, is real and even. By integrating both sides, using
the identity in the text and [1/(z® 4 1) da = arctan(x), one obtains:

A /+°° 2m A m m A2

1= dp==,/]— = Fy=-——r
2nh J_o P? +2m|Ep| P=7 2|E| 0 on?

Putting 0(0) =1 and kg = \/2m |Ey|/h* = m\/h*, one has:

Foo 2mA [T 1 )
— Ey) = dp = ipz/hqy,
Yo(z) = (= | Eo) [m<x|p>¢o(p) p=5 = /mpuhgﬁ%e p

The integration can be performed by aid of the residue theorem; consider-
ing p as a complex variable, note that the integrand has two poles on the
imaginary axis: p+ = +ih kg.

For x > 0 one may choose, as integration path
in the p complex plane, the segment [—L,+L] of e S

the real axis joined with the counterclockwise ori- / Pr Y
ented semicircle of radius L in the upper half plane: — )
in the limit L — oo the semicircle gives a vanish- P

ing contribution. Only the upper pole contributes
to the sum of residues:
ipya/h
wo(x):mx%rii:e_””x, x> 0.
T b+ —Pp-
In the case x < 0 the semicircle is taken in the lower half plane and the
path is oriented clockwise: only p_ contributes and g (z) = e"0®.

The Schrodinger equation is

(B+ o)) ¢u().

As vg is bounded in a neighborhood of x = 0 (inasmuch as continuous),
the term proportional to E gives a contribution O(e), so in the limit
€ — 07, one obtains:

2m A

UB(0) = p(07) = =52 Vs (0).

The result is in agreement with what has been found in point a) and holds
independently of the sign of .

In order to find the bound state(s), one puts (in the case of even states)
Yp(z) = e "l with ko = (2m|Eo|/h?)*/? unknown; the discontinuity of
the derivative requires 2rg = 2m \/h?, therefore A > 0 (attractive case)

1"

B(T) = _2_”;
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and Ey = —m \?/2Rh%. For the odd states 1(0) = 0: the ¢p(z) is there-
fore continuous with continuous derivative at = 0 and, as a consequence,
satisfies the Schriodinger equation for the free particle that has no bound
states. On the other hand, the only odd and normalizable wavefunction
compatible with the Schrodinger equation is ¢ (z) = e(x) e " l*l (g(x)
is the sign function), that is not continuous at = =0.

6.19

a)

For any E >0 put k= /2m E/h* and:

ikx —ikx
_Jae + e <0
1/%(33) = {,yeikx+5e—ikr x>0.

The conditions:
UR(07) =vk(07),  W(0T) =¥ (07) = —(2mA/h?) 9k (0)
(see Problem 6.18) respectively take the form:

yt+d=a+p -
. . m
1k(7—5)—1k(@—ﬁ):—?(a+ﬁ)-
Solving with respect to the unknown ~ and §, they give:
. ko . Ko . Ko . ko
6N = [ B ) N A [0
) ;M i B)’ B | 20 ; M0 0
lk 1 lk 1]€ 1+lk

where the position xo =m A/h? has been made and the sign of £ is the
same as that of A. In this way:

k+1ikg ) k ikg
i— ; -
M = k k‘ . ST: k.*lli() k*ll{o
. Ko k—iko |’ ikg k
i
k k k — ilio k — ilio
The transmission and reflection coefficients:
1 k2 M12 2 Iﬁ:z
Tk = —— =|S11°= -, Rk =|—"2| = 2 _ 0
( ) ‘M11|2 | 11| k2 + Hg ( ) My, | 12| k2 + K2
do not depend on the sign of A.
The scattering state with source at left (z = —oo; k > 0) is the state

characterized by a =1, § = 0. The coefficients 3 and y are obtained from:

1 ik k
T e /7 e 0 =
S <0> <5> > e ThR TR oim

therefore:
oike 1k o—ika <0
0 _ k—ikg -
wk (r)=N k
ikz
e z>0.
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Likewise:
k .
Z . eflk:n z < 0
— 1Ko
Gl @) =N ¢ |
.0 elkI+eflk?I IEO
k—ikg

Since w,(cr) (x) = w,(gl)(fx) , the normalization factor N is the same in the
last two formulae.

Thanks to 1/),(:) (x) = ,(Cl)(—x), the states with definite parity are given by:
1

1 r
@) = () @) + v (@)
_ N (k—ino)efkar(kJrino)e’ka <0
V2(k —ikg) (k+ikg)e'* ™ + (k —ikg)e ke x>0
 NV2 k cos kx + ko sink x z <0
" (k—ikg) | kcos kz — ko sinkz x>0.

The case of the odd states ¢, (x) is more interesting: indeed, since they
vanish at the origin, they have continuous derivative and, as a consequence,
they coincide with the analogous states of the free particle (they do not
‘feel’” the 0(z)):

Y (r) = NV2sin k.

If the scattering states are normalized as in the text of the problem, in the
attractive case — where one bound state | kg ) exists (see Problem 6.18) —
the completeness relation reads:

[ (RO (R0 K )R 1) b+ o) | = 1
0

that, by multiplying on the left by (x| and on the right by |y ), becomes:
E(z, y)+vo(2) ¥5(y) = 8(z —y) = Blr,y) = d(x —y) - oe oD,

In the repulsive case the scattering states are a complete set (the bound
state is missing), then E(x,y) = é(z — y).

For the sake of completeness, we calculate the normalization factor
N in such a way that the orthogonality relations given in the text hold
true. To this end we will take advantage of the fact that (in the sense of
distributions) the following prescriptions are valid:

+oo +oo ) 1
/ e'*dxr = lim el(ai“)wdx:i(P—:Fiwé(a)) =
0 «

e—0t Jo

+oo
/ e'*?dx =27 do(a)

— 00

where P stands for Cauchy principal value.
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We will limit ourselves to considering the states | k(1) (in the other cases
the calculations go along the same lines):

0 . .
ik z 1Ko —i /I* ikx 1Ko —ikx
<k/(1)|k(1)>:N2/_ (e/c +I<;’—i/qoe k )(ek+k_i,<;oe k)dx
+oo 1% N k )
N2 (— ik w)( 1kw)d
+ /O k}/—iﬁoe k‘—i/ﬁoe v

_ N2 /0 (ei(k*k/)fﬁ n iKO e*i(lﬁ»k’)z N —il‘ioei(lﬁ"kl)z
oo k—iro K T i

2 i (k—k) +oo L1t i(k—K)z
Ik . )dx+N2/ © — dx
(K +1iko)(k —1iko) o (K +iko)(k—1iko)

In the last but one integral let us perform the replacement x — —zx and,
as a consequence, the integration goes from 0 to 4+o00:

0 e e—i(kHE) T
r() M)y — A2 ( i(k—k')z , 1Ko€ ikge )
(K" EY)) N[we + Py Py dx

T
0 (kf’+il€0)(k—il€o)

In the first term we extend the integration up to +oo and, accordingly,
subtract N2f0+ooei(’“’k% dz: as fj:;ei(k’k% dz = 2w 6(k — k), there
remains to show that:

/O (& efi(k+k:’)z+ —iko ei(k+k’)z)dx
k — ilio k' + i/{o

i(k+k)x

— 00

i kg + kK i (k—k') @
+/0 ((k/+mo)(k—mo)*1>e( *ds = 0.
The first integral, calculated according to the prescription given above,
equals:
iK,Q 1 —i Y} 1 Yo}

X X = —
Fing ik B Fire ikt ) (W +iro)(k—ino)
(the term with §(k + k') vanishes inasmuch as k, k' >0 = k+ k" > 0);
the second can be calculated in the same way: also in this case the term
containing §(k — k') vanishes because the coefficient of e!(*~¥)® vanishes
for k = k’; the result is the opposite of the preceding one; so, in conclusion:
1

EO kDY =27 N%(k—k) = N=—"
(K" [ EY) = 2m N6( ) T

6.20

a) Since the Schrodinger equation is real, if g (z) is a solution, also:
. a*enw_i_ﬂ*e—nm x <1
T) = -
wE( ) {,y*enx_’_(s*e—rm: szg

is a solution, therefore:
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0 5)6) - () 5)E)

(A, B,C, D are functions of ). The continuity equation:
d .
Iz Sm (wE(l’) WE(@) =0

= Sm (Pp(z1) Pi(e1) = Sm (Yi(r2) Pr(e2))

holds for all the solutions of the Schrodinger equation regardless of the
value of E, and entails that Sm(a*3) = Sm(v*d); from this AD—-BC =1
follows.

b) E is an eigenvalue of the Hamiltonian if there exists the solution with
[ =~ =0, so one must have:

(3) =m0 (5) = adt=0= aw=o.

¢) The transfer matrix relative to the translated potential V(z — a) can be
obtained as in Problem 6.14, provided ik is replaced by &:

A Be2ra
Mtr(’i) = (Oe+2na D ) .

As for the reflected potential V(—z), in the same way as in Problem 6.14:

(0 1\, (0 1\ [ A -C
Mi(r) = (1 o)M (1 0) - (—B D ) '
d) V(xz) = —Ad(z): it is necessary, as in Problem 6.19, to enforce that ¢ g(x)
be continuous at = 0 and that its derivative has the discontinuity
—(2m A/h*) 5 (0) (see Problem 6.18). The solution can be obtained from

the solution relative to the case E > 0 (see Problem 6.19) by means of
the substitution ik —  so that, putting o = m A/h?, one has:

Lo ko
M (k) = . o
— 1+ —
K
The condition A(x) =0 for the existence of a bound state implies that:
h? k2 mA?
= = Ey=-——9—_ .
K Ko 0 o 2712

Note that, in the case A < 0 (repulsive potential), as by definition x > 0,
the condition xk = kg < 0 cannot be fulfilled.

6.21

a) We will limit ourselves to consider the case of solutions of the Schrodinger
equation with E > 0, the case E < 0 being analogous. Let 9;(x) be a
solution of the Schrodinger equation with only V; as potential. One has:
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aelk® 4 ge-ike x <1 v a

= . . - M .
1[)1(1’) {,.Yelkx+5elka: x> T 5} 1 ﬁ

Let us now consider that solution 1s(x) of the Schrédinger equation with
only V5 as potential and that for < z1 + a is given by:

Po(x) = yelk® f geike r <z +a

(v and &, determined by vy (z), are the ‘initial conditions’ for (), in
the same way as a and (3 are the initial conditions for ¢1(z)). One has:

PYo(x) = Aelk® 4 e ike > x4 a; (2>=M2 (g)

The function ¥(x) that coincides with ¢y (z) for & < x; + @ and with
Yo(x) for @ > w9 (a1 < @9 < 1 +a < x2 + a: between zo and z1 + a
the functions 1 (z) and o(z) coincide by construction) satisfies the
Schrodinger equation with potential V(z) = Vi (z) 4+ Va(z) on the whole
real axis, and is the unique solution relative to V(z) that, for = < 1, is
given by ae'*® + 3e~1#% Therefore:

D)= (G) ()= (3) = (0)-mmn(5)
()=(5) (G)=m(5) = () e
and, as a consequence, M = My M;.

Let us consider the case of solutions with E < 0. Putting x = 1/2m |E|/h?,
one has (see Problem 6.20):

A B A Be 2ra
M1:<C D)a MQZ(CGQIia eD >7

2 —2Kka
M- A+ BCe * .
* *
We have emphasized only the element M7, because the bound states are
determined (see Problem 6.20) by the equation My, =0:
A%(k) + B(k)C(k)e 2" = 0.

The existence of the bound state Ey for the single potential guarantees
that there exists kg such that A(kg) = 0. For a = oo the equation takes
the form A%(k) =0 that has the twofold solution x = kg : there are two
states (for example, the particle bound to either the right well or the left
well) that have the same energy. For a large, putting x = xo + dk, one has:

[A"(k0)]” (k) = —B(ro) Clro) e~ 0"

and, owing to det M; = 1 and A(kg) = 0, one has B(ko)C(ko) = —1,
therefore:

1 1
() R —— = e Ml =
(A’ (10)] | A (o)
h? h’kodk  4|Eg|ero0
Ey —E1 = ——( (ko — 0K)% — 2) g0 0 :
2T T o, ((””0 0r)" = (o + o) ) 2m Kol A’(r0)]



130

c)

6 One-Dimensional Systems

The potential Vi (a — z) is obtained by Vi (z) performing first a translation
of length a (Vi(z) — Vi(z — a)), then a reflection with respect to the
point x = a: x —a — —(x —a). Then Vi(a — x) has the same bound
states as Vj(z). Now, for large values of a Vj(z) and Vi(a — x) have
disjoint supports, so:

_ —2Kka
M1:<A B), MQZ( A Ce ); Mu:AZ—Cze_Qﬁa

C D —Be?ra D
C(Ho) 2 C(fio) -
_ 2 o 2Kroa ~ Koa
Mii=0 = (k)= [A,(HO)} e = GnxEgiie

with C(ko) # 0 thanks to det M =1 and A(kg) = 0.

6.22

a)

Owing to [p, f(x)] = —ih f'(2),

(p+if@)(p—if(2)) ="+ [2(2) =B f'(2) = p* + 1% (¢'%(2) — ¢"(x))
= f@)=hd),  H=g-(p+ihg@)(p-ihd).

As (p +ih¢’(:c)) (p - ihgb’(:c)) = n'n, where n =p —ih¢'(z), the mean
value of H in any state is > 0, then the eigenvalues of H are > 0.
H|E=0)=0 = n'n|E=0)=0 = (E=0|nn|E=0)=0
= [nlE=0)[=0 = n[E=0)=0.

So, if | E =0) exists, ©o(x) is a solution of the equation:

(‘ih%—iﬁﬁb/(@)wo(%)zo = to(r) =e ),

In order that e=?(®) be in L?) i.e. that | E = 0) existed as a bound state,
it is necessary (but not sufficient) that ¢(z) tended to +oo for & — +o0o
(for example, if ¢(z) ~ In(In|z|), e @ ~1/In|z| is not in L?).

The above conclusion shows that, although the solutions of the Schrodinger
equation:

(*iﬁg—x +ih¢’(x)>(fih§—x —ihgb’(:c))u(x) =0

are 002, if e=?®) is not in L2, no other solution is in L?: this may be
explicitly verified, by determining — e.g. through the method of reduction
of the degree (i.e. by means of the substitution u(z) = v(x)e ¢®)) — all
the solutions of the above equation.

Putting g(x) = ¢'(x), in general in order to find ¢(x) given V(x), it is
necessary to solve the Riccati equation:

§(@) - ) =3V ().

In our case it is evident that:
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¢ (x) = itanh(m/a) =  ¢x) = é/oztanh(x'/a) dz’ = Incosh(z/a).

As e=?®) = 1/cosh(x/a) is in L?, E =0 is an eigenvalue for the Hamil-
tonian with potential V (), so if the potential is V() = V() —h?/2m a?
the energy of the ground state (wavefunction 1/cosh(z/a)) is Ey =
—h2/2m a?, in agreement with the results of Problem 6.14.

d) As £2(z) =1 and €'(z) = 24(z),
m2\2 mA mA?

The Hamiltonian with potential V' (z) possesses the eigenvalue E = 0 (the
corresponding wavefunction is e~™*121/A” which is L?), so the Hamilto-
nian with potential V(z) = V(z) — mA2/2h% = —Ad(x) , possesses the
eigenvalue Ey = —m\?/2 h?, in agreement with the results obtained in
Problem 6.18.

By aid of the same technique it is straightfor- V()
ward to show that the potential: T T e

:—)\Z o(x —ay), neN, a €R
no matter what the values of the a;’s are, has the e
ground state with energy Ey = —m\?/2 h2 equal — | seo
to that of the single attractive J: it suffices to take | [ [[_ ---
¢ (z) = (m N/K?) g(x), with:
-1 z<ap
o +1 ag2; < T < A2+1 1=0...n—1
g(l‘)— —1 agi1 <z <ao i=1...n
+1 > ao,.
If instead the number of ¢ is even (always alternating attractive and repul-
sive), g(x) has the same value £1 for both & < @min and & > amax, then
e~ ?) diverges either for & — 400 or for & — —oo: this means that the
energy of the ground state (if it exists) is greater (i.e. less negative) than
the energy of the ground state of the single attractive delta.
6.23

a)

The existence of at least one bound state is guaranteed by the fact that
the given Hamiltonian is smaller than the Hamiltonian with one single
attractive § (supported e.g. in & = —a ), in the sense that the difference
equals —Ad(z — a), whose mean value is < 0 in any state: from Problem
6.5 it follows that Fy < —m )\2/2h2, which is the energy of the bound
state with one single delta.

In order to establish that there are no more than two bound states, let
us note that the eigenfunctions of the Hamiltonian, with E < 0, are — in
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the three regions © < —a, |z| < a, x > a — linear combinations of e~*

and e "%, with k = (2m |E\/h2)1/2; therefore, as H commutes with the
space inversion, all have the form:

Ber® Ce"r?® < —a
'L/)E(:v)—{Acosh KT, Vvp(x) = { Dsinh kx lz] < a (1)

Ber® —Ce"? x>a
respectively for the even and the odd states: the first has no zeroes, so the
only even state is the ground state; the second (if it exists) has one zero:
there (possibly) exists only one excited bound state.

In order to determine the bound states, it is necessary to enforce the
continuity at « = a for the v¥g(x) given by (1) (or equivalently at
x = —a) and the discontinuity A (a) of the first derivative, given by
(—2m A/h?) g (a) (see Problem 6.18):

{Be_““ = A cosh ka

Bre "+ Ak sinh ka = 7;2 A cosh ka =

. mA
Kk (cosh ka + sinh ka) = 2 - cosh K a (even state);
D sinh ka=—-Ce " \

2

Dk cosh ka—Cre ™% = ::2 D sinh ka =

. mA
K (cosh K a + sinh na):2? sinh ka (odd state).

One of the several ways the equations relative to the bound states can be
rewritten is the following:

2

= ka—1 (even state)
mAa
2 ) (2) o ra
et =1- odd state).
mia " ( )

The first of the above equations always possesses one solution xy > ko,
which in the figure is represented by the point of intersection between the
exponential and the straight line with positive slope; the second equation
admits one solution x_ < kg only in the case when the angular coefficient
of the straight line in the right hand side is greater than the value of the
derivative at the origin of the exponential: —h? /mAa > —2, which is
the condition given in the text. The intersection point between the two
straight lines corresponds to ko = m A/ 2, that is the value of x giving the
bound state for the single delta: it is evident that the (negative) energy
corresponding to the odd solution (if it exists) is higher (i.e. less negative)
than that of the single delta (k_ < ko).
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We find again in this particular case the general result we established
in Problem 6.21. In the limit a — oo, i.e. widely separated wells, both
the solutions x4 of the two equations tend to kg, that corresponds to
the bound state of a single delta: there are two states (e.g. the particle
is bound to either the right or the left well) that have the same energy.
The finite value of a causes the two states to be not perfectly degenerate.
When a is large — better: when kga = m)\a/h2 > 1 — approximate
solutions of the equations (2) may be found by expanding around kg :
putting k4 = Ko + €+, one has:

6*2500« ~ Ko + €4 1= ei
R0 Ko —2Kpa
= €+ ~ trge
—2Kpa Ko + e €— + 0
e ~l-—=——
Ko Ko
and the energy difference is
h? h?
E_—E,=———(r% — k%) ~ =2k X 2Kge "% = 4|Eyle” 2
2m 2m

The result is in agreement with what has been found in Problem 6.21,
since |A’(kg)| = 1/ko; note that, in the present case, there appears the
exponential e~2%°% instead of e *9®: indeed the two deltas separate from
each other symmetrically and their distance is 2a.

Yo () Y1 ()

The two wavefunctions are equally normalized; kga has been taken equal
to 0.88 (> 3), the even wavefunction corresponds to k4 = 1.14 k¢ and the
odd one to k_ = 0.72 kg: by looking at both graphs, it appears that the
exponential of the odd function decays more slowly than the one of the
even function. It is also evident that if the particle is in an eigenstate of the
energy, it is no longer bound to one of the two wells, but simultaneously
to both.

6.24

a)

+oo
(112)= Y1(z) a(r) do

= ko (/ e*"0% dx + 2ae” 0% + / e 2row dx) = (1 + 2Kga) e 20

— 00
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1=N?(cos®@(1[1)+sin*6(2|2)+2sin6 cosf(1]2))

1
= N?= .
14 sin26 (1 + 2kpa) e~2r00

H(0) = N?(cos?0 (1| H|1)+sin®6 (2| H|2)+2sinfcosf (1| H |2)).

Calling E© = —h?k2/2m = —m \?/2h? the energy of the ground state
with one single delta, and having in mind that:

H= (%—)\é(az—&-a)) —Aé(x —a) = (%—Aé(m—a)) —Aé(xz+a)

one has:

(1|H|1)=EO-X(1]6(x—a)|1)=FED - Xkge 0 = (2| H|2)

(1[H|2)=E9(1]2) =M1|dz+a)|2)=ED(1]2)= Arge 202
= EO(1 4 2kga) e 7270 — X kg e~ 200 = F0)(3 4 2k4a) e~ 2100

s0 (Akg = —2E©)

H(Q) _ E(O) 1+2 e—4roa + sin 26 (3 —+ 2’{004) e 2roa
1+ sin 26 (1 + 2Kga) e—2k0a

that is a minimum for sin 260 = 1, therefore the (variational) energy of the
ground state is

. 1 —2Kpa
By = B© (1+2e_2”°“ re )

1+ (14 2kpa) e—2r0
The state that minimizes H(6) is
)\ _ 1)+ [2)
By’ ) =
V2(1+ (1 + 2kga) e=2r09)

that is even; as a consequence, the variational state that corresponds to
the first excited state (if it exists) is the odd one:

)\ _ 1) —[2)
[ EY7) =
V2(1 = (14 2kpa) e~2r0a)
corresponding to sin20 = —1 (i.e. to the maximum of F(H)) and, conse-
quently:
1— ef2n0a
E(U) _ E(O) 1-9 —2Kpa .
! ¢ 1 — (14 2kpa) e 2k

Notice that E\") <0 for roa > 1.34 > 0.5.

Certainly the result is more reliable for large values of a: indeed, in the
limit @ = oo, 1 (x) and ¢o(z) are exact eigenfunctions of H.
For kpa > 1, up to terms of the order e=4%0% :

B ~ EO (1 4 207200 EY ~ EO) (1 - 20720

)
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and, from (2) of Problem 6.23 (again up to terms of order e=*%0%) one

has:

L S N Ky =rko (L+e2%%) = B~ E© (14 2e72m9)
Ko

(the index + identifies the even state); likewise:

R L B (1—e20%) = B~ BO(1-2e 280,

Note instead that, for a — 0 E((JU) — 3E©) whereas the exact result is
4E©) inasmuch as V(z) — —2\d(x).

No: the minimum and the maximum of H(f, ) in the set of functions
Y(x; 0, ) respectively are the minimum and the maximum eigenvalue of
the restriction of the Hamiltonian H to the two-dimensional subspace V
generated by the functions v (z) and ¥s(z). H commutes with the space
inversion I and V is invariant under I, so in V the eigenstates of H have
definite parity: that is why they are exactly the states we have found with
the trial functions v (z; ).

6.25

2)

The transfer matrix M is the product of the transfer matrices My and Ms,
relative to the potentials Vi(x) and Va(z), given by (see Problem 6.20):

K1 K1 K2 Ko _
1-— = —762'{(1 1-— 2= _*e 2k a
K K KR KR
M (k) = » Ma(k) =
K1 _2xa K1 K2 9xa K2
A 1+ = Ze 1+ 2
KR K K

and (see Problem 6.21):
K2 R1 R2 K1 _4ka
[p16], = [Male) x 1], = (1= 52) (1= ) = St et
The bound states are determined by the equation (see Problem 6.20)
[M(Ii)]ll =0:
R2 K1 R2 K1 _4ka

1_7)@_7)_ ~0. 1
( K K PR (1)
Let us rewrite the equation for the bound states as:

(k— ko)(k — k1) e = Ky Ky, k>0.

The function to the left hand side takes
the value ko k1 for kK = 0, is negative for
K1 < K < kg and grows indefinitely for
K > kKg: one always has a solution for
K > Ko, whereas the solution for k < k1
exists only in the case the derivative at the m\\/ Foa
origin is positive, as in the figure:

Ao - K2
)\1+>\2 dma

KR1K2 ]

da koK1 > ko + K1 =
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Note that this condition takes, for Ay = Ay, the form found in Problem 6.23
for the existence of the second bound state in the case of the symmetric
potential.

The two curves reported in the figure below accurately reproduce the two
wavefunctions in the case koa =1, kia = 0.75: in this case there are two
bound states, the first with xa = 1.04, the second (the excited state) with
ka = 0.57.

Yo(z) Y1 (z)

//

—a a —a a

Obviously the two wavefunctions no longer have definite parity: in the
ground state (that has a lower energy) the particle is — as expected —
mainly concentrated around the more attractive well, while in the excited
state it is more concentrated around the less attractive well: this fact can
be understood both because the excited state has a greater energy and
because its wavefunction must be orthogonal to that of the ground state.

d) The equation for the bound states is Yo(z)
obtained from equation (1) by putting
K1 = Ko, kg = —Kg :
(k+ Ko)(k — ko) + rge =0 =
/€2:/£3(1—e74'€a), k>0
that always admits one and only one solution k < kg .
6.26

a)

Putting o = ko/k, the transfer matrices M_(a) and M_(—a) relative to
—Ad(x —a) and —Ad(x + a) are (see Problem 6.20):

1_@ _Qef2na 1_9 _Qe+2na
Mf(a) = ( +2Ka ) ) M*(_a’> = ( —2Kka )
oe 140 oe 1+

and that relative to the repulsive delta +Ad(x —b) is obtained from
M_(a) by substituting ¢ — —p, a —b:

1+Q Qe—an
M0 = <ge+2”b 1-o )

so that the overall transfer matrix is Mz = M_(a) M4 (b) M_(—a). The
existence of bound states requires (see Problem 6.20) the vanishing of:
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[M3],, = [[M—(a) My (D)] x M_(—a)],,

= [M_(a) M+(b)]11 [M—(_a)]n'i_ [M_(a) M+(b)]12 [M_(—a)]21.

Note that both [M_(—a)],, and

[M_(a) M (b)],, = (1 - 2)(0e " — ge™ %)

contain the factor 1 — p, so kK = ko is a solution and FE = 7h2n(2)/2m
= —mA?/2h? is one of the eigenvalues of Hs. In order to establish that it
is the minimum eigenvalue, i.e. the one corresponding to the maximum &,
one may proceed in two ways:

1% way. Let us explicitly write the condition [M3]11 = 0, omitting the
factor 1 — p relative to the solution xk = kg :

1—0%(1 —2e7%% cosh(2kb) + e ) =0 =

K® = kg (1 — 20727 cosh(2kb) + e %) < k(1 — e_2”a)2 < Kp.

2" way. Let us show that the wavefunction corresponding to & = ko has

no zeroes. Let us recall that the notation (g means aeT 4+ Fe "% by

replacing ¢ = 1 in the transfer matrices one finds, proceeding from the
left to the right and denoting by > the irrelevant matrix elements:

B
0 > 1 0
(L)L) e
* e 2rob 0 672,‘{0(&4'!))
(* 0 ) (62K0a>_< 0 bgl’ga
0 >k 672I{0(a+b) 0
e+250a * 0 = e,Q,mb r>a

which consists of a sequence of alternatively growing and decreasing ex-
ponentials, all with positive coefficients: so the wavefunction characterized
by k = K never vanishes.

Multiplying both sides of the equation found above:
k% = kg (1 —2e72" cosh(2k b) + e~ 4" )

2k a

by e

2
cosh(2k a) — cosh(2k b) = % (H) e2ra,
Ko

, one obtains:

I
Both curves defined by the functions to the left |
and right hand sides (1%* and 2" curve respec- ‘
tively) of the above equation, start from the 158/ /gnd |
origin, are growing and concave upwards; the |
274 curve is higher than the 15 one for high . R
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The condition that guarantees the existence of one and only one intersec-
tion point is that, at kK = 0, the curvature of the left hand side be greater
than that of the right hand side:

La2— @) > - = pl<a 17( ! )2.
2 2 kg 2K0a
In the equation that defines the second eigenvalue and in the condition
that guarantees its existence we observe the following features: i) both are
even in b; ) for b = 0 both give results already known for the case of
the first excited (odd) state in the case of two attractive symmetric deltas
(see Problem 6.23): an odd — therefore vanishing in # = 0 — wavefunction
is ‘insensitive’ to the delta in the origin (regardless of its being either
attractive or repulsive); ) the more |b| grows, the closer to the origin
the abscissa k1 of the intersection point: correspondingly the higher the
energy Ey = —h*k?/2m. When |b| reaches the critical value b, the second
state is no longer bound; the energy of the ground state is independent of
b (and of a too) and, consistently, for b = +a the repulsive delta cancels
one of the attractive ones and the remaining delta has only one bound
state (see Problems 6.18 and 6.21).

and [Mg] contain the factor

We have already noted that both [M,] 1 1
1 — 0. Let us assume that this be true for the transfer matrix relative to
the first 25 — 1 delta, with 7 > 1, i.e. that:

[Maj1],, = [[M=(a0) My (b)) [M—(a2) My (ba)] - M—(a)],, = (1 = 0)X.
Adding one more pair of deltas to the right, one has:
[Maji1] ), = [Maj—1 x [My (b)) M—(aj+1)]],

= (1 - ‘Q) X [MﬁL(bj)M*(a’jJrl)] 11

+ [M2J’*1] 12 (1-00 (e%aﬁl - e%bj>
that still contains the factor 1 — p. So ¢ = 1, namely k = kg, certainly
is a solution of the eigenvalue equation [M2n+1] 1= 0. There remains to
demonstrate that this solution represents the ground state. One proceeds
as in point b), realizing that for ¢ = 1 one still has a sequence of alter-
natively growing and decreasing exponentials of real argument, all with

coefficients of the same sign: so the wavefunction belonging to kg has no
Zeroes.
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Time Evolution

Time evolution in the Schrodinger and Heisenberg pictures; classical
limit; time reversal; interaction picture; sudden and adiabatic approx-
imations.

Note. Notation: | A,t) represents at time t the state that at time t = 0 is
represented either by the vector | A,0) or simply | A).

7.1 Consider a one-dimensional harmonic oscillator, whose angular fre-
quency is w, and, at time ¢ = 0, the states |A4,0) = a|0) + be'?|1)
and |B,0) =c|0)+de'¥|2) (a,b, c,d are real numbers # 0 such that
a2+ =c*+d*>=1,and |n) = eia"ﬁ (n")™|0) represent the eigenstates
of the Hamiltonian).

a) Show that the evolution of the states | A,t) and | B,t) is periodic. Find
the corresponding periods.

b) Choose the phases a,, of the vectors |n) in such a way that the corre-
sponding wavefunctions in the Schrodinger representation are real. Having
made this choice, find the time dependence of the mean values of the ob-
servables: ¢, p, the total energy H, the kinetic energy and the potential
energy in the states | A,t) and | B,t).

¢) Set a = b, ¢ = 0. Make a qualitative plot of the wavefunctions cor-
responding to the states |A,0) and |A,7/2), where 7 is the period of
the state | A,t). (The wavefunctions 1, (z) are given in the text of the
Problem 5.14, where Hy(§) =1, H1(§) =2¢&.)

7.2 A particle of mass m is constrained in a segment of length a (infinite
rectangular potential well).

a) Find the period of the time evolution of the state | A,0) = a|1)+ 3]2),
where |n) are the eigenstates of the Hamiltonian and (as customary in
this case) |1) represents the ground state.

b) Demonstrate that the time evolution of any nonstationary state is periodic.

¢) Find the period of the state | B,0) =«a|n)+ 3|n+1), when n> 1.

E. d’Emilio and L.E. Picasso, Problems in Quantum Mechanics: with solutions, UNITEXT, 139
DOI 10.1007/978-88-470-2306-2_7, © Springer-Verlag Italia 2011
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d) Consider a state whose wavefunction ¢ (z, 0) at time ¢ = 0 has its support
in the left half of the segment of length a. Do instants exist such that the
probability of finding the particle in the right half of the segment is equal
to 17

Consider a state superposition of the states |n), with n ~n>> 1.

e) Show that, under these conditions, the period of the state is given, to a
good approximation, by the period of the classical motion of a particle
of energy Ejn. Estimate n when m is the mass of the hydrogen atom,
a = lcm, and the particle has an energy of the order of the thermal
energy at the room temperature Tj .

7.3 In the case of a particle constrained in a segment (Problem 7.2) it has
been shown that the time evolution period of states obtained as superposition
of states with large quantum number n: n~n > 1 (“quasi-classical” states
of energy ~ Ej;) coincides (to a good approximation) with the period of the
classical motion of a particle of energy FEj .

a) Show that, in general, the period of the (quantum) evolution of quasi-
classical states with energy ~ Fj is given by 7=h/ (8En/8n) ln=rn -

According to Bohr’s theory, the energy levels of the hydrogen atom are
E,, =—e%/(2n%ag) where n?ay is the radius of the orbit of the electron with
energy E, (ag = h?/mee?).

b) Verify that the period of the classical motion of the electron along a circular
orbit of radius n2ag coincides with the period of the quantum evolution of
the quasi-classical states with energy ~ FE,, .

Let us consider a particle in one dimension, whose classical motion takes
place in a finite region and is periodic. Let E be the energy of the particle
and A(F) the area of the surface in the phase space enclosed by the curve
defined by the equation H(q,p) = E. The period of the classical motion of the
particle is given by the relation (derived in the solution) 7 = dA(E)/dE.

¢) Demonstrate the equality between the period of the classical motion and
that of the quasi-classical states exploiting the expression for 7. and Bohr
quantization rule (see Problem 2.6).

7.4 The Hamiltonian of a particle of mass m in one dimension is
2
4
H=—+V V(a—
L V@) +Via-a)

where V(z) is an attractive potential with compact support and a is large
enough so that V(z) and V(a — ) have disjoint supports (double well poten-
tial: see Problem 6.21). Let us assume, in addition, that V(z) has only one
bound state whose energy is Fy = —hQK%/Qm.
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a) Show that H commutes with the space inversion operator I; , the inversion
being performed with respect to a suitable point z. If Iy is the space
inversion operator with respect to the origin (I, qI(;1 =—q, I, pI(;1 =
—p), how is the operator I; expressed in terms of I ?

If koa is large enough (distant wells) the Hamiltonian H has two bound states
with energies F1, Fy (see Problem 6.21). Let Ey < E5.

b) Having suitably chosen the phases of the vectors |E;) and |Es) (see
Problem 5.5), determine the states |L) and |R), among the superposi-
tions of | E7) and | Ey), in which the mean value of ¢ is respectively a
minimum and a maximum.

At time t = 0 the particle is ‘localized in the left well’; i.e. it is in the state
| L) in which the mean value of ¢ is a minimum.

¢) Find the state | L, t) at time ¢, show that the state | L, t) evolves in a
periodic way and find its period. Find the instant when, for the first time,
the particle is localized in the right well. Does this result have a classical
analogue?

d) Let us assume that we do not know | E;) and | E3), but that we know
the bound state | Ep,l) of the single left well V(x). How is the bound
state | Eg,7) of the single right well V' (a — x) obtained? What is the best
approximation for the eigenstates | Fy ) and | E2 ) of H in terms of | Fy, 1)
and ‘ EO, r >?

7.5 Consider a one-dimensional harmonic oscillator of mass m and angular
frequency w that, at time ¢ = 0, is in the coherent state (see Problem 5.10):

|a,t=0>E|O¢>:V(b)U(G)|O>a a= 2£wh_i@a

(U(a) and V (b) respectively are the translation operators for the coordinate
and momentum and |0) is the ground state of the oscillator).

a) Find the state |, t) of the system at time ¢.

b) Find the mean values g(t) and P(t) in the state |«, ¢) making use of
both the Schrodinger and the Heisenberg pictures for the time evolution.

¢) Show that the uncertainties Ag and Ap do not depend on time. Is this
result true regardless of the state of the oscillator at time t =07

d) Calculate the mean values of kinetic energy and potential energy in the

state |, t).

7.6 A free particle of mass m in one dimension is, at2 t = 0, in the state
| A, 0) represented by the wavefunction 4 (x, 0) = e=% /44" gik®
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a) Find the condition that a must fulfill so that p > Ap. If the particle is a
neutron (mass m = 1.7 x 10724 g) with average kinetic energy E = 1 MeV,
find the numerical value of @ in the case p = 10% Ap.

b) Write the Heisenberg equations for the operators p(t) and ¢(¢) and
integrate them with the initial conditions that derive from the choice
U(t=0)=1, U(t) being the time evolution operator.

¢) Calculate the width Aq(t) of the wave packet at time ¢ .

d) Find the distance d that the neutron must go, starting at ¢ = 0, in order
that the width Aq be doubled. What is the width of the wave packet after
the neutron has gone a distance L =1m?

In order to find the wavefunction at time ¢ when p > Ap, one may take
advantage of the identity (formally corresponding to the expansion of p?
around p x 1):

2 =2 = —2 =
PP L e PT P L
=5 =5t =Pt (p-D) =5+ —pt (0P

and neglect the last term.

e) If ¢(z, 0) is the wavefunction at ¢ = 0, find, in the above mentioned
approximation, the wavefunction at time ¢. What is the difference be-
tween the so obtained wavefunction and the exact solution ¥ (x, t) of the
Schrodinger equation?

7.7 Consider a free particle of mass m in one dimension in the state:
SR 8a2\1/4 e—w2/(4a2+2iht/’rn)
4, t) 2 g = (25) _ :
V4a? 4+ 2iht/m
a) Verify that ¥4 (x, t) is a solution of the Schrédinger equation:

no, L Opa(z, t)
o Ya(w, t) = ih——o—""
b) Find the probability density pa(z, t) and show that V& pa(z,t) — 0

for t — oo.

™

c) Calculate the uncertainties Ag and Ap in the state |A, ¢).

d) Find the wavefunction @4 (p’, t) of the state | A, ¢) in the momentum
representation.

Consider the state |B,t=10) SR, Yp(z, 0) = (27 a2)71/4 o /4a” gk,
e) Find ¢vp(z, t) and ppg(z,t).

7.8 A particle of mass m in one dimension is subject to a constant external
force (electric field, gravity ...), whose potential is V(q) = —vq.
At time ¢t = 0 the particle is in the normalized state |s).
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a) Write the Heisenberg equations for the operators p(t) and ¢(¢) and inte-
grate them.

b) Calculate the mean values:

p(t) = (s[p()|s), q(t) = (slq®)|s).
¢) Calculate the uncertainties Aq(t), Ap(t) and compare the result with
that for the free particle (v =0).

d) Let ps(p', 0) = (p’' | s,0) be the wavefunction in the momentum rep-
resentation relative to the state |s). Find explicitly os(p’, ). For this
purpose exploit the Baker—Campbell-Hausdorff formula:

eheP —exp (A+ B+ YA, B+ (4.1, B] + 4[B.[B. 4]])

that extends the formula given in Problem 4.13 to the case when the com-
mutator [A, B] is not a c-number, but such are the double commutators
[[A, B], A], and [[A, B], B]:set A= (ap’+bp), B=cq and find
a, b, ¢ in such a way that, up to a phase factor, e?e? coincides with
the time evolution operator.

7.9 In the experiment of neutron interferometry described in Problem 3.4
neutrons of wavelength A\ = 1.4 A are used. They undergo Bragg reflections at
an angle of 22° off the silicon crystals of the interferometer and the reflected
neutrons have an angular dispersion (“Bragg window”) Af ~ 10~ %rad.

a) Find AMN/\ (use Bragg relation).

Let us assume that the wavefunctions of the neutrons in the path between
two consecutive reflections is

’ll)(l"y’ Z) = efﬂ (I2+y2) e*OéZ2eikZ With ﬂ << .

b) Calculate the degree of monochromaticity AE/E of the reflected neutrons
and the dimension of the wave packet in the direction of propagation
(longitudinal dimension).

The neutrons that have entered the interferometer propagate, both horizon-
tally and vertically, over distances d of the order of 5 cm between two adjacent
crystals.

¢) Find the longitudinal dimension of the packets after they have gone the
distance d.
d) Calculate the amount by which the centre of mass of the packet falls down

in the horizontal paths (m, = 1.7 x 10~24g).

Inside the cathode ray tube of a TV set the electrons are accelerated by means
of potential differences of the order of 10* V applied between a grid and the
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cathode. The electrons pass through the holes in the grid, whose dimensions
are of the order of 1072 cm, and go a distance L of the order of 10 cm, before
reaching the screen.

e) Give an order of magnitude for the dimension orthogonal to the propaga-
tion direction (transverse dimension) of the wave packets arriving at the
screen.

7.10 In classical physics the equations of motion for particles subject to
forces that are conservative and independent of velocities are invariant under
time reversal: this means that, if z(t), « = (21, --- x,,) is the solution of the
equations of motion with the initial conditions z(0) = =z, ©(0) = vg, then
Z(t) = x(—t) is the solution of the equations of motion with initial conditions
#(0) = xo, 2(0) = —vg .

Let 9 (x, t) be asolution of the Schrédinger equation for the time evolution
for a particle subject to the potential V' (x).

a) Say whether ¢*(xz, t) and/or ¢(x, —t) are solutions of the Schrodinger
equation.
b) Verify that 15(% t) = ¢*(x, —t) is a solution of the Schrodinger equation.

¢) Let g(t), p(t) be the mean values of ¢ and p in the state represented by
the wavefunction t(z, t). Calculate the mean values of ¢ and p in the
state represented by the wavefunction ¢ (z, t) .

d) Is the time reversal transformation, that in the Schrodinger picture asso-
ciates the state v (z, t) to the state ¥(z, t), a unitary transformation?

e) Express the time reversal transformation in the momentum representation.

7.11 Let V(t) be a family of unitary operators that depend on time ¢ and
let H be the Hamiltonian of the system. To any vector | A, t) that solves the
Schrodinger equation:

d
ih— |At)=HI|At
B 1A, 1) = HIA 1)
we associate the vector | A, t)=VT(t)|A4,t).
a) Find H such that the Schrédinger equation for | A, t) reads:
d - -
ih— |A t)=HI|At
ih A ) =HA 1)
and show that H = HY.
b) Write the unitary operator U(t) that evolves the vectors | A, ¢) in time:

|4, t)=U(1)|4,0)

and show that it satisfies the equation:
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d ~ -~
ih = U)=HU(®).

Let now H(t) = Ho + H'(t) with Hp independent of time (‘free Hamilto-
nian’). The picture for time evolution that is obtained by setting V(t) =
Up(t) = e Hot/h s called interaction picture and H'(t) the interaction
Hamiltonian.

¢) Find H.If Hy= p?/2m and H' = H'(q, p, t), explicitly write H.

In the interaction picture the evolution of states is given by:

|A, 1) =U(1)|A,0) =U(t)| 4, 0).

d) If the states evolve as in the interaction picture, how must the observables
evolve in order to obtain the correct evolution of the mean values: £(t) =

(A t]E[At)?
7.12 The Hamiltonian of a particle in one dimension is H = p?/2m —vq.

a) Determine H in the interaction picture (see Problem 7.11).

b) Write U(t) in the form:
U(t) _ ei’yptz/QTrLﬁ eivat/h g—ia(t)/h
and find af(t).

¢) Write the time evolution operator U(t) as Uy(t) U(t) and compare it with
that found in Problem 7.8.

7.13 A system endowed with a magnetic moment, subject to both a static
magnetic field BO and to a magnetm field rotating in the plane orthogonal
to BO, may, in some cases (spm = system), be described as a system that has
only two independent states (tWO—level system) whose Hamiltonian is

1 —iwgt
=Fy 0 0 ae 'wo
= p— 2 .
H(t) = Ho+ Hi(t) <0 —§E0)+<aelw0t 0 )

As the Hamiltonian depends on time and [H(t1), H(t2)] # 0, the time evo-
lution operator U(t) # exp(—i fo "Ydt') . Therefore we take advantage of
the method introduced in Problem 7. 11 to any vector |A, ¢) that solves the
Schrédinger equation:

mf |A, t) = H(t)| A, t)

we associate the vector | A, t) = VT(t)| A, t), where:

e—iwot/2 0
V(t) = < 0 eiwot/Q) :
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- d - o
a) Find H such that iha |A, t)=H|At).

b) Show that if M =« X, M and X being 2 X 2 matrices with « real and
X2 =1, then:
. 1o X))
eiM EZ M =1lxcosa+iX xsina=cosa+1iX sina.
n n! N
Exploit this result to find the unitary operator U(t) that evolves in time

the vectors |A, t): | A, t)=U(t)| A, 0).

Let |—) and |+) respectively be the eigenstates of H, corresponding to
the eigenvalues —%Eo , —I—%Eo and assume that at ¢ = 0 the system is in the
state | —).

¢) Calculate the probability Py_(t) to find the system in the state |+) for
t > 0. Find the maximum of P;_(¢). Under which conditions does such
maximum equal 17

7.14 A particle of mass m in one dimension is subject to the impulsive force
f(t) =~48(t), where §(t) is the Dirac delta function.

a) Write the Heisenberg equations for the operators p(t) and ¢(t) and inte-
grate them with the initial condition U(t =07) = 1.

b) Find the time evolution operator from the instant ¢ = 0~ to the instant
t=0".

¢) Assume that ¥(x, 07) is the wavefunction of the particle at time ¢ = 0.
Find the wavefunction ¢ (z, 07).

7.15 This problem is preparatory to Problem 7.16. Let us consider a clas-
sical one-dimensional harmonic oscillator of mass m and angular frequency
w, subject to the impulsive force f(t) = vd(t). For ¢t < 0 the oscillator is at
rest.

a) Write the equation of motion for the oscillator and integrate it.

b) Find the energy of the oscillator for ¢ > 0.

Let us now assume that the oscillator, at rest for ¢ < 0, is subject to an
external (nonimpulsive) force F'(t) nonvanishing only for 0 <t < 7.
Let us denote by D, (t) the solution found in a) in the case v = 1:

m(;i—; +w?) Dy(t) = (1),

¢) Verify that:

2(t) = /O TDu(t— ) F(t) aF
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is the solution of the equation of motion in presence of the force F(t)
corresponding to the given initial conditions.

d) Write the explicit form of the retarded Green function D, (t —t') and of
its derivative D,(t —t).

e) Write the solution of the equation of motion with generic initial conditions
2(0) = z¢, ©(0) =vg (namely the general solution).

7.16 A one-dimensional harmonic oscillator of mass m and angular fre-
quency w is in the ground state |0). At time ¢ = 0 the oscillator is subject
to the impulsive force f(t) =~vd(t).

a) Find the state of the oscillator for ¢ > 0.

b) Calculate, for ¢ > 0, the mean value of the energy and the probability of
finding the energy eigenvalue FE,,.

Assume now that the oscillator is subject to an external nonimpulsive force
F(t) such that F(t) =0 for t <0 and ¢t > 7. Again, for ¢ < 0 the oscillator
is in the ground state.

¢) Write the Heisenberg equations for ¢(t) and p(t) and integrate them: since
they are nonhomogeneous linear equations, take as a particular solution
the cmumber solution given in the text of Problem 7.15.

d) Calculate Aq(t), Ap(t) and their product. Exploit the result to show that
for every t the state of the oscillator is a coherent state |«(t)) (see
Problem 7.5) and find the expression for «(t) (see Problem 5.10).

e) Calculate, for ¢t > 7, the mean value of the energy in the case F(t) =
Foy>0 for 0<t<T.

7.17 A one-dimensional harmonic oscillator of mass m and angular fre-
quency w is, for ¢t < 0, in the ground state |0). Starting at ¢ = 0 the
centre of oscillation is moved according to the time law £(t), where £(t) =0
for t <0, &(t) =& for t > 7.

The purpose of the problem is to study the time evolution of the state
of the oscillator in the two extremal cases when the centre of oscillation is
displaced in a time interval either very short or very long with respect to the
time characteristic of the oscillator, namely its period 27/w.

a) Write the Hamiltonian H (t) of the oscillator, say which are its eigenvalues,
write the wavefunction w(gt) (x, t) corresponding to the minimum eigen-

value of H(t). Say whether (()t) (x, t) is a solution of the time dependent
Schrédinger equation:

.. 0 (t) L0 o
H(—lha—m,m,t)wo (x,t)—lha o (z,t).
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b) Integrate the Heisenberg equations for ¢(t) and p(¢) and exploit the result
of Problem 7.16 to find the state |a(t)) of the oscillator for ¢t > 0.

Let us assume that the centre of oscillation is displaced from x = 0 to x = &
in a time interval 7 < w™!, so that £(¢) may be approximated with the step
function:

0 t<0
a-{g 15,
(sudden approximation).

¢) Find the state |«(t)) of the oscillator for ¢ > 0 and show that the time
evolution of the state is continuous even for ¢ = 0. Calculate g(t) for
t > 0 and show that it oscillates harmonically around & .

We now want to study the time evolution of the system in the opposite case
when the function £(t) varies very slowly (adiabatic approximation): let us
assume that £(t) = f(t/7), f being a continuous and differentiable function
such that f(0) =0, f(1)=¢&.

d) Show that in the limit 7 — oo (£(¢) switches from 0 to &y in an infinite
time) the state |«(t)) of the oscillator coincides at any time with the
ground state of H(t) (a suggestion useful to this purpose: before taking
the limit 7 — oo, express «(t) in terms of the derivative f’ of the function
f by performing a suitable integration by parts).

e) Verify in addition that, in the above limit, the wavefunction w(()t)(x, t) is
a solution of the time dependent Schrodinger equation.
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7.1

a)

|At) =ae 3980) +belve Tl
|B,t) =ce 79 |0) +de' e 39 |2).

The condition of periodicity is that, for the first time after the time 7, the
state (not necessarily the vector) becomes equal to the state at time ¢ = 0:
in the case of the state | A,¢) this requires that:

2

—il —i3 —i
e lawT — gmigwT = elwT — 1 oo =20
w

whereas in the case of the state | B,t):

efi%w‘r:efi%w‘r = ef2iw‘r:1 = T:z
w
so the period of the state | A,t) is equal to that of the classical oscillator,
while the period of the state | B,t) is half of the classical one.
Note that |A,7) = —|A,0), |B,7)= —i|B,0) so, if mistakenly
the periodicity of the vector were required, in the first case the result would
be wrong by a factor 2: |A,27) = | A,0), in the second by a factor 4.

A choice of the phases, that makes the wavefunctions of the stationary
states in the Schrodinger representation real, is
(=" 4
n)= 10
)= )" 0)
which is different by a factor (—i)" from that used in Problems 4.14 and
4.15; it gives rise to the wavefunctions reported in the text of Problem
5.14. With the above choice of the phases and modifying accordingly the
results of Problems 4.14 and 4.15, one has:
h muwh

(01| 1)=1/5—=(11a]0); (0]p|1)=-iy/"=2=—(1]p|0)
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V2h mwhv2

0]¢*]2)=—; 0|p*]2) = ——"7=

(012 12)= 220 (0] 2) .

the last following from (0 | H | 2) = 0. In addition, either by direct
calculation or by exploiting the selection rule on the space inversion (see

Problem 6.1):
(0]pl2)=(0lq[2)=(0|p*[1)=(0]¢*[1)=0.
In the state | A,t):

_ h
g(t) =2abcos(p —wt) x (0| q|1)=2ab1/ 5 cos(p —wt)
p(t) =2aby/ m;uﬁ sin(p — wt).

The mean value of the total energy H does not depend on time (H is a
constant of motion!); the mean values of the kinetic energy 7' and of the
potential V' do not depend on time because their matrix elements between
|0) and |1) are vanishing.

In the state | B,t) the mean values of ¢ and p and, of course, of the
Hamiltonian H do not depend on time, whereas:

Tt)=c(0|T|0)+d*(2|T|2)+2cdcos(¢p—2wt)(0]|T|2)

1
=hw 762+§d2—@cdcos p—2wt
4 4 2

V(t)=H-T(t) = w(iCQ + ng + gcdcos(ap - 2wt)) .
(ole) 4 r (@) o« (14 VA2, €= Jmofha
1

bale,7/2) = S (72 go(@) + o7 2 (a)) o %(wo@) —t1(x))

= ﬁ(i/fo(x) + ¢1(—x)) = ¢a(—2,0) o (1 — \/55)6752/?
The state with wavefunction 1 4(x,0) is, among the states that are su-
perpositions of |0) and |1), the one in which the mean value of ¢ is
a maximum (see Problem 4.14, having in mind the different convention
for the vectors |n)); after half a period the state is obtained by space
inversion from the state at time ¢ = 0, therefore g (7/2) = —g(0).

1]/},4(1‘,0) 1/}A(.1:,T/2)



7.2

a)

Solutions 151

The eigenvalues of the energy of a particle confined in a segment of length
a (particle in an infinite square well) are E,, = n?E;, E; = h?/8ma>.
The period of the state (not of the vector!) is

h ~ h 8m a?
E;—Ey 3B 3h

T =
Let
|A,t) :Z an e iEnt/h In) = o1 Eng t/h Zan efi(ntng)El t/h | n)

where ng is an arbitrary value of n such that a,, # 0. Since the factor

e 1 Enot/h can be omitted and, as a consequence, the coefficient of |n
) q ) 0

does no longer depend on ¢, the condition e i =n)EiT/h = 1 for any

n must hold and this, in general, is possible only if 7 = h/E;: in some
particular cases (depending on which a,, are nonvanishing) the period may
be a submultiple of h/E;. For example, the state:

| A1) = ae iBVt/A| 1) 4 geiBat/h|9) 4 e iBat/h|3)
has a period h/E; while, as seen in a), the state |A,0) = «a|1)+ 3|2)
evolves with a period three times smaller.
The period of the state |B,0) =«a|n)+G|n+1) is
h h h
Epir—E, (nt 1B, 2nE,

Let us take the origin of the z axis in the centre of the segment and let
¥n(x) be the eigenfunctions of the Hamiltonian: i, (—x) = (—1)"¢,(z).
One has:

W@, 0) =) cathalz) =
Z e e Bt/ () Z e e BB ()
The state is periodic with period 7 = h/Fj ; after half a period:
(x, 7/2) = Z cpeimn Pn(x) = Zn cn (—1)" tn(z)
=Y Cntu(-2) = (-2, 0)

i.e. the particle is in the right half of the segment. So, for t = (k+ 3)7
(k integer) the probability of finding the particle in the right half of the
segment is 1.

.2 . 2 =2
|A,t> — e i E,\t/h ZnNﬁ an e—l(TL —n?)E t/ﬁ|n>.

2

T =

If n~n and n > 1, all the differences n? — n? are, to a good approxima-
tion, integer multiples of 271 : indeed n? —n? = (n+n)(n—n) ~ 2n (n—n).

Therefore the period is 7~ h/2n E;. The classical period is
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%/ 2m a2 2m a2 h? h
T = 2a/v = =1/= = — = 5= :
: En n?E; An’EZ ~ 2nE,

En ~ kpTy ~0.025eV; F;~2x107%eV = a~1.1x 105

7.3
a) Let
|A7t> :Z o an e_iE" t/h | n> _ e—iE;1 t/h Z o an e—i(En—Eﬁ)t/h ‘n>
(the factor e~ £ /7 is irrelevant). Since n ~ 7 > 1:
oF, h
BB () ew) s orm B
on Jn=n (n =) ! (OE,/0n),, _;
b) If v is the velocity of the electron in the circular orbit of radius n2ag,
2 nlag 2 nlag 2 nlag 2w hndag h
Tel = = = = = .
v Ve2/(men2ag) \/64/n2 72 e? OE,/0n

¢) We have seen above that the period of the (quantum) evolution of the
quasi-classical states with energy ~ E,, is 7 = h/(0E,/0n). Thanks to
Problem 2.6, we know that the curve v(E,) in the phase space, on which
H(q,p) = E,, encloses the area:

An zf pdg
Y(En)

then, due to the Bohr—Sommerfeld quantization rule A, = nh, and if
AE, = FE,11 — E, < E,, one has:

NET4E T Ewn - B, Epi1i— E,  OE,/0n

Let us demonstrate the relation 7. = dA(F)/dE. Let v(F) and v(E+ AE)
be the two curves in the phase space on which respectively H(q,p) = E
and H(q,p) = E+ AE (AEFE infinitesimal). The distance between the
two curves is AE/|VH|, where VH is the gradient of H(q,p), namely the
vector whose components are (0H/0q, 0H/Op); then, if d¥ is an element

of line on v(E): bp
oH OH VH)
47 = (¢dt, pdt :(—dt, ——dt), 45
7= (qdt, pdt) = (57 34 g
the oriented area enclosed by the two curves ~v(E) a4
is given by:

AFE ( . VH) v(E+ AE)

A(E + AE —AE:f 22 (a5 A~
( ) mAE) = eE Y

~

(in two dimensions the external product between two vectors 4 A ¥ =
U1vs — Ugvy is a scalar); in addition dy A VH = |VH|?dt, so:
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A(E + AE) — A(E) = AE x / At =1y AE = 7y = 4
~(E) dE

The Hamiltonian is invariant under the space inversion with respect to the
point T = a/2:
1 1 _

(¢—30) = —(g—30) {q% ¢ta

p— —p p——-p
Vizg)+V(ie—x) = V(ie—2z)+ V(z).
Let U(a) = e~ 'P%/" denote the translation operator: U(—a)qU ™' (—a) =
q + a; then one has I; = Iy U(—a) (or also I; = U(a) Iy as well as other
equivalent expressions), indeed:

LhU(-a)qU ™ (=a) Iy ' =Io(q+a) Iy = —q+a,
LU(—a)pU Y —a)I;' = Ihplyt = —p.

The states | Ey) (ground) and | E2) (the first excited) respectively are
even and odd under ;. Putting § = ¢ — 3a, one has (E; | § | E1) =
(Ey | q| E2) =0 (selection rule on parity: see Problem 6.1), then the
mean value of G in the state a| E1) + 8| E2) (|a|?> +|8]* = 1) has the
value 2Re (a*B(E; | ¢ | E2)). Since, in analogy with Problem 5.5, we
are allowed to choose the phases of |E;) and |Fy) in such a way that
(Ey | q| E3), if nonvanishing (see below), is real and positive, the mean
value of ¢, as well as of ¢, is either a maximum or a minimum respectively

for « = +6 = 1/\/§ Then:
1

L= B = 1B)s (ElalL) = 5= (B ld|B)
R)=—s(1B)+ ). (Rlq|R) =5+ (B |q|B).

The matrix element ( Ey | ¢ | F2) is nonvanishing: indeed ¢, (z) is real
and has no zeroes, i.e. it has a constant sign, ¥, () has its only zero in
z = 1a, so also the product ¥, (z) (x — 1a) ¢, (z) has constant sign and
its integral is nonvanishing.

1 —i —i _
|L7t>:ﬁe Elt/h(|E1>_e (E2 El)t/ﬁ‘E2>)

so the period of the state is 7 = h/(FEy — FE7); after half a period the
particle is in the state | R) and then it keeps on oscillating between the
two wells. The result has no classical analogue: a particle localized in one
of the two wells has a negative energy and, as a consequence, cannot cross
the classically forbidden region that separates them. When kga — oo,
T x e — oo (see Problem 6.21).

|E0,7‘> :Ii|E07l>
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7.5

a)
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The state | Ey ) is even under Iz, whereas | Ey) is odd; in the subspace
generated by | Eop,l) and | Eg,7), the only states that are respectively
even and odd are:

N (| Eo,l) £ |Eo,r)); Ni=(2i2<E0J|Eo,7‘>)_l/2

with N4 standing for normalization factors. In the limit a — oo, Ey =
E5 = Ej (see Problem 6.21), whence all the linear combinations of | Fy, 1)
and | Ep,r) are exact eigenstates of H, i.e. stationary states.

a?‘l

In Problem 5.9 we have established that (n|«a) = e~2l” 5o, apart

from the irrelevant phase factor e"12@?,

|0¢ t _e —1af? Z —mwt|n>

(Oé e—lwt)"

2
=e 2\a| - n)= |ae
>, o = |
As a consequence, the coherent states remain such during the time evo-

lution: the parameter a(t) = ae™*? uniformly moves clockwise on the
circumference of radius |«| in the complex plane.

5

7iwt>'

An equivalent way to express the above result is @ ——= |a)
the following: for a classical oscillator, interpret the
phase space of the rescaled variables a1 = p/v2mwh

and ap = —y/mw/2h q as the Gauss plane of the ae Wt |, t)
complex variable o = a3 + iy and to any classical

state, associated to the (complex) coordinate «, associate the (quantum)
coherent state |« ): then one has the commutative diagram represented in
the figure, where in the horizontal lines one has the association classical
state — coherent state and the vertical lines represent the time evolution.

Since (see Problem 5.9) for a coherent state |3):

(BlplBYy=v2mwhRep, (B|qlB)=—V2h/mwS3Smf,

in the Schrodinger picture one has:

pt)=(a,t|p|la,t)=V2mwh Re(ae ™) = bcoswt—muwasin wt

_ 2h it b .

qt)=(a,t|qla, t)y=—/—Sm(ae ™) =acoswt+ — sinwt.
muw muw

In the Heisenberg picture, where &(t) = (A, 0] &(t) | A, 0) = £&(1),

p(t) =p cos wt —mwgq sin wt, q(t):qcoswt—i—isinwt =

muw
p(t) =(a, 0| p(t) | o, 0) =P cos wt —mwq sin wt

_ _ p .
t) = 0 t 0) = t = t
q()—(a, |q()|oz, )—qcosw + S w
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and, due to p={(a, 0| p|a,0)=b, G={(,0]|¢q ]|, 0)=a, the
previous result is recovered.

The coherent states are therefore the best candidates to represent the
states of a classical oscillator through the identification ¢ = ¢, pa =
P, Fq = E = H, and vice versa: indeed, in the first place, inasmuch as
states of minimum uncertainty, they satisfy the requisite that the fluc-
tuations of the values that ¢ and p may take around their mean values,
are ‘small’ (and, as we shall see in the next point, this remains true even
in the course of the time evolution); in the second place, since for the
classical oscillator FE; > hw and from Problem 5.10 we know that for
the coherent states AE o +/n, for the quasi-classical states one has
AE/E =1/y/n=~0; finally, both the classical and the quantum schemes
provide the same results for the time evolution: ¢ (t) = q(t), pa(t) = B(t).

From Problem 5.10 we know that in any coherent state, and in particular
in the state |«, t), for any ¢:

Imwh [ h
Ap = Ag =1 —— -
P = T2 9 2mw

The independence of Aq and Ap of time, obviously true also for the sta-
tionary states, is not true e.g. for the state |0) + |1) (see Problem 7.1).
In a coherent state p2/2m = (Ap)?/2m+p2/2m = 1hw+p?/2m, whence:
2
1

1
(a, t| ;;m |a, t) = Zhw+%(b cos wt —mwa sin wt)?

1 1 1 b
(ay t | Em(,qu2 |a, t) = Zthr Emw2(a cos wt + p— sin wt)?.

7.6

a)

The state | A, 0) is a minimum uncertainty state (it is a coherent state,
see Problem 5.9) and Aq = a, therefore Ap = h/2a and, in addition,
p = hk so that:

1 1
> A — —
p>Ap = k:>>2a i.e a>>2k

The mean energy of the neutron is

- =2 Ap)2 72 h2k2 —
Fol AT PN famE/R? = 2.2 x 102 em !
2m 2m 2m 2m

1
E=10x — = a=A¢~23x107"
2a
The Hamiltonian is H = p?/2m and the Heisenberg equations are:
. i p(t) : i
i) = 3 11, a(t)) = p1) = T IH p(1)] = 0.

) m
Since p(t) = UT(t)p () q(t) = Ut (t)qU(t) and U(t = 0) = 1, one has
p(0) = p, ¢(0) = ¢ where p and ¢ are the usual momentum and position
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7.7
a)

7 Time Evolution

operators (indeed those in the Schrodinger picture). The second Heisenberg
equation states that p is a constant of motion, i.e. p(t) = p(0) = p. By
substituting the latter into the equation for ¢ and integrating — with the
initial condition ¢(0) = ¢ — one has:

p
=g+ ¢
q(t) g+

that is formally identical with the classical equation for the uniform mo-
tion, the only difference being in that it is an operator equation.

In order to obtain Aq(t), take the square of ¢(t) paying attention to the
order of the factors:

qz(t):q2+%(pq+qp)t+£_zt2
therefore:
(Aq(t))* = g2 — q() " = (Ag)? (@ +7a—237) ¢ + 22 (Ap) .2

1
+ J—
m
and, since in a coherent state gp +pq =

2Gp (see Problem 5.15),
h? 2
4m2a?

Aq(t) = 2 Aq, t:dx% = d:ﬁipAq:o.zxcm.

(4q(1)” = (A9)* + (fn—pf 2= a4

L A
n _m —L—p =10"*cm
2pa P

|A, t) = e’th/h|A, 0) ~ ei52t/2mhefip§t/mh|A7 0).

12

t:Lx% = Aq(t)

M —V_2 . . s -—
Since the term e~ 17" t/2m% ig an irrelevant phase factor and e~iPPt/mn

is the operator that translates the coordinate ¢ by pt¢/m then, up to a
phase factor,

U(x, t) = (x —vt, 0), v =

The approximation we have made allows one to correctly describe the
motion of the centre of mass of the wave packet, but it neglects the
motion in the centre-of-mass frame, i.e. the spreading, so it is ten-
able until ¢t < m Aq/Ap, namely when the packet has gone a distance
d < Ag x (p/Ap).

S

Put ~(t) = 4a® +2iht/m. One has

—z? t 2 2
B 9 (e—MU> = _ﬂ(x_ _ L) e~/
ot 'y(t) m 75/2 2,)/3/2
2 2 —x? 2 2
BB e ”“’) S G AT
2m 0z \ .\ /5(t) 2m \ 432 7 452
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so the Schrodinger equation is satisfied.

1/2 672a2w2/(4a4+h2t2/m2)

24/4a* + h*t2/m?2

CL2
[ha(z, > = iz, ) Ya(z, t) = (8_)

T
and putting o(t) = 2a2/(4a* + h*t2/m?):

[ha(z, t)? = (@)UQ e—a(t)a?

one realizes that ¢4 (z, t) is normalized (see Problem 5.17), whence:

1/2 e—2a2w2/(4a4+hzt2/m2)

\/4a* + h*t2 /m?2

It is evident that pa(z,t) — 0 for ¢t — oo, even if [ pu(z, t)de =1V¢.

palz, t) = |[Yal(z, t)|2 = (2Ta2>

By exploiting the expression of |4 (z, t)|? in terms of a(t) and thanks to
Problem 5.17, one sees that:
1 ht?
A= ———  —a24+ .
(4g) 2a(t) @t 4m?2a?
As the particle is free, Ap does not depend on ¢, so we calculate it at time
t=20:
2\ —1/4 2 /4a? 2 n’
Ya(z, 0) = (27Ta ) e v /e = (Ap)° = el
a
So 1 a(x, t) is the free evolution of a state that at time ¢ = 0 is represented
by a Gaussian wave packet.

By suitably changing notation ¢4 (p’, 0) may be obtained from Problem
5.15 (or also 5.14): @a(p', 0) = (2a%/7 h*)'/4 e=a’P"*/1* therefore:

i 2 20,2 1/4 _ 2 i ’2 2
(PA(p/; t) — e ip t/2mh(pA(p/’ 0) _ (ﬂ-h2) e (4a”+2iht/m)p'~/4h )

The state | B, 0) is obtained by applying the operator e!9* that translates
p, to the state | A, 0); so, if U(t) = e~ ¥/" is the time evolution operator,

|B,t)=U(t)|B,0)=U(t)e'"*|A,0) =U(t) e " UT(t) U(t)| A, 0)
— oika(=1t) | A, t) — ik (a—pt/m) |A,t)

. 2 . .
_ eflhk t/2m,elkqeflkpit/m‘147 t>

the Baker—Campbell-Hausdorff identity (see Problems 4.13 and 5.8) hav-
ing been used in the last step. Therefore:

SR
—

|B, t) eTIRR L 2m ik (0 yt t),  v=hk/m=p/m.

2 a2 )1/2 672a2 (z—vt)?/(4a*+h>t% /m?)

\/4at + B2t /m?

pa(@, 1) = pale —vt, 1) = (=
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i.e. a Gaussian wave packet that, as ¢ grows, widens and lowers (but
J pB(z, t)dz = 1), while its centre of mass moves with velocity v.

7.8

a) The Hamiltonian is H = p?/2m — vq and the Heisenberg equations of

motion are:
i p(t) : i
t)=—[H t ) ty=—|H,plt)=~.
i) = 3 [, )] = 2 §l) = = [H, p(t)] =
The second equation, supplemented with the initial condition p(0) = p,
gives:
p(t) =p+~y1t.

By substituting the latter into the equation for ¢ and integrating with the
initial condition ¢(0) = ¢, one has:
q(t) :q+£t+ll]1t2.

m 2m
The above operator equations are formally identical with the classical
equations of the uniformly accelerated motion. The identity operator 1
is usually omitted.

Ly o

- —1°.

2m

¢) In order to obtain Aq(t), Ap(t), take the squares of the operators p(t) and

q(t):
p’(t) =p° +2ypt+° 1

_ _ _ _., D
b) p(t) =p+t, q(t) =7+ —t+

v

2 1 2
Lo+ Loeq op s (1) 0
m m m

1
2 2
t)=q¢ +— + t+ -
¢(t)=q¢ +—(pa+ap) 3 1

whence:

(2p()* = p(E2 —p(6) " = (Ap)?
(AP)2 2

(Ag(0)” = (A0 + - (@p+ 77— 2390+ 1 12

In the calculation of Ag(t) and Ap(t), note the cancellation of all the terms
containing ~: in this way the result is the same as for the free particle (see
Problem 7.6); in particular, Ap stays constant and Ag, asymptotically for
t — +o0, grows linearly with ¢. The difference between the evolution in
presence of an external field and the free one shows up in the mean values
(see point b) and in the moments (of ¢ and p) of order higher than the
second where the cancellations no longer take place.

d) With A=ap?+bp, B=cq one has:
[A, B]=—ih(2acp+bc), [[A, B], A]=0, [[A, B], B]=(—ih)*2ac®

whence, collecting all the c-numbers in ¥,
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ed el =el? exp(ap® +bp+cq—ihacp).

Putting a= —it/2mh, b=ihac, c=ivyt/h, and therefore:

it ity
A=——"(p> —~t B=—
2mh(p Ytp), o
one has:
. ) it it
eI o exp (- 50— vt)) exp (S a)

In the momentum representation ¢ — ifid/dp’ so that the operator
elvta/h s e=vtd/d0" applied to the wavefunction o4 (p’, 0) provides the
Taylor expansion of ¢4(p’ — ¢, 0). In conclusion:

(', 1) = e W 2mb (g 0).
7.9

a) Thanks to the Bragg condition 2d sinf = n A, one has:

A A
2d cos A =n AN = —)\: i ~25x107%.
A tan 6
b) As Ap,/p, = AN/X = Ap. < P, and in addition Ap, = Ap, < Ap,
(8 < @), one has (see Problem 5.17):
Ap. AN

2 _
7 ~P:4p: | AE =250 =5 %107,

2my My E D, B

The state of the neutrons is a state of minimum uncertainty, so:

h h  p. A —4

= = = —x—>~45x10 .
24p,  2p, Ap, 4w AN o

¢) We have seen in Problem 7.8 that the dependence on time of the width of
a wave packet in presence of gravity is identical with that of a free particle.
As a consequence, for both the horizontal and the vertical propagation,
one has (see Problem 7.6):

Az

2 242 m
(Az(1))° = (A2)* + % t? = (Az)* + —4mg(tAz)2 ’ t= d}_)zn
) Ad \2 1 A2 d?
(Az(t))” = (A2)? + (47TAZ) = (AZ)2(1+ 1672 (A2)2 % (Az)2) -

Az(t) ~ Az (1438 x107%) ~ Az.

Even in the more realistic case the wavefunction is not Gaussian, but
has the same characteristic dimensions, the conclusion that the spreading
inside the interferometer is irrelevant is tenable.

1 dmy A

1 2
Q) dh=59t" =59 (=

2
) —1.6x 107 cm.
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e)

7 Time Evolution

The energy of the electrons is E ~ 10*eV, so (see Problem 2.14) their
de Broglie wavelength is A ~ 12.4x 1072 A . Thanks to what has been seen
above, the spreading does not depend on the mass but on the wavelength,
the initial width of the packet and the distance it has gone: if Ay ~
1072 cm is the transverse width of the packet when it has crossed the
grid, its width on reaching the screen is given by:

D S 7
1672 (Ay)? -~ (Ay

Ay(t) = Ay (1 + )2)1/2 ~ Ay (1 + 10_10> 2 ~ Ay.

7.10

a)

e)

The Schrédinger equation (that, for the sake of simplicity, we write in only
one dimension) is

ho L 0Y(a, )
5% (z, t) + V(x)(x, t) —1hT .
Neither *(x, t) nor ¥(x, —t) solve it:
5 7 . *(x,
o 1) 4 V() 0 (o, 1) = i D
R " . 8¢($, T) . 6'(/)(75, _t)
_% w (m) _t) + V(.’IT)'K/)(J), —t) =1ih (T)T_t_ —ih T .

It follows from the above equations: in the right hand side there is a double
change of sign.

If ¥(x, 0) — ¥*(x, 0), the mean value of ¢ does not change, whereas the
mean value of p changes its sign (see Problem 5.20), therefore:

Pz, t) =z, t) =4 (x, —t) = () =q(=t), D) = —p(=1).

The scalar product of two states is not invariant under time reversal:

/z/?;(x, t) o(, t)do = </¢1‘(m, t) Pa(x, t) dx)

so time reversal is not a unitary transformation and there exists no (linear)
operator that implements it; indeed, if |A) — |A), |B) — | B), then:
|IC)=alA)+B]B) = [C)=a"|A)+67|B).

Time reversal is said to be an antiunitary transformation.

From Problem 5.20: ¢(k, t) — ¢*(—k, —t).

7.11

a)

Multiplying both sides of the Schrédinger equation by V() one has:

VIR HVE) V) A, t) =ik Vi) %(V(t) Vi) A, t}) =
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d . d -
—V@NAU+mEMJ>

V*ﬁ)HLXﬂ|jﬁt>:ih(V¢@)dt

and putting:

Ly

H=Vit)HV m-mv%ut

one has:
nde—ﬁMw
dt b - b M

Taking the derivative of both sides of VT(¢)V(¢) = 1:

—ﬁﬂﬂ(%ivu):ihQ%VWw)V@)z(—thW)ivaﬂﬁ
Therefore:

~ . d ~
HhﬂﬂmHV@+ﬂ(&VWwa:H.

If |A, t)=U(t)| A, 0), one has:

A, ) =VI U@ V) VI(0)[4,0) =V U@B V()[4 0) =
)

Ut) =V U vo).
Finally:

d | - _ d~, - U
ih= |4 ) =H|At) = ihUM|A0)=HUW®IA0)

161

and, since the vector |/~1, 0) is arbitrary, the equation given in the text

follows.
H = Hy+UlH'U, — Hy=UJH'U, .
UTH (g, p, t) U, = H'(UlqU,, UlpU,, t).

If Hy = p?/2m (free particle Hamiltonian):

p ~
lﬂUMUdﬂZP,Uﬂﬂﬂ%®=q+;j = H=H'(q+pt/m,p,t).

(A, 0| UT()EU®) | A 0)

(A, 0] UM US (1)U, () U(t) | A, 0)
(A, t| US() €U, (t) | A, t)

= [A4,0) = |At), = Ul)EU).

&(t)

So, in the interaction picture, the states evolve with U (t), the observables
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7.12

a) ﬁz—*y(q%—%t).

b) One must have i%dU/dt = HU. Attention must be payed to the order
of noncommuting factors:

d ~ t ~ . ' .
IHE U(t) = _% U(t) _ewptz/%"bﬁ,yqewqt/ﬁ e—ia(®)/h +a(t) U(t)

pt r7 1 m i m
:(_7 )U() ypt?/2 h,yqe ypt?/2 FLU()

m
_( _apt 7
= (-2 g+ L )+a)U() > a)=1"
C) U(t) _ U()(t) fj(t) :efia(t)/heflp t/2mhel'ypt /QmFLei'yqt/h
— e—ioz(t)/h e—it(pz—’ytp)/thei’yqt/h )
7.13
a) From Problem 7.11 one has:
~ d L(Ey— hwo) a
H=Vit)HV(t)—ihVi(t) V()= (270 7 :
Wrve-invie gre = (2B e

b) As ¥?" = 1 and X?"*! = ¥ the formula given in the text obtains by
separately collecting the even and odd terms appearing in the series that

defines ¢'M. N B
As H does not depend on time, U(t) = e~ #*/"  One has:
7 si cos
H:\/i(Eo—hwg)QJra?xE, 2(0222 Sin¢¢>
+(Eo—h

sin¢ = 3(Fo wo) ) cos ¢ = a4
\/%(Eo—hwo)zw2 \/i(Eo—hw0)2+a2

ﬁ(t):coswtfiﬂsinwt, wzﬁ_l\/%(EO,hwo)2+a2_

¢) Let U(t) denote the time evolution operator. Then:
2
Pt = [(+1U®) | )

From Problem 7.11 we know that U(t) = V(#)U(t) VI(0) = V() U(t),
and, due to VI(t)|+) =e'“0¥2|+) one has:

P_(t)=|( + U )|—>’2:c052¢sin2wt; 0< P, (t) <cos?o.

P, _(t) reaches the value 1 when the resonance condition wy = Ep/h is
fulfilled.
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7.14

a)

Also in this case (as in Problems 7.6 and 7.8) the Heisenberg equations
are formally identical with the classical equations:

. p(t .
=20 =) =
p
p(t)—{p fort <0 o) = q+—t fort <0
Pty for t >0 q+p+7t fort > 0.
b) Let U stand for the (unitary) time evolution operator from time ¢t = 0~
to time ¢ = 07, then:
UlqU=¢q, UpU=p+~y = U =elva/l,
¢) For the wavefunction one has:
Oz, 07) = Uip(z, 07) =72/ yp(x, 07).
The result is the quantum version of the impulse-momentum theorem of
classical mechanics: the effect of an impulsive force is that the particle does
not change its position (and also p(z, 07) = p(z, 0T)), but its momentum
changes by .
7.15

2)

The equation of motion is
i+ =L5(t).
m

The impulsive force f(t) transfers the momentum [ f(¢) dt =~ to the os-
cillator, therefore the initial conditions at time ¢ = 0T are:

N o v 0 t<0
2(07) =0, 2(0")=— = z(t)=9 1 4wt t>0.
m mw -
As the oscillation amplitude is A = v/mw, the energy is
1 2
E=-muwA?=__.
2 2m
The equation of motion and the initial conditions are:
F(t
5¢+w2zzﬁ; z(0)=0, #(0)=0.
m

As D,(t) satisfies the equation:

Dr(t)+w2Dr(t)=l5(t) = Dr(t—t’)+w2Dr(t—t’):%é(t—t’) =
(1) + o (t) m/ét—t wyar = £

m



164 7 Time Evolution

The initial conditions are satisfied inasmuch as D,(t) = 0 for ¢t < 0, i.e.
D,(t—t')=0 for t <t, so that:

x(t) = /OooDr(t—t’)F(t')dt’ = /OtDr(t—t’) Fi)dt' = x(0)=0

3‘c(t):/OOODr(t—t’)F(t’)dt’:/OtDr(t—t’)F(t’)dt’ =  2(0)=0.

d) From point a):
, 0 t <t
e = 1
Di(t =) — sinw (t—t) t>t
muw
_ / 0 t<t
-t =<1
Di(t = 1)) — cos w(t—t") t>t.
m
e) It is sufficient to add, to the general solution of the homogenous equation,
a particular solution, e.g. that given in the text:
t
x(t) = g cos wt + % sin wt—|—/Dr(t —t)F(t')dt".
w 0
7.16
a) As in the case of the free particle (see Problem 7.14) ¢(t = 0%) = ¢,
p(t =07) =p+1, so the state at time t = 0% is e'79/"|0) that is the
coherent state (see Problem 7.5) with o =/v2mwh. As a consequence,
for t > 0 the state is |ae™'@?).
b) From Problem 5.10 and with « = +/v2mwh, one has:
— 1 1 2
H:§Bw+hw|a|2:§hw+%; ol
—iw o " —|a|?
P(lae™") = |B) = P(Ja) = | En)) = [(n] ) = 21— olor”
¢) The Heisenberg equations are:

1
i=L, p=-muwlq+Fl), = {+wiq=—F(t).
m m

The latter can be solved as in the classical case: to the general solutions of
the homogeneous equation A cos wt+ B sin wt (where A and B are now
operators), a particular solution of the complete equation must be added,
for example the (c—numeric) one given in the text of Problem 7.15: then
the initial conditions ¢(0) = ¢, m¢(0) = p(0) = p are imposed:

1 t
q(t):qcoswt—l—isinwt—k—/sinw(t—t')F(t’)dt'
mw mw J,
t

p(t) =mq(t) =pcos wt —mwq sin wt+/cos wt—t)FE)dt .
0
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d) The state at time ¢ = 0 is the ground state |0) of the oscillator with no

external force, so:

2
(Aq(t))zz (0] qt)?0)=(0]q(t) | 0)*= (Ag)*cos® wt + EnAQJZu)Q sin?wt

(Ap(t))2 = (Ap)? cos® wt + m?w?(Aq)? sin® wt.

All the linear terms in § and P cancel (indeed they are vanishing since
g = p = 0); the term containing §p + pg is vanishing (see Problem
5.7) as (0| gp+pgq | 0) = 0; furthermore, in the state [0), (Aq)? =
h/2mw, (Ap)?> =mwh/2, then:

h mwh

Ag) =\ dpt) =T = Ag(r) dp() = .

So at any time the state is a minimum uncertainty state, i.e. (see Problem
5.9) it is a coherent state |«a(t)). In addition (see Problem 5.10):

P aw

oz(t)—2Ap 2 alt) = \/_/ et Pty dt’ .

e) As F(t) =0 for t > 7, one has:
e—iwt T, FO . 1
at>7)=———= [ " F{l)dl' = —=c""" — (/¥ 1) =
(42 7) = S [ Py ar = e (o)
2F2 wT
t>7)? = 0 gin22_
ja(t 2 7)[" = ——3= sin” = =
— 1 1 2F2
H=h+laf hw = sho+ =4 SmQ%.
7.7
a) The Hamiltonian is
2
p 1 2 2
2 1 H(t<0)=—+muwyq
H(t) = o+ smu?(g—€(1)° = a2
m
H(tZT):%Jrimwz(Q*ﬁo)z-

H (t) obtains from H(0) by means of a translation, therefore the eigenvalues
of H(t) are E, = (n+ %)hw, independent of ¢ and:

™

0
H(=ih o, ) 0 ) = 3 vl o 1),

hg 9 (a, t)

(% B+ imwé(t) (2 — ) ) v (. 1
# 2 hw (e, 1),
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whence 1/1(()” (z, t) would not solve the time dependent Schrédinger equation
even in the case the centre of oscillation should move with uniform motion.

As the Hamiltonian differs by the c-number constant $mw?&(t)? from
the Hamiltonian relative to an oscillator subject to the external force
F(t) = mw?¢(t), the Heisenberg equation of motion for q(¢) and p(t) are
the same as in Problem 7.16 (provided the substitution F(t) — mw?&(¢)

is made), S0:

t
q(t) = q cos wt + -2 sin wt+w/Sin w(t —t) &) dt’
mw 0

¢
p(t) =mq(t) = p cos wt —muwgq sin wt+mw2/cos w(t =t ) dt
0

and, thanks to the results of Problem 7.16, the state of the oscillator for
t > 0 is the coherent state | «(t)) relative to the oscillator with the origin
as centre of oscillation, and:
mw2 . t . ’
alt :—eflwt elwt t/ dt/.
(t) T ; &(t)
The function &(t) is discontinuous in ¢ =0 but bounded, therefore the
integral fotei“’t/ E(t')dt’ is a continuous function. One has:
mw?éy b muw ;
at) = ———==e " [ " dt/ = —i /= (1767“‘”).
(t) T ; 57 €0
From Problem 5.9 one has:
p(t q(t
o)~ PO _ ()
2Ap 2Aq
so, for ¢ > 0, the oscillator oscillates around the new centre of oscillation
&o with amplitude & .

q(t) = —2A¢SSma(t) = & (1 — cos wt)

Let us perform the integration by parts:

iwt

alty =~ - e_m(e £(t) — /Oteiwt'g'(t’)dt’).

2mw iw
One has:

to o1 t/T
/ elwt g(tl) dt/ :/ elwt —f,(t//’r) dtl :/ elwts f/(s) ds
0 0 T 0

that, for any fixed ¢, tends to 0 for 7 — oo . Therefore:
mw
1) = i/ &t
aft) =~y 2 (1)
that corresponds to the state described by the wavefunction wéf’)(x, t) (see

Problem 5.15).

Thanks to what we have seen in point a) and owing to )= (1/7)f'(t)7),
one has that, in the limit 7 — oo, £(t) — 0, and, as a consequence,
(()t)(:n, t) satisfies the time dependent Schrodinger equation.
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Angular Momentum

Orbital angular momentum: states with [ = 1 and representations; ro-
tation operators; spherical harmonics; tensors and states with definite
angular momentum (Il =1, [ = 2).

Note. It is known that the eigenvalues of a component of the angular mo-
mentum are mh and those of L2 are I+ 1)712 with m, [ integers: it is
customary to refer to them simply as m and [: for example, if | = 2 we shall
say that L2 has the eigenvalue 2, not 6h> = 2(2 + 1)h2. In addition, the
eigenvalues of a component different from L., e.g. L., will be denoted by a
subscript to the letter m, e.g. m; .

8.1 Consider a particle in three dimensions.

a) By exploiting the Schrodinger Representation for the angular momentum

L SR —ih7 AV, explicitly show that the states whose wavefunctions

depend only on r, |s) SR, f(r), are eigenstates of all the components
of L. What is the value of L? in such states?

b) Use the commutation rules [L;, ¢;] =1ihe€;r g to show that each state
|P;) = qi|s) whose wavefunction is x; f(r), i = 1, 2, 3, is an eigenstate
of the component of the angular momentum carrying the same index.

c¢) Calculate >, [L;, [L;, q;]] and use the result to show that the states
represented by the wavefunctions x; f(r), and their linear combinations,
all are eigenstates of L2

d) Write the commutation rules between L, and ¢; +i¢2 and show that the

states | Py ) SR, (x £iy) f(r), |Po) SR, z f(r) are eigenstates of L.
Which are the eigenvalues of L, L,, L. in the linear span of the vectors
|Pi)?

e) Say whether the states with wavefunctions ¢n (z,y, 2) = = f(r), ¥a(x,y, 2)
=y f(r), ¥s(z,y,z) = z f(r), are mutually orthogonal and equally nor-
malized. Find the condition f(r) must fulfill so that they are normal-
ized to 1. Are the states represented by the wavefunctions ¢y (z,y,z) =
(x +iy) f(r), volz,y,2) =z f(r), equally normalized?

E. d’Emilio and L.E. Picasso, Problems in Quantum Mechanics: with solutions, UNITEXT, 167
DOI 10.1007/978-88-470-2306-2_8, © Springer-Verlag Italia 2011
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f) Write equally normalized wavefunctions for the eigenstates of L, and of
L, belonging to the linear span of the vectors |7;).

8.2 Assume that the states |»;) SR, xi f(r), i =1,2,3 (see Problem

8.1) are normalized.

a) Find the matrices that represent L., L,, L. on states with [ = 1 in
the basis |P;) (Cartesian basis): to this purpose use the commutation
rules among the components of L and those of ¢ to calculate the matrix
elements of L,, Ly, L. Does the representation of L depend on the radial
function f(r)?

b) Still restricting to states with [ = 1, find the representation of L,, L,, L,
in the basis consisting of the eigenvectors of L, (spherical basis):

fr),

. SR i,., xtiy
m==21)=e'*|p — e'%*
| m=41) = el |p) =

Im=0)= |py) 5 2 f(r)

where e'®* are arbitrary phase factors.

Let |I, m) be a simultaneous eigenvector of L2 belonging to the eigenvalue
I(I+1)h? and of L, belonging to the eigenvalue m# and let Ly = L,+iL, .

¢) It is known that Ly |l, m) o« |l, m £ 1): calculate the absolute value of
the proportionality coefficient in such a way that, if |I, m) is normalized,
also the vectors |l, m 4+ 1) are normalized. Choose the phases of the
vectors |l,m) so that, in this basis, L, is represented by a matrix whose
elements are real and positive. Given this choice of the phases, find the
representation of L., L,, L, on the states with [ = 1.

d) Does a 3 x 3 matrix exist that both commutes with all the matrices found
in either a) or in b), and that is not a multiple of the identity? Does a
3 x 3 matrix exist that commutes with only two of them?

8.3 Let L be the angular momentum of a particle. In the Schrédinger repre-

sentation, with wavefunctions expressed in terms of polar coordinates r, 6, ¢,
one has L, — —ihd/0¢. Let U(a) =e 1ob:/n

a) Calculate the action of U(«a) on the wavefunctions in the Schrodinger rep-
resentation, expressed both in polar and in Cartesian coordinates.

b) Find the representation of U(«) on the states with [ = 1 in the Cartesian
basis |P;) (see Problem 8.2): ) by exploiting the result of the previous
question; 44) calculating L2, L2, --- and resumming the series U(a) =
> (—ia/R)" L7 /n!; i) starting from the matrix that represents U(«)
in the spherical basis |Px ) where L, is diagonal and making use of the
matrix that allows one to transform the Cartesian basis into the spherical
basis.
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c) Take advantage of the result of question a) and calculate U(a)q; U~ (),
1 =1, 2, 3, (it may be convenient to consider the operators ¢; +1igs).

We want to generalize the result found in c) to the case of a (total, intrin-
sic, ...) angular momentum, for which not necessarily the Schrodinger rep-
resentation exists, and to arbitrary vector operators. Let J be defined by
the commutation rules [J;, J;] =1ihe€;;, Ji and let V be a vector operator:
[Jl 5 V}] = iheijk Vk .

d) Let |m, ---) be an eigenvector of J; belonging to the eigenvalue m7.
Demonstrate that (V4 +1V3)|m, ---) (if nonvanishing) is an eigenvector
of J3 belonging to the eigenvalue (m 4+ 1)h.

e) Let U(a) = e~/ use the result of the previous question and the
completeness of the eigenvectors of J; to show that the transformation
law for vector operators under rotations: V! = U(a)V; U (a), is the
same as that found in c¢) for ¢.

8.4 Let L, = > L;n; be whatever component of the angular momentum
(7 is a real unit vector).

a) Demonstrate, either by using the matrices found in Problem 8.2 or by a
more general argument, that on the states with angular momentum [ =1
the identity:

L} —L,=L,(L,+1)(L,—-1)=0
holds.

b) Let |A) be an eigenstate of L,. Show, making use of the commutation
rules of the angular momentum, that the mean values in |A) of the
components of L along the directions orthogonal to n are vanishing.

Let |A) SR, Ya(z,y,z) = (1 + oy +asgz) f(r), with (A A) =1.

c) Calculate the mean values of L,, L,, L. in the state |A) in the case
a1, (i, aig are real numbers.

d) Calculate the mean values of L, L,, L. in the state |A) in the case
a1, am, ag are complex numbers. Show that it is possible to write L; =
iheijkaja,’: =ih [O_Z/\C_v‘*]z

e) Show that, if all the mean values of L,, L,, L, in the state |A) are
vanishing, then | A) is an eigenvector of a suitable component L,, of the
angular momentum.

8.5 Let | A) be a normalized eigenvector of a component L, = > L; n; of
the angular momentum, belonging to an eigenvalue A #0: L, |A) =\ A).
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a) Show that (A | L|A)=An (take advantage of the fact — see Problem
8.4 — that the mean values of the components of L orthogonal to n are
vanishing).

Let now |A) be a normalized eigenvector of L2 belonging to the eigenvalue
I(1+1) B2

b) Show that,if (A|L|A)=+hln (A% =1),then |A) is an eigenvector
of L,.

¢) Calculate (A | L | A) for the state of a particle whose normalized wave-
function is Ya(z,y,2) = (x cosy+iy siny) f(r) and say whether for any
value of v it is an eigenvector of a suitable component L, of L.

d) Demonstrate that the states with angular momentum [ = 1: | A) LN

Va(z,y,2z) = (1 + asy + agz) f(r) that are eigenstates of some com-
ponent L, of L belonging to a nonvanishing eigenvalue (+#), are all
and only those for which o2 + a3 + a3 = 0 (a; € C); show that
n; = ifijk Qi Oéz .

8.6 The spherical harmonics Y], (0, ¢), if expressed in terms of the Carte-

sian coordinates, may be written as 7~!x (homogeneous polynomial of degree
lin z,y, z). The orthonormality of spherical harmonics is expressed by:

/Y/7m/ (97 ¢>* Yl,m(ﬁ, (]5) dQ = 5”/ (Smm/ s dQ =sin6dé d(b
a) Is it true that all the states represented by the wavefunctions:

1
Y(z,y, 2) = — x (homogeneous polynomial of degree 2) x f(r)
r

are eigenstates of the angular momentum with [ =27
Are all the states, represented by the wavefunctions:

1
U(x,y,z) = — x (homogeneous polynomial of degree 1) x f(r),
r

eigenstates of L2 belonging to [ =17

b) Only two among the following functions are (nonnormalized) spherical
harmonics. Which ones?

cos?0e??, sin?0e¥?, sinfcosfe®?, sinfcoshe'®.

¢) Write the most general homogeneous polynomial of degree 2 that, multi-
plied by a radial function, gives rise to states with L, = 0. Exploit the
orthogonality of spherical harmonics with different values of [ to find the
one belonging to | = 2.

d) Make use of the space inversion with respect to the plane y = 0 to show
that, up to a phase factor, Y; _,,,(0, ¢) = Y, (0, —¢) and write, both in
polar and in Cartesian coordinates, all the normalized spherical harmonics
le:Q,m(a ¢) .
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8.7 Consider the vector space H(™ spanned by the wavefunctions:
1

Y(x,y,z) = — x (homogeneous polynomial of degree n in z,y,2) x f(r)
/r-'ﬂ

with assigned f(r).

a) Show that H(™ is invariant under the rotation operators emialn

therefore, under L. Show that H™ > H(M=2) 5 Hh-4 ...

and,

b) Find the maximum eigenvalues mpyax of L, and lpax of L2 on the states
belonging to H™. Find I;,. Which are the eigenvalues of L? restricted
to the space H(™ ?

¢) Write, both in Cartesian and polar coordinates, the (nonnormalized)
spherical harmonics Y; and Y]

max‘max max 1lmax —1-

d) How many linearly independent homogeneous polynomials of degree n
give rise to states with m = lax — 27 How many ‘have’ m = [ — 37
How many have m =l — 47

8.8 Consider for a particle in three dimensions the operators in the Schrod-
inger representation:

2 2

. . 2 2 2 2 2
gi' xayazaxay7z7$yam_y7x+y

and let |m) be the eigenvectors of L, .
a) For each of the above operators say which conditions must be fulfilled by

Am = m” —m’ so that the matrix elements (m” | & | m’) may be
nonvanishing (selection rules on m).

Let |1) be the eigenvectors of L2.

b) Use the result of Problem 8.7 and show that:
Gl =all+1)+BlL=1) +]1=3)+ -
with ., 3, 7, -+ not necessarily all different from 0.
¢) Take advantage of the preceding result and of the identity:
(g | 1)y =("q|1")"
and find the selection rule on I: Al =1" —1" = +1.

d) Determine, in a way analogous to the preceding one, the selection rules on
l for all the operators &; .

e) Show that the same selection rules on m and on [ are obtained if z, y, z
are replaced by pu, py, p»: to this end one may exploit the fact that the
transformation ¢; — Ap;, p; — —A"'¢; is a canonical transformation
(see Problem 5.7); if, instead, the direct calculation is carried out, it may

be convenient to write |m ) SR, flp,z)ei™? where p= /22 +y2.
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8.9 Consider the states described by the following wavefunctions:
Ui(r,y2) = (2 +a) f(r), a(w,y,2) = (@ +9%) f(r),
Us(w,y,2) = (2® —y*) f(r), alz,y,2) = (@ +y> = 30°) f(r).

a) For each of the above wavefunctions, say which are the possible results of a

measurement of L, and, for each possible result, write the (not necessarily
normalized) wavefunction after the measurement.

b) For each of the above wavefunctions, say which are the possible results of a
measurement of L2 and, for each possible result, write the (not necessarily
normalized) wavefunction after the measurement.

c¢) Calculate the probabilities of the possible results of a measurement of L2
in the case of the state represented by the wavefunction s (z,y, 2) .

8.10 A particle is in a state that is a simultaneous eigenstate of L? with
eigenvalue [, and of L, with eigenvalue m .

a) Calculate the mean value of L2 .

b) Verify the preceding result by calculating the probabilities for each eigen-
value of L, in the particular case [ =1, m=1.

8.11 Consider the state |D12) = |D21) SR xy f(r).

a) Say whether it is an eigenstate of L, L,, and/or of L, .

b) Are the states |D12), |D23), | P31 ) eigenstates of L2 7 Are they linearly
independent? In the affirmative case, are they orthogonal?

Consider the three states:

o) S (@ = 52) f(r),

1D2s) 2R (42— 1r2) £(r),

|Dag) 2o (2% — 1r2) f(r).

¢) Say whether they are eigenstates of L2 and whether they are linearly
independent.

d) Denote by U(a) = e 1@L=/" the operator implementing the rotation of
the angle o around the z axis (see Problem 8.3). Find U(«)|D;;), i, j =
1, 2, 3 and show (or verify) that the six states |p; ;) = |p;,) transform
as the components of a rank 2 tensor:

cosa sina 0
Ule)|pij) = MRik(a) Rji(a) |Pgy), R(a)=|—sina cosa 0
0 0 1



Solutions

8.1

a) As V f(r) oc 7 (think e.g. of the central force fields), and A = 0, one
has that L;|s)=0 Vi = L?|s)=0 = L?|s)=0.

b) As L;|s)=0 and [L;, ¢;] =0, one has:
LilPi)=Lig|s)=qLils)=0.
¢) Zz [Li, [Li, g5]] = —ihzik €ijk [Li s qk]
= -1’ Zikl €ijk €irl @ = 2h% q;
thanks to the identity ) ., €jxi ki = +20;; .
Do [Lii[Ligil] [s) =) (LiLiqj —2Liq; Li+q; Li Li) | s)
=L%q|s) = L%q|s)=20"q|s).
So all the states with wavefunction a; f(r) are eigenstates of L2 with the

same eigenvalue h? [ (I4+1) with I =1. As a consequence, also their linear
combinations are such.

d) As above, from [L., ¢ +igs] = £h(q1 £igp) it follows that L.[P+) =
+h|P+) and from [L., g3] =0 it follows L, |Pg)=0.

Therefore L, has 0, £h as eigenvalues; they are nondegenerate because,
for a given f(r), the dimension of the space generated by the vectors
|P;) is 3. As for L, and L,, the same conclusion applies: both have the
eigenvalues 0 and +h but, obviously, the eigenvectors are different.

e) The states with wavefunctions 1, 9, 13 are orthogonal:

/w(z,y,z) Ya(z,y,2)dV = / )P eydV =0

as the integrand is odd in z (or in y). Equivalently:



174

8.2

a)

8 Angular Momentum

/1/11‘(:1:, Y, 2) Yo (x,y, 2)dV = / |£(r)|> r%sin® 6 sin ¢ cos ¢ r2drdQ = 0

due to the integration on ¢. Likewise for the other pairs. Furthermore:

Jlrmpaav = [P av = [1rmp2av = [ire)eeav

so the normalization coefficient is the same for the three states, that are
normalized to 1if [ |f(r)[*r*dV = 3. Since:

/ s (0, ) AV = / PR (@2 + 42 dV =2 / o (2, g, 2)[2 AV

the following states are equally normalized:
SRz E1iy

P4 —

) S 22

and their wavefunctions are proportional to the spherical harmonics

Yi=1,m (0, ¢) with m = =1, 0.

SR

fr), [Po) — 2 f(r)

In the space of the states with [ = 1, the equally normalized eigenfunctions

of L, are z f(r), yjilzf(r) and those of L, are y f(r), Zi%f(r)

From the commutation rules [L;, ¢;] = ihe€;pqr and with the same
notation as in Problem 8.1, one has:

Lp|P1)=0, Ly|P2)=Lsq|S)=[Ls,q]|s)=ihg|s)=1h]|P3)

so the only nonvanishing matrix elements of L, are (P3| L, | P2) =1h
and (P2 | Ly | P3) = —ih, and they do not depend on f(r). Likewise for
L, and L. So in the Cartesian basis (cb):

L (00 0 . 0 0 i . [0 -0
LS h|l0 0 —i|; L,2h[0 0 0f; L.ZAa[i 0 0
0 i 0 -1 0 0 0 0 0

It is worth noting (and it is not a mere mnemonic artifice!) that in this
representation the matrices L; are connected with the Levi-Civita tensor
in the following way:

[Lz}jkifiﬁeljk, [Ly]jkifiFLEij, [Lz}ljkifiFLEgjk.

Let us calculate the representation of L,: the only nonvanishing matrix
elements are those between |m =0) and |m = %1, indeed:

G Eigy el

75|18 =F 5 Learls)

. h .. h
=$e1“i\ﬁq3\$> ::Femiﬁhn:o)

L,|m=+1) —elotp,
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and (m =0] L, | m = 0) = 0. The representation of L, is known (L,

is diagonal), and that of L, can be found through the commutator of L,

with L,. So in the spherical basis (sb) |m =41), |[m=0), [m=—1):
W B 0 —e'ot 0

L, > — | —e'** 0 e' 1,

V2 0 eiee

o 0 qeios 0 (100
L, 3 — [—ieio+ 0 —jelo- || L.3nl0 0 0
V2 0 et 00 -1

One has L_Ly = L2+ L2 +i[L,, L,] = L? — L? — h L., therefore

(L m|L_Ly [l,m)y=hr*({1(1+1)—m(m+1))

and likewise:

(Lm|LiL_ |1, m)=h*(1I(1+1)—m(m—1))

S0, as L = L, up to phase factors:
Lill,m)=h/I(I+1)—m(m+1)|l,m+1) W
Lo|l,m)=nh/I(I+1)—m(m—1)|l,m—1).

As L, = 3(L4 + L_), if the phase factors are put equal to 1 as in (1), the
matrix elements of Ly: (L,m=+1| L, |l,m)=3(l,m+1]|Ly |l,m) are

real and positive, and those of L, = —%(LJr — L_) are imaginary. On the
states with [ = 1, with the above choice of the phases:
. h 01 0 o h 0 —i O N 1 0 0
L2 — |1 0 1),0,2—=[i 0 —i|,L.2A[l0 0 0
V2 01 0 V2 0 i O 0 0 -1

that coincides with the result found in b) if e!®* = F1 is chosen.

Regardless of the representation, it does not exist: if M commutes with
(the matrix that represents) L., the latter being nondegenerate, its eigen-
vectors |m = 0, £1) necessarily are eigenvectors of M; but M commutes
also with L., so the states |m = —1), |m =0) x Ly |m = —1) and
|m=1) o Ly |m =0) correspond to the same eigenvalue of M that, as
a consequence, is a multiple of the identity.

Thanks to Schur’s lemma, this means that the representation 3 x 3 of
L,, Ly, L, is an irreducible representation. The same holds for the (21+1)-
dimensional representations on the states of angular momentum [.

If M commutes with L, and L,, then it commutes also with [L, , L,]
and, as a consequence, with L.

U@)14) 5 w000, 0,0)= 3 C (Y000
=Ya(r, 0, d —a).
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In Cartesian coordinates:

U(a) =

U
{xzrsin@ cos ¢ () 7 sinf cos(¢p — o) =x cosa+y sina
y=rsinfsing — rsinfsin(¢p —a) =y cosa — z sina

U(a)(x,y,2) = ¢(z cosa+y sina, y cosa — z sina, z)
therefore U(a) is the operator that rotates the state of the system coun-

terclockwise by the angle o around the z axis.

i) In the Cartesian basis |P;) SR, x; f(r) and, thanks to the above

result, one has:
SR

Ul)|P1) — (xcosa+ysina)f(r) = cosa|ry)+sina|ry)
Ula)|P2) R, (y cosa — z sina) f(r) = cosa|Py) —sina|Py)
SR
Ule)rs) — zf(r) = |Ps)
so that on the states with [ =1:
cosae —sina 0
U(a) L | sina cosa 0
0 0 1

it) From the expression of L, in the basis |P;), found in Problem 8.2,
one has:

100 3 0 —i 0 4 100
Lz 25 Lz C LZ C
(h>_‘%010,<h>3100,<h>_‘%010
0 0 0 0 0 O 0 0 0
so in the series expansion of U(«) the terms of even order contribute to

the diagonal part (cosa, cosa, 1), those of odd order to the sine.
iit) The matrix that transforms the Cartesian into the spherical basis

is (its columns are the vectors of the ‘arrival’ basis: M |P1) = |P4),
M|Py)=|Po), M|pPs)=1|P_))
1 0 1 1 1 —-i 0
M=—1[|i 0 -i], M7t=Mi=—10 0 V2
V2o va o V21 0 o
el 0 0
and U(a) in the spherical basis is Uy = 0 1 0 |J;soin the
Cartesian basis: 0 0 el@
_ . IoaN\ -1
[U(Oé)]ij—zmm/ﬁ|m>Ummr<m |]>_[MUM ]”

Let [A) 2B wu(r, 6, ¢) and let us put (¢1 +ig2) | A) 2% da(r, 6, 6).
One has:

Va(r, 0, ¢) = (x+1iy)Ya(r, 6, ¢) = rsinfe'®Pa(r, 6, ¢).

Ule) (g +ig2) | A) 2 U(a)da(r, 6, 6) = Galr, 6, ¢ — a)

=rsinfe! @Yy (r, 0, ¢ —a) =e ' (x+iy) U(a) Ya(r, 0, ¢)
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that is the Schrodinger representation of e~ (g1 +iga) U(a) | A). Since
| A) is arbitrary:
U(a) (g1 +ig2) UM a) =" (1 +1ig2)
U(a) (g1 —ig2) U™ (a) =™ (1 —ig2)
(the second obtains by taking the Hermitian conjugate of the first). So:
U(a) 1 U Y (a) = q1 cosa + g sina
U(a)gaU " (a) = g2 cosa — q; sina
U() gs U™ er) = g3
From the commutation rules [J;, V;] =il ¢, Vi one has:
s, Vi +iVa] = h(Vi +iVh) =
Js(Vi+iVa)m, ) =WVi+iVa)Js|m, ---) +h (Vi +iVa) |m, ---)
=(m+1)h(Vi+iVa)|m, ).
e M (V4 iVh) [m, ) = e MDA (V) 1 iV,) [m, )
=e (Vi +iVh)e /M m )
and, the set of the eigenvectors |m, ---) of J3 being complete, one has:
Ula) (Vi + iVo) U Ha) = e '™ (V; + iVh).

Any component of the angular momentum, restricted to states of total
angular momentum 1, has the eigenvalues +1, 0: the displayed identity
is the Hamilton—Cayley identity that can be immediately verified in the
basis in which L,, is diagonal:

L (Ln+1) (L — 1) |1, = £1,0) = 0.

We may consider — with no loss of generality — the case where the state is
an eigenvector of L,: indeed, the components of the angular momentum
transforming under rotations as a vector, it is possible (by means of a
rotation U in the plane containing both 7 and the z axis) to transform
L, into L,: UL,U~! = L, and, correspondingly, |A’) = U|A) is an
eigenvector of L,. From the commutation rules:

0=(A"|[Ls, Le] | A") = 1R (A" [ Ly | A")

likewise for L, and, therefore, for all the linear combinations of L, and
L, . Otherwise, without making use of rotations, if 1 is a unit vector
orthogonal to n and p = m A n, the statement follows directly from
[Lyn, L)) =il Ly,.

One can make the calculation either directly (the matrices representing
L,, Ly, L, in the Cartesian basis have been calculated in Problem 8.2)
or as a particular case of the answer to the following question. If instead
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one observes that ai, as, ag, being real, are the components of a vector
@, putting @ = | d|n, one has | A) LENy S @ f(r) that is the eigenstate
of L, corresponding to the eigenvalue 0 and in addition, thanks to the
result of b), also the orthogonal components of L have vanishing mean
value.

By direct calculation (see Problem 8.2):

B 00 0Y [
Ly=h(a} o o) 0 0 —i as | =2hm(asas)

0 1 0 Qa3
and likewise L, =2hSm(aja1), L, =2h3Im(afas).
One has i[@Aa*], =i(aza; —asas) = 2¥m(asas) and similarly for
the others components.

Let us put a3 = |a1]ei?t, ag = |as|el¥?, a3 =|asz|e!¥s. From the
above result:
lag as| sin(pa — ¢1) = |1 ag| sin(p; — p3) = |ag as| sin(ps — ) =0.
If two coeflicients — for example o and g — vanish, the statement is true
(| A) is an eigenstate of L.); if one coefficient vanishes — for example a;
— then @3 = o and, up to the common phase factor, ai, as, a3 are real
and, thanks to c), the thesis follows; if all the coefficients are nonvanishing,
one has @1 = ps = 3 and the same conclusion applies. In any event, up
to a phase factor, @ is a real vector and n o d.

Otherwise: if a@ A @* = 0, it follows that @ and &* are parallel,
therefore proportional to each other: & = e'¥ a@*, so, up to the common
phase factor ¢i¥/2 aj, as, ag are real.

The operator L—L,n only has components orthogonal to n, whence:
(A|L—L,n|A)=0 = (A|L|A)=(A|L,|A)A=\n.

If (A|L|A)=+hln,then (A| L, | A) = £hl. The mean value of
any component L, in the states of angular momentum [ always is be-
tween the maximum eigenvalue %l and the minimum eigenvalue —% ! and
takes the maximum (minimum) value only if the state is the corresponding
eigenstate of L, :

A) =D am, L) =
L, = hzm |, |2y < homimax Zm |\, |> =Rl

and similarly L, > —hl; L, = £kl if and only if |ay,,| = Oy L -
From d) of Problem 8.4 one has that L,= fy =0and L, = h sin 2~ . For

v==n/4, L.=+h and the state is, as a consequence, the eigenstate of
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L, belonging to the eigenvalue 47 ; for v = 0 the state is the eigenstate
of L, to the eigenvalue 0; for v = 7/2 it is an eigenstate of L,. For

no other value of v it is an eigenstate of some component of L: indeed
sin 2y # 1, 0.

d) If L,|A) = +h|A), onehas (A | L | A) = +hn = ih@A&* (see
Problem 8.4), therefore (sum over repeated indices is understood):

* * * *
1= NNy = —€ijk Oy O, €4, O Oy = *(leékm - 6jm5kl) QO O Oy

— —(@-§)(@*-a")+ (@ a7 =

—

@) (@*-a*)+1 = a-a=o0.

—(@ :
Vice versa, if a-a& =0 then (i@ Aa*)-(id Aa*) =1 so, putting

n=1iadAda*, one has L, =h.
8.6

a) No: the independent homogeneous polynomials of degree 2 are 6: x; z;
(i, 7 = 1, 2, 3), whereas the spherical harmonics with [ = 2 are 5; indeed
r=2(2% + y* + 22) f(r) = f(r) is the wavefunction of a state with [ = 0.
Instead the polynomials ax + Sy + vz give rise to states with [ =1 (see
Problem 8.1).

b) One has z =rcosf, (x+iy)=rsinfe'? whence:

. 1 iy)?
cos2 0 e2id — —<22~ (z+iy) )
-2 212

1
# — X (homogeneous polynomial of degree 2) .
r

Likewise sinfcosfe?? =r—2 (Z (z+1iy)?//22 + y? ) Instead:
. 2 .
sin29e21¢:w; sin@cosﬁe“ﬁzz(z—j;ly)-
r r
The degree of the polynomial says that in both cases | = 2, while the

dependence on ¢ says that the first is proportional to Y2 2(0, ¢) and the
second to Y 1(0, ¢).

¢) The polynomial one is after must be invariant under rotations around the
z axis, so it has the form a (2% + y?) + b22. The one that gives rise to
Y5,0(0, ¢) must be orthogonal to Yy (6, ¢), which is a constant, so:

2.2y 4 p a2 +1
O:/a(a: +32)+ : dQ:Qﬂ/ (a sin? @ + bcos? §) d cos 0
—1

= 27T<2a+§(b—a)> = b=-2a

22 4y — 222

_ 2
5 =1-—3cos” 0.

= Y2,0(97 (b) X

r



180

d)

8.7
a)

8 Angular Momentum

If I, stands for the space inversion with respect to the plane y = 0
r—x, y——y, z—zonehas I, L. I, = —L., IyI_J’QIy_1 =L? =
I,|l, m) = |l, —m) therefore,as y — —y = ¢ — —¢, Y _,(0, ¢) =
Yi.m(0, —¢), up to a phase factor that is usually chosen equal to +1: we
shall put it equal to 1.

Due to b) and ¢) and to the above result (the calculation of the nor-
malization factors requires the calculation of elementary integrals):

15 . ; 15 x:l:l
Yo 40(0, ¢) = \/32—7rmn29ei2¢ = 5 y

327
15 . i (x i
Yo1+1(0, ¢) = \/gSlH@COSQeiCb = 1/§T—2y>
5 2 5 72322
Yao(0, ¢) = m(lf?)cos 0) = Tt

Since rotations induce homogeneous linear transformations on the coordi-
nates: a = R;;x; (see Problem 8.3), the degree of the polynomials does
not change. Therefore H(™ is also invariant under the L;, that are the
generators of the rotation group: for example, L, = —i h(x 0/0y—vy 0/835)
does not change the degree of polynomials.

1
H™ 5 — x (22 + 4% + 2%) x (homog. polynomials of degree n — 2)x f(r)
rrtn

1
= X (homog. polynomials of degree n — 2)x f(r) = H""2) .

Among the polynomials of degree n there is (z +iy)"™ o e'"?, therefore
there is m = n which obviously is the maximum value of m. It follows
that lnax > n, but since the polynomials have degree n (not higher), it
follows that (see the text of Problem 8.6) lpax = n.

If n is even, [y, = 0 since there is the polynomial (22 + y? + 22)”/2;
if instead n is odd, lnin = 1 because there are the polynomials
(z+ By +7y2)x (2 +y? + 22) =172,

As HM™ o HM=2 5 104 ... L2 may only take the values
I(1+1)h* with I=n, n—2, n—4 --- down to either /=0 or 1.

Thanks to the above result:
1 .
Ynnoc —(z+iy)" = (sinf)"ein?.

Thanks to the fact that the only polynomial of degree n that contains
(r+iy)" 1 is 2z (x+iy)""!, one has:

1
Yino1x —z(z+iy)" "t = (sin@)" coshe! MV
Tn

There are two polynomials with m = n — 2: (z +iy)" 2(2? + ?) and
(z4iy)" 222 In H"™ the wavefunctions with m = n — 2 are linear
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combinations only of wavefunctions withl =nandl =n—-2 (n >1>m):
indeed the sum of the two is (x + iy)" 2 x 2, that is proportional to
Y, —2n—2, therefore the linear combination orthogonal (with respect to
the integration over the angles) to the previous one is Y, ,_o.

Since L? has the eigenvalues [ =n, n—2, --- butnot [ =n—1,
n — 3, --- , there are always two polynomials with m = n — 3:
(x +iy)"3(2? + y?)z and (z + iy)" 323, the sum of which again is
r? Y52, n—3, so that the orthogonal linear combination provides Y;, 3.

For m = n — 4 things change: indeed, the polynomials of degree n
with m = n — 4 are three since they must give rise to Y}, p—4, Y52 p—4,
Y, —4n—a; for example:

po=(z+iy)" " Ha*+y?)?, pr=(a+1iy)" @+ y?)2?, pp=(a+iy)" TN
The two linear combinations:

po+p1 = (z+iy)" @+ y?)xr?, pr+p=(z+iy)" 27 xr?

are, up to the factor r? that is irrelevant for angular momentum, homo-
geneous polynomials of degree n — 2: from these it is possible to extract
Yo —am—a X po+2p1 +p2 =(x + iy)"* and Y,,_a,_4. The linear com-
bination orthogonal to the two previous ones provides Y, ,,—a4.

It is sufficient to recall that, in the Schrodinger representation, the eigen-
functions of L, are proportional to e!™? (¢ is the azimuth angle): for
& = x one has:

roccospoxe e = g [I'm) R, f(r, 0) (e FD oy o1 (M =19y

so either m” =m/ +1 or m” =m’ — 1 must be fulfilled, i.e. Am = £1.
Likewise for y: Am = 41 ; whereas for z: Am =0.

?ox 2?4912 o Am=420; 3® - Am=+2,0;
22— Am=0; zyoxsin2¢ — Am=+2;
-y - Am=42; 243> - Am=0.

From Problem 8.7, denoting by P (x,y, z) a generic polynomial of degree
l in z,y, z, one has:

POy o PO (y2)
l

fr)= TXQ(T) , g(r)y=rf(r)
so qi|lm) e HEHD 5 HI=D 5 pi=3) ..

whence the thesis follows. For y and z one may proceed in the same way.

all) 2 ex

From the above result, it follows that a necessary condition in order that
(") q|l)#0,iseither I" =1I"4+1,0or I"=U=1,00 I"=1"-3, -,
namely I —1'"=1, —1, —3,---; but in the same way one obtains that, in
order that (' | ¢; |1”) # 0, it is necessary that I’ —1" =1, -1, =3, .-+,
therefore Al =1" —1' = £1.
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The procedure is the same for all the expressions that are quadratic in
x, y, z: for example, if & = 22, one has, as above,

Gy =alll +2)+B|U)+y [ =2)+ 6| —4) + -

(obviously, the vector |1’) on the right hand side is different from the vec-
tor [I') on the left hand side) whence I — 1" =2, 0, =2, —4, ---, but
also I’ = 1" =2, 0, =2, —4, --- and, in conclusion, Al = +2, 0.
Of course, the above conditions are not sufficient to guarantee that
(I" | & | ') # 0: for example, for the operator ¢ = 22 + y? + 22 the
selection rule is Al = 0; the same reasoning applies for expressions of de-
gree higher than 2: while, for example, for the operator z%y the selection
rule is Al = 43, +1, for the operator = (2% + 32 + 2?) it is Al = +1.

Selection rules on m: let (A is arbitrary)

UquU™' = Api, UpU ' =—A"g;.

As UL;,U ' =1L;, onehas U|m)= |m)’ and, as a consequence,

Ap$|m>=U71q1U|m>=U71q1|m>'=U71(a|m—|—1>+ﬁ\m—l>)
=alm+1) +3|m-1)".

By direct calculation one obtains:

SR ., 0O imey _ i (TOf 00N img
Pz M) lhax(f(p’ z)e!™m?) = lh(p 8p+1m8x )e
—n (B0 Y feime i(m-1)¢ i(m+1) ¢
= lh(p 90 1mp2 f)e =g(p, z)e + h(p, z)e
= Am=41

and the same for p,, while for p, one has Am = 0 so that, for example,
pype|m) =py(a|m+1)+8|m—1))
=ad/[m+2)+y|m)+p6"|m-2).
Selection rules on I: since U |l) = |l), exactly as above, one can show
that p;|1) =a|l+ 1)+ G|l —1); or by direct calculation:
o @)
pe|l) SR, _iha_x(Ll’y’z) % f(r))
(1-1)
: (7’ (@,9,2) f("))

r

=—ih

i1

(g, y, 2 r
—Hh(P Tl(ﬂ’y’ ) fi) - /')

8.9

a)

The state with wavefunction ; is an eigenstate of L, belonging to the
eigenvalue 0 and is left unchanged by the measurement. The same is true
for 15 and 4, since 22 + y? is independent of ¢.

1 . .
w3o<cos2<b—sin2¢:5(621¢+e—2l¢> — L, =+2.
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Since 3 o< (x +iy)2f(r) + (x —iy)?f(r), if a measurement of L, gives
2, then 13 = (x +iy)?2f(r); if instead L, = —2, b3 = (x —iy)2f(r).

b) 1 —=1=0,1; =0 = Yy =af(r); =1 = t»=2zf(r).

o gives rise to both [ =0 and | =2 (2% +y? is a homogeneous polyno-
mial of degree 2, but it is not orthogonal to Yj ( for it has a nonvanishing
angular mean); after the measurement, if [ = 0, o = r2f(r); if | = 2,
as 1o is independent of ¢, o =12Y20(0, ¢) f(r).

Both 3 and 4 are eigenstates of L2 with [ = 2: indeed they are
homogeneous polynomials of degree 2 with vanishing angular mean.

¢) One must write 1y as (aY20(0, ¢)+BYo,0(0, ¢)) r*f(r) and the required
probabilities are |a|?/(|a]? 4+ |3]?) and |B]?/(|a]? + |8])?). By using the
expressions of the normalized spherical harmonics, found in Problem 8.6,
and given that Yy o = 1/+/47 , one has:

Lo oy 2, o o, 1 \/E _ 2

T2($ +y*) =sin“0 =1 — cos H—M(a 4(1 3 cos 9)+ﬁ)
= ax+4/5, fx2

and therefore P(1=2)=1/6, P(l=0)=5/6-

8.10

a) Onehas L2+ L2=L2-L12= (I(I1+1)—m?)h?, furthermore L2 = L2
because the eigenstates of L. are invariant under rotations around the

z axis and, by means of a rotation of n/2, L, — L,, whence L2 =

S+ 1) —m?) R

b) It is necessary to express the state |l = 1, m = 1), that in the Schrédinger
representation is proportional to (z+iy)/ V/2, as a linear combination of the
eigenstates of L,, that in the Schrodinger representation are proportional
(with the same proportionality factor) to x, (y+iz)/V/2:

T+iy 1 iy+iz 1y—iz
V2o V2T 2 V2 2 2
so the probabilities of finding the eigenvalues 0, 1, —1 respectively are

ULl g 12 = 122

8.11

a) It is not an eigenstate of any of the three operators (see Problem 8.1):
L ey f(r) = 2L, y) F(r) =ihaz f(r), Ly (wy f(r) = —ihy = f(r)
L. (29 () = Lo, 2y) f(r) = —ih (2 — ) F(r).

b) The wavefunctions of all the states are proportional to homogeneous poly-

nomials of degree 2 with vanishing angular mean, then they have [ = 2.
They are mutually orthogonal, therefore independent: for example
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(P12 | D23) = /xzy2 |f(r)]?dV =0

because the integrand is odd in « (or in z).

They are all states with I = 2 (homogeneous polynomials of degree 2 with
vanishing angular mean). They are not independent:

|D11)+ [D22)+ |P33) =0.
From Problem 8.3:
U(a)(x,y,2) = (z cosa+y sina, y cosa — z sina, z)
so that, for example,
Ul)zy f(r) = (x cosa+y sina) (y cosa — z sina) f(r)
= (— (2% — ¢?) sina cosa + zy (cos® a — sin® @) f(r)
but z? —y? = (22 — 3r?) — (y> — 3r%), so:

2

U(a)|p1p) = —sina cosa(|D11) — |D2a)) + (cos?a —sin® a) [ D1 o)

= R11 Ro1|D11) + Ri1 Ro2 | P12) + Ri2 Ra1 | D21 ) + Ri2 Raa | D2 2).

In general:
x cosa sina 0 x
y | = | —sina cosa 0 y < 1. =Ry
2 0 0 1 z

and xja = 0, R Rji x5 in addition, from R 'R = 1 (‘R is the

transpose of R) it follows that &;; = >, Rir Rj; x5 so, if one consid-

ers the matrix x;x; — $726;; (symmetrical traceless tensor) one has
SR

|Di,j > — (.TZ SL'j — %7"2 (513) f(?") and:

1
Ula) |piy) =5 (ahah = 307 8) £(r)

=, Rir(@) Riu() (w1 — %7“2 Ort) f(r)

namely:
Ula)|piy) = Zkl Rip(o) Rji(c) | iy ) -

It should be clear that the result holds for whatever rotation: only the
form of the orthogonal matrix R;; changes.
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Changes of Frame

Wigner’s theorem; active and passive point of view; reference frame:
translated, rotated; in uniform motion; in free fall, rotating.

Note. Let K; and K5 be two frames, i.e. two laboratories, endowed — by
hypothesis — with the same observables, therefore all the states that can be
realized in one frame can be realized also in the other. The transformation from
K, to K, is implemented by a unitary operator V' that associates to any state
| A) prepared in K; the state | A" ) — viewed from K, — prepared in K5 in the
same way as | A) was prepared in Ki: | A™) =V | A). With reference to K,
and Ko, | A) and | A™ ) are named subjectively identical states. Similarly, two
observables associated to identical apparatuses, one placed in K, the other
in K, are said subjectively identical observables.

9.1 It is known (Wigner’s theorem) that if a correspondence between states
is such that the probability transitions are preserved, then the correspondence
can be promoted to a transformation between the vectors representative of the
states, implemented by an either unitary or antiunitary operator, the latter
occurring if the transformation entails the reversal of time, i.e. in formulae:

Sa— Sar, Sp— Sp; [(BIA)P=|(B4A)7 =
(if the transformation does not entail reversal of time)

|A"y=V|A), |B)=V|B); VVv=vVi=Ll.

a) Let Ky and Ks be two frames and assume that in the two frames time
goes on in the same direction. Make use of the concept of subjectively
identical states to show that the transformation from K; to Ky preserves
the transition probabilities (and therefore, thanks to Wigner’s theorem, is
implemented by a unitary operator V', as asserted in the note above).

9.2 Let K; and K5 be two frames and,
with the notation introduced above, V

) )
the unitary operator that implements the \L| W )
transformation from K; to Ky: |A™) = ®

1

V| A). (“Active point of view”: in the same

E. d’Emilio and L.E. Picasso, Problems in Quantum Mechanics. with solutions, UNITEXT, 185
DOI 10.1007/978-88-470-2306-2_9, © Springer-Verlag Italia 2011
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frame to any state and to any observable the transformed state and observable
are associated).

a) Express the ‘transformed observables’ ¢/, p’, [f(q, p)] in terms of ¢, p
(¢, p' are subjectively identical to ¢, p).

b) Let |A) SR, (x) be the wavefunction of some state in K; . Write in

K5 the wavefunction of the subjectively identical state.

¢) Let & be in K (the operator that represents) some observable. Write
the operator 7; that represents the same observable seen from K. Vice
versa, given 7; observable in K7, write the operator & that represents
the same observable seen from K.

d) Ifasystem in a given state S is observed |

|

from both frames and if | A1) is the | A bod A
vector associated in K to the state S, / \
which is the vector | A®)) associated K Je
in Ky to the state S? (“Passive point ! 2
of view”: the same state is observed from two frames).

9.3 Let K; and Ks be two frames and let ¢ =V ¢V, p/ =VpVi,

Assume that the time evolution operator Uy (t) in K is known.

a) Use the transformation law of states from the passive point of view (see
Problem 9.2) and determine, in the general case when V' = V(t), the time
evolution operator Us(t) in Ko.

b) In both cases when V is independent of time and when V = V(¢), find
the Hamiltonian Hs in the laboratory Ko and verify that Hy = H;r .

¢) Assume V is independent of time and that | A, t) is, in K, a solution of
the Schrodinger equation:

.. d
ih A, t) = Hi(g.p) |4, 1),

Under what conditions is also | A™, ¢) a solution (always in K ) of the
Schrédinger equation?

9.4 Let K; and Ky be two frames. Assume K is obtained from K; by
means of a translation of length «.

a) Write the transformation (¢,p) — (¢’,p’) of the canonical variables of a
particle of mass m and the unitary operator that V' implements it.

b) Let |A) SR Ya(z) = e @7°/2e1ke e (the vector that represents)

some state in Kj. Write the wavefunction 1 4u(x) of the transformed
state (active point of view: see Problem 9.2) and the wavefunction ¢/, (z)
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in the frame K5 of the state |A) (i.e. the state |A) seen from Kos:
passive point of view). Let Hi(g,p) the be Hamiltonian in K;: write
the Hamiltonian Hs(g,p) in Ko.

c¢) Let |A,t) solvein K; the Schrédinger equation:
o d

Which condition must H; fulfill in order that also | A", ¢) solves (still
in K ) the Schrodinger equation, for arbitrary a?

For a particle subject to the gravity the Hamiltonian is H = p?/2m + mgq
(particle in free fall).

d) Show that the time evolution of the states (not of the vectors!) is invariant
under translations, as in classical physics.

9.5 Assume the frame Ky is obtained from K7 through a counterclockwise
rotation of angle ¢ around the z axis.

a) Write the transformation law (¢;,p;) — (¢},p;) @ = 1,2,3, and the
unitary operator V' that implements it.

b) Let |A) LN Yalz,y, z) = e @@+ +2°)/261ke represent a state in

K. Write the wavefunction ¢ ge: (2,9, 2) of the transformed state and the
wavefunction 9/, (x,y, z) of the state |A) seen from Ks.

If H(q,p) =pP?/2m+V(7) is the Hamiltonian in K7, write the Hamil-
tonian Hso(q, p') in Ko.

c) Let | A, t) solve, in Ky, the Schrodinger equation:
o d .
1ha | A, ty=Hi(q,p) | A, t).

Under what conditions does | A, ¢ ) solve the Schrodinger equation in
K, for arbitrary ¢ 7

9.6 Assume the frame K5 is in uniform rectilinear motion of velocity v with
respect to the frame K.

a) Write the transformation law (q,p) — (¢/,p’) of the canonical variables of
a particle of mass m (in the Schrédinger picture for time evolution). Let,
in K1, p(t) and g(t) be the mean values of p and ¢ in the state | A4, t).
Find the mean values of p and ¢ in the transformed state | A, t).

b) Find the (or a) unitary operator G(v,t) that implements the transforma-
tion (q,p) — (¢,p') (Galilei transformation) at time t:

¢ =Gt qG (v,t), p=GCt)pGi(v1).
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¢) Let ta(x) be the wavefunction of the state | A) at a given time ¢. Write
the wavefunction 14« (z) of the transformed state | A™).

d) If Hy = p?/2m + V(q) is the Hamiltonian in K, write the Hamiltonian
H2 in KQ.

e) Assume that Hi(q,p) = p?/2m (free particle). If | A, t) is, in Ki, a
solution of the Schrodinger equation:

d
ih—|A t)=H |A,t
1 dt | ) > 1 | ) >7
is | A", t) a solution (always in K ) of the Schrodinger equation?

9.7 Consider a one-dimensional harmonic oscillator of mass m and angular
frequency w, whose centre of oscillation moves with uniform velocity v.

a) Write the Hamiltonian of the system both in the laboratory frame and in
the moving frame where the centre of oscillation is at rest.

b) If, in the moving frame, the oscillator is in the ground state, which is its
wavefunction in the frame of the laboratory?

¢) Assume that the wavefunction in the laboratory (z,0) is known at time
t = 0. Find the wavefunction (z,t) at time t. Explicitly verify that
Y(x,t) satisfies the time dependent Schrodinger equation.

9.8 Let K; be an inertial frame and K5 a frame that is in motion with
respect to K7 according to the time law £(t).

a) Write the transformation law (¢,p) — (¢,p") of the canonical variables
of a particle of mass m (in the Schrodinger picture for time evolution).

b) Let, in Kj, g(t) and p(t) be the mean values of ¢ and p in the state
| A, ¢). Find the mean values of ¢ and p in the transformed state | A™, ¢).
If the Hamiltonian in K, is H; = p?/2m (free particle) and £(t) # 0,
is |A" t) a solution, in K7, of the Schrédinger equation? (It is not
necessary to know the operator V() that implements the transformation
(a:p) = (¢',9)-

¢) Find the (or a) unitary operator V(¢) that implements the transformation
(¢,p) — (¢',p) at time ¢:

¢ =V(t)qVTi(t), P =Vt)pVTit).

d) If H; = p?/2m + V(q) is the Hamiltonian in K, find the Hamiltonian
Hs in K5, up to c—numerical constants.

9.9 The laboratory frame moves according to the time law £(t) = % gt? with
respect to an inertial frame. At time ¢ = 0 a particle of mass m, not subject
to real forces, is (in the laboratory frame) in the state | A, 0) of wavefunction

Ya(z, 0) = (27 az)_l/4 e=a"/4a®,
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b)
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Find the mean values of ¢ and p at time ¢ and the uncertainties Ag(t)
and Ap(t).

Use the results of Problem 7.7 and find ¢4 (z, ).

9.10 The laboratory frame is rotating counterclockwise around the z axis
with constant angular frequency w with respect to an inertial frame. A par-
ticle of mass m (whose canonical variables are g;, p;), is subject to real time-
independent forces described (in the laboratory) by the potential V(q1, g2, ¢3) -

2)

Write the transformation law (g;,p;) — (¢}, p}) of the canonical variables
from the inertial frame to the rotating frame and the operator V(¢) that
implements it:

4=VH)aViE), pi=VEe)pViE).

Write the Hamiltonian of the system both in the inertial and in the rotating
frame.

Verify that the Heisenberg equations in the rotating frame have the same
form as the equations of the classical motion.

If in the rotating frame a particle is in an eigenstate of L, belonging
to the eigenvalue 7 l., show that also in the inertial frame the particle
is in an eigenstate of L, and find the eigenvalue. Explain the seemingly
paradoxical result.
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9.1

a) Since the states represented by |A"™) and |B") are subjectively iden-
tical to (the states represented by) |A) and |B), one has [( B | A)|?> =
|( B® | A™)|2: indeed the right hand side can be viewed as the probability
transition from |A) to | B) measured in Ky and the result of a mea-
surement is an objective fact, independent of the laboratory in which the
measurement is made.

9.2

a) Since | A™) and [f(q, p)]’ are subjectively identical to | A) and f(q, p),
one has (A | f(q,p)| A) = (A" | [f(g, p)]' | A™): indeed the right hand
side can be viewed as the mean value of the observable f(g, p) in the state
| A) in Ky and, as in the previous problem, the result of a measurement
is independent of the laboratory in which the measurement is made. Then:

(Al flap) | A) = (A" [ [f(g, p)) | A") = (A [V [f(g, )]V ][ A) =
[ ) =V fa, p) VI = F(VaVT,VpVT) = f(d" 1),
¢ =d(g,pt)=VaqV', p' =p'(gpt) =VpV'.

b) In K; and in Ky the wavefunctions of subjectively identical states are
obviously the same: in general (A | B) in K1 =(A|B) in K,.

c) As we have seen in a), the transformation law f(¢/,p’) =V f(q, p) V!
provides in K the operator associated with any observable f(q, p) of K,
therefore 7y = V & V=1 namely:

Mg, p) =V (g, p) V' =&VeV L, VpV) = &(d 1)
In order to find in K5 the operator associated with 7; it is sufficient to

observe that K is obtained from K> by means of the inverse transfor-
mation, so:

LH=V"InV.
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d) |AM) is the transformed of the state (different from S) that in K is

9.3

a)

represented by |A®)): |AM) =V | A®)) then:
| Ay = =1 4Dy,

| A) and V1| A) represent the same state
‘seen’ from K7 and from Ks; the above

vl
<
written relationship may also be interpreted me
K

B
%N”IM
by saying that V1| A) is the state that, !
1 2

. . . . ' K
in Kj, is obtained by effecting on |A) :

the active inverse transformation V ~!: so the transformation of the states
is, from the passive point of view, the inverse of that of the active point
of view.

As we know the time evolution operator in the frame K7, it is sufficient to
‘translate’ in the frame K5 the evolution of the states in K: also in clas-
sical physics the equations of motion and the time law of the motion for
example in a noninertial frame, simply are the rewriting of the equations
of motion and of the time law of the motion in an inertial frame in terms
of the coordinates in the noninertial frame.

InK;: |A, t) =U(t)| A, 0);seenfrom Ko: | A, t) — V()| A t) =
| B, t) (passive point of view), therefore:

|B,t) =VI () Ur(t) | A, 0) = VT () U1 (t) V(0) VT (0) | 4, 0)
=V () Ui(t) V(0)] B, 0)
so the time evolution operator in Ky is Ux(t) = V=1(t) U1(t) V(0).

If U(t) is the time evolution operator and H the Hamiltonian, one has:
., dU(t) ., dU(t)

=H H=ih—2UT(t).
ih g” uit) = ih i U'(t)

If V' does not depend on time:
Ha(q, p) =ihUy U =in V= 2U,UV

=V H (¢, p)V=H,(V qV,VipV).
We can rewrite the above relationship in the form:
Hi(q, p) =V Ha(q, p) V™ = Ha(q',p')

that expresses the invariance in value of the Hamiltonian under canonical
transformations independent of time (H2 (q’(q7 p), ' (q, p)) = Hi(q, p))

If V =V(t), one has:
dUs(t)
dt

- ih(VT(t) UL () V(0) + VT(#) Ui (t) V(O)) U, (t)

H2(Q7 D, t) =1ih

Ui (1) = in (S VIO U0 V()T (1)
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=inVI VOV U V) U () +VHE) Hi Ui () V0) U (1)
=V N O H V() +in Vi) V().
In order to verify that Hs = HZT7 it is sufficient to show that:
(Vo ve) =viove =-viove.
Indeed, taking the derivative of V(¢) V(t) = 1 with respect to ¢, one has:
ViV +vie v =0 = Vive) =-viev).

c) 1h%|Atr,t>:ihv%|A,t>:VHl|A,t> =VH, VA" t)

therefore | A™, ) solves the Schrodinger equation only if Hy(q, p) =
VH V™Y = Hi(¢,p'), i.e. only if H; is invariant in form under the
transformation (q, p) — (¢/,p’) or, equivalently, if V commutes with
Hj . Or else: since | A™) is subjectively identical to |A), in Ko |A)
satisfies the Schrodinger equation with Hi, not with Hs, as it should be,
only if Hy = Hs, i.e. Hi(q, p) =V Hy V™! as before.

9.4

a) One has: K,
/ ) ) 0 a
¢ =V()gV (@) =g—a, p'=p APPSO N
V(a) — efipa/h. q

b) V(a)|z)=|z+a) = (z|V()=(x—a|] =
Yan(@) = (x| A") =(z |V ]| A)=(z—a| A) =1a(z—a)
—e @ (z—a)?/2 eikz
(the phase factor e 1% ¢ is inessential). The Gaussian relative to the trans-
formed state is now centred at the point & = a: 14 (z) is obtained by
translating 14 (x) by +a.
The state | A) is ‘seen’ from Ky as the vector V1| A), so:

Pa(@) = (2 |V A) = (z+a| A) = pa(z +a) = e @ @H*/2 ik,

To find the Hamiltonian in K5, as the two frames do not move with respect
to each other, due to the result of Problem 9.3 it is sufficient to write the
Hamiltonian Hi(q, p) ‘seen’ from K, (invariance in value):

Hs(q, p) =V 'Hi(q, p)V = Hi(g+a,p).

¢) One must have (see Problem 9.3) Hi(q, p) = Hi(q — a,p) for any a, so
the particle must be free.

d) If H = p*/2m + mgq, the Hamiltonian is not invariant in form:

VH(q,p)V ' =H(q p)—mga
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therefore the vector | A*, t) evolves with the operator e!™9at/he=1Ht/h.
it is however sufficient to redefine | A% t) = e~ 1™m9at/M| At ) (since

e~imgat/h i 5 phase factor, the state is unchanged) and one obtains:
AT ) = U@ A, 0),  Ut)=e N,

As a matter of fact, also in classical physics it is well known that a massive
body falls with the same time law, whatever the height it starts from:
the Hamiltonian is not invariant (and therefore the momentum is not a
constant of motion), but the equations of motion are invariant.

As already seen in Problem 8.3:

gy = q1co8d + g2 sin g P} = p1cosd + pasing
g5 = q2c08 ¢ — q18in ¢ Py = P2 COS ¢ — p1sin g
q3 = g3 P =p3

V(g) =e L=/ L.=qip>—qapi-

In alternative to what has been found in Problem 8.3, one has:
aVie,y2)=VIVaVieyz)=Vi(gcosd+gsing)|zy,z)
= (zcosp+ysing) Vi|z,y, 2)

and likewise:
BV 2,9,7) = (ycosé— sing) V1| 2,y,2),
V' 2y,2) =2V 2,y,2)
whence:
Vi|zy,z) = |zcosg+ysing, ycosp —xsing, z) =
Yau(x,y,2) =(2,9y,2 |V| A) =(xcosp+ysing, ycos¢d —xsing, z | A)

=Ya(xcosd+ysing, ycoso — xsin g, z)

— o (@@ +y*+2%)/2 ji(kwcos p+kysing)
(@, y,2) = (2,y,2 |V A) = (2 cos ¢ — ysin ¢, ycos ¢ + xsin ¢, 2)

— e (22 4y +22)/2 pi(kzcosp—kysing)
Since in this case Ky is not in motion with respect to K; (see Problem
9.3):
Hy(q, ) =V Hi(q, p)V
_p?

= 2 V(q1c0s 9 — qa5in g, 420056 + a1 sin 6, 43)

Hy(q, p) = H2(q, p) if and only if the potential is invariant under rotations
around the z axis and must, therefore, be a function of ¢ + ¢2 and g3 .
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¢=q-vt, p=p-—muv.

As (see Problem 9.2) (A, t| f(q,p) | A, t) = (A", t| f(q,p) | A", t),
one has:

(A t]q| A", t) =q(t) + vt, (A" t|p| A", t) =p(t) + mv.

Since the transformation (g, p) — (¢/,p’) may be thought of as the com-
position of a translation of the ¢’s and a translation of the p’s, we may
write either

Gl(v,t) — efipvt/heimqv/h, or GQ(?],t) — eimqv/h efipvt/h )
Or, also (see Problem 5.8),

. 2 . .
etimv t/2h e—lpvt/helmqv/ﬁ

— —i(pvt—mqv)/h:
G?’(U’t) € e—imv2t/2heimqv/h e—ipvt/h

The three forms are equivalent as they differ by c-number factors. Let us
put G(t) = Gs(v,t).

Yae(z) = (x| A") = (2| G(¥) | A)
_ e—imv25/2h<x ‘ eimuva/h e—ivfp/h | A>
_ e—imv22/2heim1;z/h<x | e—iu?p/h I A>

: 27 : . -
e—imv t/2helmvl/h'l/}A(.'I:—Ut).

As K is in uniform rectilinear motion with respect to K7, we expect that
Hs(q, p, t) = Hi(g+vt,p) = p*/2m+V(qg+vt). Indeed (see Problem 9.3)
Hy = G7L(t) H G(t) +ih Gl (t) G(t).

We have then to calculate i 7 GT(t) G(t): one has GT(t) = eilpvt=mav)/n
but note that i GT(t) # —vpGT(t) since the derivative of the exponent

does not commute with the exponent itself: as a consequence, the factor-
ized form of G(t) is the most convenient:

GT(t):eivat/2heipvt/he—imqv/h =

ihG'T(t)z—(%muuup)GT(t) S PRGT ) G = —smv? —up

2
therefore:
1
Hy(g, p, t) = G (t) Hi(q, p) G(t) = vp = 5mv?
+ 2 1 2
:%-ﬁ-V(q—th)—vp—?an:;;m-k]}(q_pvt).

If the phase factor e'™v"/2" ig omitted in the expression for GT(t), H,
changes by an additive constant: Hy — Hs + %m v?, that may be omitted

as well.
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Since the state | A%, t) is the state | A, t) ‘boosted in uniform rectilinear
motion’, and V(¢) = 0, the answer should definitely be affirmative: indeed
in this case Hi(q, p) = H2(q, p) and as a consequence also U (t) = Us(t) .

Since in the moving frame the centre of oscillation is at rest, the Hamilto-
nian is
7 P’ 2 2
H=—+-mw*q¢”.
om 2"
In the laboratory frame the abscissa of the centre of oscillation is x = vt,

therefore:

2
1
H = % + imwz(q —wut)%

Note that (see Problem 9.6) H = G'(v,t) H G(v,t) +ih Gl (v,t) G(v,t).
Any state | A) of the oscillator in the moving frame is seen from the
laboratory as the state | A" ) obtained by transforming the state | A): so,
as in the moving frame |0) R, Po(x) = (mw/mh)/4e-(mw/2m)a® iy
the laboratory (see Problem 9.6):

107) 5 e, ) = (T22) sz oot i
™

—imuv?t/2h

(the phase factor e is inessential).

First we solve the problem in the frame where the centre of the oscillator
is at rest (moving frame), then we go back to the laboratory frame. In the
moving frame the wavefunction ¥ (z,0) at time ¢t =0 is

D,0) = (w00 =3 antnle), an = [ 6@ d(w,0)da

where ), (z) are the usual eigenfunctions of the Hamiltonian of the har-
monic oscillator (i.e. of H ); then:

Pl t) =Y ape Dy () =

’l/)(l‘,t) _ Z an efi(n+%)wt d)n(x _ Ut)eimvz/h'

Let us verify that the single terms in the sum satisfy the Schrodinger

equation (the phase factor e=i™v*t/2 ig reinserted):
h2 d? 2 2 imvz/h —i(n+i)wt —imo?t/2h
(—%@—i—émw (x —wvt) )1/)n(x—vt)e e ) @he

2
- (- %wg(x_vt) —ihvy(z —vt) + %mv%n(w—vt)

+ %mWQ(l‘ —vt)* (2 — vt)) x gimve/hg—ilnty)wt o—imv?t/2h
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1
— ((En + §mv2)wn(x —vt) —ihvyl (v — vt))
> eimvz/h efi(nJr%)wt efim'UQt/2h

0 (1 . .
that is the same as ih a(e_l("*'?)“te_]mv%/% Y (T — vt))elm”w/h.

9.8

a)  =q—&(t), P =p-mé).
b) As (A, t|q|At) = (A", t|q | A", t) and likewise for p, one has:
(A", t|q| A", t) =q(t) +&(t), (A" t|p[A™, t) =D(t) + mE(t).

If §(t) # 0, the mean values of ¢ and p in the state | A" ¢) are not
those of a free particle (in particular, for a free particle, p is a constant of
motion), so | A™, t) is not a solution of the Schrodinger equation in Kj.

¢) As in the case of the Galilei transformation (see Problem 9.6), we may
equally write:

Vi(t) = e iPEM/R gimat)/h Va(t) = eima&(t)/h g=in€()/h
V() = e,i(pg(t),mqg'(t))/h _ eﬁmi(t)fi(t)/% e.*ipi(.t)/h ei"?qé(t)/ﬁ

e~ imEM) E()/2h (imq&(t)/h o—ip&(t)/h
and the three forms are equivalent.

d) In addition to the fact that the potential ‘moves’: V(q +¢ (t)), we expect
to find in Hy also the potential of the inertial force —m £(t). Indeed:

Hy =V Yt)H, V(t) +ihVT(t) V(1)

and since we will neglect, in the expression of Hs, c—numerical terms, we
are allowed to use any of the three forms of V'(¢): we shall use V() = V4 (¢).

Vi) = o—ima&(t)/h oipE(t)/h
VI V() = (mq€ Vi) — e ma8O/R p é(1) e PEO/MY v (¢)
=mq&(t) — (p+mé(t)) £(t)

mé)? . ) .
tafa, 1) = PEPE 4 (g en) +mad(n) — (o mé) )
- %+V(q+§(t)) +mqé(t) — =nré@)?.
9.9

a) In the inertial frame the particle is free and the mean values of ¢ and p
are vanishing for ¢ = 0, then for any ¢; therefore, in the laboratory, with
respect to which the inertial frame has the time dependent position —% gt?,

1

q(t) = —§gt27 p(t) = —mgt.
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If | B, t) stands for the vector that represents the state of the particle in
the inertial frame, in the laboratory the same state is represented by the
| A, t) =V~t)| B, t), where (see Problem 9.8):

Vfl(t) _ efiqmgt/heipgtz/mi

so that at any time | A, ¢) is obtained from | B, t) by means of a transla-
tion in the space of coordinates and a translation in the space of momenta:
it should be clear that both the width Agqg in coordinate space and the
width Ap in momentum space are the same in both frames, whence (see
Problem 7.6):
Ap)? h? h

(Ag0)” = (ag7 + O g2 2 ap) = ap(0) = 1
We have found again, from a different point of view, the results of Problem
7.8 (up to the substitution mg — —+), for in the laboratory frame the
Hamiltonian is H = p?/2m +mgq.

b) At time ¢ = 0 the inertial frame coincides with the laboratory frame and
is at rest with respect to the latter; so the wavefunction of the particle at
t = 0 is the same in the two frames: ¢¥p(x, 0) = a(z, 0) (V(0) =1).
From Problem 7.7 we know the time evolution in thle 4inertizal fgame of the
state represented at t =0 by vp(z, 0) = (2ra?) /" e~ /4
8(12 1/4 e—w2/(4a2+21ht/m)

:E,tz(—) , z,0) =va(x, 0).
use 0= () s Use 0= a0
The wavefunction ¢4 (z, t) in the laboratory is obtained by applying the
operator V~1(t) to ¢p(z, t):
bale, 1) = (x| IO B gy = Mt My (a4 Lo, )

(B oy e )
s V4da? +2iht/m
9.10

2)

b)

One has (see Problem 9.5):

gy =q1cos wt+ gasin wt Pl =pircos wt+ pasin wt
qh=qacos wt—qsin wt ph =pacos wt—ppsinwt
a5 = qs P =Ds3

V(t) =e tEewtih, L.=qip2—qap1-

Let H; denote the Hamiltonian in the inertial frame and H that in the
laboratory, namely in the rotating frame: one has (see Problem 9.3):

=2
JE p
HI<Q7 D, t) = % +V(Q1a q/27 qé)

=2
;; + V(g1 cos wt+ gasin wt, gz cos wt — gy sin wt, gs)
m
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=2
(@, 7) = VT O V) + i VIO V() = 2+ Vg, 2. ) — L.

¢) The Heisenberg equations for the variables q1, g2; p1, p2 are:

. i 1 .
‘h:ﬁ[H,fh]:*pl-i-qu = p1L=mMmqg —mMwqgz
m
. i 1 )
Q2:ﬁ[H7Q2]:%p2—WQ1 = p2=mqg+muwq
i 1%
) sz, — w - —
b1 h[ pl] b2 91
i oy
o = —[H — o — 22
P2 h[ , P2) P1 92
therefore:
.. . . V 9 .
mqlip1+qu2:f%+mwq1+2qu2
1
Mis =pPo —Mmwis = ——— +mw?qy — 2mwq; .
dq2

In the right hand side one can recognize respectively the real force, the
centrifugal force and the Coriolis force (see Problem 3.5).

d) Let |I,) be state of the particle in the rotating frame. From the inertial
frame it is seen as V(t) |1} ) (see Problem 9.2). One has:

LV()|lL) = Loe Bt L) = nIL V(1) | 1L)

so, also in the inertial frame it is a state of definite angular momentum
L, =hl,, not hl, +muwr? — this is true also in classical physics. The
result is not absurd; indeed, in the rotating frame the particle is subject
to velocity dependent forces (the Coriolis force) so the canonical angu-
lar momentum ¢ A p is not the same as the kinetic angular momentum
G N (m@): indeed, as seen in ¢), p # m¢q. Actually, while the kinetic
angular momenta in the two frames are different, the canonical angular
momentum in the laboratory coincides with the angular momentum in
the inertial frame: ¢} p — g5 P} = ¢1 p2 — q2 p1.
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Two and Three-Dimensional Systems

Separation of variables; degeneracy theorem; group of invariance of the
two-dimensional isotropic oscillator.

10.1 Consider the Hamiltonian of a two-dimensional anisotropic harmonic
oscillator:

P 1 2 2 P 1 2 2
H:(%+§mw1q1>+<%+§mw2q2); w1 # wy.

a) Exploit the fact that the Schrodinger eigenvalue equation can be solved
by separating the variables and find a complete set of eigenfunctions of H
and the corresponding eigenvalues.

b) Assume that w;/we = 3/4. Find the first two degenerate energy levels.
What can one say about the degeneracy of energy levels when the ratio
between w; and wsy is not a rational number?

¢) Write the eigenfunctions of the Hamiltonian in the case wy = 0.

Consider now a particle of mass m in two dimensions subject to the potential:

Vigr, 2) =mw?(qi — q12 + ¢3) -

d) Say whether the problem of finding the eigenvalues of the Hamiltonian
H = (p? +p3)/2m + V(q1, g2) can be solved by the method of separation
of variables.

10.2 A particle of mass m in two dimensions is constrained inside a square
whose edge is 2a: |z| <a, |y| <a.

a) Write the Schrodinger equation, separate the variables and find a complete
set of eigenfunctions of the Hamiltonian.
b) Find the energy levels of the system and say whether there is degeneracy.

¢) Say whether there exist operators (i.e. transformations) that commute with
the Hamiltonian but do not commute among themselves. In the affirmative
case, give one or more examples.

E. d’Emilio and L.E. Picasso, Problems in Quantum Mechanics: with solutions, UNITEXT, 199
DOI 10.1007/978-88-470-2306-2_10, © Springer-Verlag Italia 2011
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Assume now that within the square the potential:
Va(x,y) = Voo cos(ma/2a) cos(my/2a)

is present.

d) Is it still possible to separate the variables in the Schrodinger equation?
Do degenerate energy levels exist?

e) Say whether it is possible to guarantee the existence of degenerate energy
levels if, instead, the potential is

Vo(z,y) = Vip sin(mz/a) sin(my/a) .

Is any relationship between the eigenfunctions of the Hamiltonian ¢ g (x,y)
and Yg(y,z) expected? (Namely, are they equal? are they different? ... )

10.3 A particle of mass m in two dimensions is constrained
inside the triangle whose vertices have the coordinates (z =
0,y =0); (x =a,y =0); (x =a,y = a) (a half of the
square with edge a).

a) Find eigenvectors and eigenvalues of the energy.

b) For the same system and exploiting the results of the previous question,
find a complete set of eigenvectors of the operator that implements the
reflection through the straight line x + y = a (the dotted line in the
figure).

10.4 A particle of mass m in three dimensions
is confined within an infinite rectilinear guide 1Y P
with a cross section that is a square of edge a. ~

a) Find eigenfunctions and eigenvalues of the —~
Hamiltonian. What is the minimum energy z
(threshold energy) the particle must have in order to propagate along the
guide?

Consider the wavefunctions:

iklz

P1(x,y,2) = A sin(2m z/a) sin(ry/a)e
iko z

Yo(x,y,2) = B sin(rx/a) sin(ry/a)e

b) Determine the normalization coefficients A and B in such a way that the
integral of the densities p; o over a slice of the guide of unit volume equals
1 (normalization “one particle per unit volume”).

¢) Calculate the probability current densities:

- h .
J1,2 (LL', y,Z) = E Sm <¢1,2(x7 y,Z) V¢1,2($7ya Z))
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for the states represented by the wavefunctions v; and 1 normalized as
above, and verify that div 72 (z,y,2) = 0.

d) Say for which values of ko the probability current associated to the state
represented by w(% Y, =, t) with w(xa Y, =, 0) = wl (33, Y, Z) + wQ(xa Y, Z)a is
divergenceless.

10.5 A particle is subject to the potential V =V (¢? + ¢3, q3)-

a) Show that the Hamiltonian Hy = p2/2m+V commutes with the angular
momentum operator L, = q1ps — q2p1-

b) Use the degeneracy theorem to show that there exist degenerate energy
levels.

¢) Say whether and how the degeneracy is removed if the system is on a
platform rotating around the z axis with constant angular velocity w.

10.6 The Hamiltonian of a two-dimensional isotropic harmonic oscillator of
mass m and angular frequency w is

1 1

H= %(p% +p§) + imwQ(qf + q%) = Hi(q1, p1) + Ha(q2, p2) -

a) Exploit the separation of variables ( H = Hy+ Hs ) and find the eigenvalues
of H and their degeneracies.

b) Write the eigenfunctions of the Hamiltonian in the Schrédinger represen-
tation, in the basis in which both H; and H, are diagonal.

¢) Is the degeneracy found in a) in agreement with the result established in
Problem 10.57 Find the maximum and the minimum of the eigenvalues m’
of L3 = ¢y p2 — g2 p1 within each energy level. Do all its possible values

ranging between m/ .. and m/ . occur?

d) For each of the first three energy levels, say which eigenvalues of Lg do
occur and explicitly write the wavefunctions relative to the states | E,m’)
(simultaneous eigenstates of H and Lg ).

10.7 This problem is devoted to establish a priori the degeneracies of the
two-dimensional isotropic harmonic oscillator found in Problem 10.6. Set
1 .
na:m(pa_lqua)v a=1,2.
a) Write the Hamiltonian H of the two-dimensional oscillator in terms of the
operators 7, and 1! and the commutation rules [n, , 77;[] , a,b=12

b) Show that the four operators ] 7, commute with the Hamiltonian H.

Consider the operators:

. 1 . 1 . 1
1= gmemhm) s e = geim —mhm). da = 5(nim = mams).
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¢) Show that the operators j, have the same commutation rules as the an-
gular momentum (divided by %). Write jo and js in terms of the ¢’s and
p’s and show that the ‘angular momentum operators’ j, have both integer
and half-integer eigenvalues.

Setting ho = H/hw — 1, the identity
. ) . ) ho ho
PERA AT =X (3+1>
holds (it may be verified using the commutation rules).

d) Exploit the theory of angular momentum (all the properties of the angular
momentum follow uniquely from the commutation relations) and the above
identity to find the eigenvalues of H and the relative degeneracies. Say
which eigenvalues of Ls do occur in each energy level.

10.8 In Problem 10.7 the energy levels of a two-dimensional isotropic har-
monic oscillator and their degeneracies have been found starting from the
commutation rules of the three constants of motion ji, jo, j3 ‘given from the
outside’. We now want to establish both the existence and the form of such
constants of motion starting from the invariance group of the Hamiltonian.
Adopting the notation of Problem 10.7 one has:

2
H=hw(z77277a+1); Masm] =0, [, m]=0ap; ab=12.

a=1

Consider the linear transformation:

Mo = Zb Uab b - (1)

a) Show that (1) is an invariance transformation both for the Hamiltonian
and for the commutation rules if and only if v is a unitary 2 x 2 matrix.

We shall consider only the transformations that fulfill detwu = 1.

b) Show that all the unitary 2 x 2 matrices, whose determinant is 1, may be

written as:
z21 22 2 2
* * ) |Zl| +|Z2| :]—7 21722€C~
—Z2 %

They, therefore, form a continuous, 3 parameter group — the group SU(2).

The transformation (1) in a neighborhood of the identity takes the form:

o =10 +1€Y Jab Mo uxl+icg, e<1. (2)

¢) Show that the matrix ¢ is Hermitian and traceless.
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Thanks to the von Neumann theorem, for any transformation (1) there exists
a unitary operator that implements it:

d)

fla =U(u)na U™ (u) .

Let U(g, €) = e7'¢%s be the unitary operator that implements the in-
finitesimal transformation (2) (the operators G, = GgJr are the generators
of the group). Compare 7, = U(g, €)1, U~ (g, €), expanded to the first
order in €, and (2) and show that [Gg,, .| = — >} gap M- Find the ex-
pression for G, and show that [G,, H] =0.

Show that any traceless Hermitian 2 x 2 matrix g may be written in the
form (the factor 3 is there only for the sake of convenience):
g=a1io1+asios+asios, a; €R

where o; are the Pauli matrices

0 1 0 —i 10
e (Vo) (3 0) em(o 5)

Write the expressions for G, in the three particular cases when only one
of the a; equals 1 and the other two are vanishing: compare the generators
G1, G2, G3 so obtained with the operators ji, jo, j3 of Problem 10.7.

Show that [Gy, Ggr] = > wnilg', 9" 1M, and make use of the
commutation relations of the Pauli matrices:

1 1 . 1
[§0a 3 §Ub] = 1€qbc §Uc

to find the commutation rules of the generators: [G,, Gp| = i€ape Ge.



Solutions

10.1

a) The Schrodinger equation is

h? 9*p(x,y)
" om 022 Ty 2 wQ @’ V(@ y) -
= Ei(z,y)

and one is after separate variables solutions ¢ (x,y) = 11 (x) x ¥a(y):

2 9*(x,y)

[——zp() + 3wt >}w2<y>+[——w<> + 2 B )| (0)

= Ei(z) x Pa(y) -
Dividing both sides of the equation by 1 (z) X 12(y), one has:
h’ i(@)  ,m 4 h’ 2(y) ,mo5 o,
- — + —-wiw —I—(—— + —w ):E.
(~2m (@) 2 ) 2m Ualy) 2 27
The left hand side is the sum of a term depending only on = and a term

depending only on y: in order that their sum be a constant, each of them
must be a constant:

R m o, s R m o
2m 1 () 2 1 b 2m s (y) 2 2
B+ Ey=E.

Multiplying the two equations respectively by 11 (z) and 5 (x) one obtains
the eigenvalue equations relative to two independent one-dimensional har-
monic oscillators. Therefore:

Bi=E, =hwi(m+1), Ez=E,=hw(a+3i) =
E=E,n =hw (n1+ l) + hws (ng + %)7

Dnna (@,9) = 0D (2) X B2 (y)



Solutions 205

where 1/17(111)(@ and 1/’7(122) (y) are the eigenfunctions of the Hamiltonians of

one-dimensional oscillators of angular frequencies w; and ws. As both Q/Jnll)

and m&? are a complete set in L2(R), ¥y, n,(z,y) = 7(111)(91:) X wﬁ?}(y) is
a complete set in the space of functions L?(z,y) and, as a consequence,
the eigenvalues F,,,, are all the eigenvalues of H. The eigenvectors of H
corresponding to the wavefunctions wéll) () x w%) (y) are usually denoted
by |ni, ng) or also |ny)|ng).

b) Putting w; = 3w, wy = 4w, the energy levels write:
Epiny =hw(Bn +4ns + L) =hw (N +1).
The first degenerate level is that with N = 12: n; = 0, no = 3; ny =
4,no = 0 and the following is that with N = 15: ny = 1, ny = 3;
ny=09ny=0.

If the ratio of wy and ws is not rational, all the levels are nondegenerate:
it appears that the commensurability of the frequencies is a necessary and
sufficient condition for the occurrence of degeneracy, much as in classical
mechanics so it is for the closure of trajectories (Lissajous curves).

¢) If wy =0, the particle is a free particle along the y axis and the eigenfunc-
tions of the Hamiltonian are:
Uni(w,y) = O (2) eV

d) The potential is a positive definite quadratic form:

R 2 -1 @
V(q17q2)_§mw (ql q2)(_1 2 ) <q2
and it is known (see Problem 1.8) that it can be brought to canonical form
by means of a real orthogonal transformation, namely by introducing the
normal coordinates:
. 1 _ 1
Q1ZE(Q1+Q2), Q2:E(Q1—Q2)
and correspondingly:
~ 1 _ 1
plZE(m +p2), p2=E(p1—p2)~
One has:
pi 2.0 D3 15 2 2 2 2

Hzﬁﬂ-imwlqlﬂ-%ﬂ—im@%%; wi =w’, wy =3w
and, since the transformation ¢ — ¢, p — p is canonical, H expressed
in terms of the variables ¢, p is the Hamiltonian of a two-dimensional
oscillator.

10.2

a)

The Schrodinger eigenvalue equation:

|
—%(@+8—y2)¢E($7y)=E¢E($,y)v lz| <a, ly| <a
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can be solved by the method of separation of variables because both the
following conditions are fulfilled: ) H = Hq(q1, p1) + Ha2(g2, p2) and, as
a consequence, the Schrodinger equation possesses solutions with the form
YE(x,y) = ¥, () ¥g,(y), Ei1+ Es = FE; ii) the boundary conditions
(YE(z,y) = 0 on the edges of the square) give rise to separate boundary
conditions for ¥g, (z) and Vg, (y): ¥g,(a) = Yg,(—a) = 0; Yg,(a) =
Vg, (—a) =0 (see Problems 6.9 and 6.10). The equations for ¢ g, (x) and
Y, (y) are those for a particle in the segments |z| < a and |y| < a:

h2 h?
™ Vi, (x) = By Yp, (), ™ Vi, (y) = E2vp, (y)

that, with the given boundary conditions, have the (nonnormalized) solu-
tions:

| cos(nimxz/2a) np > 0 odd
Yn (@) = { nimx/2a) ny > 0 even

sSin

(
s () = cos(namy/2a) ng > 0 odd
n2\Y) = sin(namy/2a) ng > 0 even

and Y, ny (2,Y) = U, (2) ¥p, (y) for any pair of positive integers nq, no
gives rise to a complete set of eigenfunctions of the Hamiltonian H.

The energy levels are:
hom 9 9
8m a? (0 +n3)
and, when ni # no, they are twice degenerate.

Enine = En, + En, =

As there are degenerate energy levels, there must exist operators that
commute with the Hamiltonian H, but do not commute with one another.
Indeed H (with the given boundary conditions) exhibits all the symmetries
of the square, therefore it commutes with the rotations by an angle that
is an integer multiple of /2, with the inversions z — —z, y — y and
r — x, y — —y and therefore also with the exchange = < y, that can
be obtained as the product of the rotation by 7/2 and the inversion of
the x axis: not all of these transformations, and therefore the operators
associated with them, commute with one another (the group of the square
is non-Abelian), and this fact guarantees the existence of degenerate levels.

All the 9y, n, (z,y) are simultaneous eigenfunctions of H and of the
inversions; if n; = no they also are eigenfunctions of the operator that
exchanges = with y, and therefore of all the other transformations. On the
contrary, if n1 # n2, VY, ne (Y &) # Ynyon, (@, y) but they have the same

energy: in fact ¥, m, (Y, ) = Unyon, (2, 9).

The Schrodinger equation is no longer a separable differential equation: it
is still true that, by means of elementary trigonometry formulae, V;(x,y)
can be expressed as the sum of two terms respectively dependent on x 4y
and z — y, but the boundary conditions cannot be expressed in terms of
the latter variables.
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The potential V,(z,y) still has all the symmetries of the square:
Valz,y) = Va(—2z,y) = Vu(y,x), so there exists degenerate levels, even
if it is not possible to relate the degeneracy of levels in presence of the
potential with that in the absence of V,(z,y) (for example, it is no longer
possible to state that the second and the fourth level have degeneracy 2).

The potential Vj(x,y) is no longer invariant under inversions, while still
it is so under the exchange x < y and the rotation by 7 that commute
with each other: as a consequence, it is no longer possible to establish the
existence of degenerate levels. In the absence of degeneracy, the eigenstates
of H must be eigenstates of the exchange operator = < y as well, so
Ye(z,y) = £YE(y,x) . For any degenerate level that might exist it is still
possible to find simultaneous eigenstates of the energy and the exchange
operator.

10.3

a)

The eigenfunctions of the energy are those of the particle in the square
of edge a: 0 < z < a, 0 <y < a, vanishing at x = y (see Problems
6.9, 6.10) or, equivalently, that are odd under the exchange x < y: the
eigenfunctions of the energy for a particle in the square of edge a are:

Uy my (T,y) = o sin(nym x/a) sin(nemy/a) + F sin(nemx/a) sin(nimy/a)
with ny =1,2,---, ny=1,2,--- and those that vanish at x = y are:
Uy my (T, y) = sin(nimz/a) sin(nemy/a) — sin(nemx/a) sin(niwy/a)
with nji # ns . The eigenvalues of the energy are:

h2m2

W(TL?—an), nl#ng.

The Hamiltonian (as well as the boundary conditions) is invariant under
the reflection with respect to the straight line x + y = a and, possessing
only nondegenerate eigenvalues, its eigenfunctions also are eigenfunctions
of this reflection: indeed, if = — a—vy, y — a —x, VYp,n(z,y) —
(7)n1+n2wn17n2 (xa y)'

Enl,n?, =

10.4

a)

With the boundary condition ¥ g(z,y,z) = 0 on the surface of the wave
guide, the Schrodinger equation is a separable variables one; taken the
Cartesian axes as in the text, the eigenfunctions of the Hamiltonian are:

Uy nas (2, Y, 2) = s1n(n17r E) sm(ngﬂ a) elf* ning=1,2,---; keR

and the eigenvalues:

h2r?
Enin, (k) = 3 (n% + n%) +

h2k?2
2ma .

2m
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As kis real, E > By = Ep—ip,=1(k = 0) = h*x%/ma?; E; is, for
particles, the analogue of the cutoff frequency for electromagnetic waves
within a wave guide, namely the minimum frequency that can give rise to
propagation along the guide.

b) A piece of the guide with unitary volume has length 1/a?, therefore, as
|¢1|? and |2|? do not depend on z,

1 “re A2

1= —2A2//Sin2(27rx/a) sin?(ry/a)dedy=— = A?=4
a 0Jo 4

and likewise B = 2.

¢) In both cases the components x and y of J* vanish, whereas:
hk hk
J1z=14 Wl sin?(2r x/a) sin®(ry/a); jo.=4 72 sin?(r 2 /a) sin®(my/a)

and obviously in both cases div)= 97./0z=0.

d) The probability current is divergenceless if the state of wavefunction
U(x,y, z, t) is stationary: indeed, from the continuity equation:

_ ap(z7 y? Z? t)

div j’= 5

= _32 |1hy e E/B g gy e’iE?t/h‘Q
t

by — E * i — * —i —
= =i (Y et BB gy o (B

and, since el (F1=E2)t _ pxqp) =1 (F1=E2)t s not identically zero,

div 7=0 < FE; = E5, namely the state of wavefunction ¢ (x, y, z, t) must
be an eigenstate of the energy. As a consequence FEs1(k1) = E11(k2), Le.

A ) n*r? hk3 w2
=2 ke =+\/k}+3— -
5X2ma2+ 2m ><Qm(ﬂ—’_ 2m - 2 1+3a2

10.5

a) Both the kinetic energy and the potential are invariant under rotations
around the z axis, therefore they commute with L.

b) The Hamiltonian H commutes also with the operator I, the inversion with
respect to the plane z = 0 (as a matter of fact, thanks to the invariance
under rotations, H commutes also with the inversion with respect to any
plane containing the z axis), but I, and L, do not commute, so there
must exist degenerate levels. Since I, L, I} = —L., if one considers the
simultaneous eigenstates of H and L.: |E,m’'), one has I, |E,m’)
| E,—m’), and, as a consequence, all the energy levels with m’ # 0 are
at least twice degenerate. This result holds true whatever the potential,
provided it is invariant under rotations around some axis and depends only
on the ¢’s: the invariance under reflections follows from these assumptions.
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In the rotating frame the Hamiltonian is (see Problem 9.10):

_ 7’ 2, .2 —
H = %‘FV(% +¢3, ¢3) —wl;=Ho—wlL,
that still commutes with L., but does no longer commute with the inver-
sions (in the present case V —w L, no longer depends only on the ¢’s), so
the existence of degenerate levels cannot be guaranteed: indeed the states
| Eg,m') and | Ey,—m') (eigenstates of Hy and L., therefore of H and

L.) respectively have energies Ey Fm/ hw.

10.6

a)

As in Problem 10.1 the eigenvalue equation can be split up into the two
equations:

H\|E\)=FE:\|E1), Hy|Ey) = FEy | Ey); E=F +E>

that are the eigenvalue equations for two one-dimensional independent
oscillators. Then:

FE = (n1 + %)hw, FEy = (ng + %)hw
E=F +FE;= E’I’Ll,’ﬂz = (n1 + n9 + l)hw.

The degeneracy of the n—th level (n =ny +ny =0, 1, ---) is the number
of ways in which ny + no = n, namely n + 1.

In the basis in which H; and H, are diagonal, the eigenfunctions of H
are the product of the eigenfunctions of H; and Hs, given in the text of
Problem 5.14:

h
|Enyns) SR, WH (\/mf) Hy, ( mw/hi‘/)e_(m“’/Zh) (@ +y?)

n Tll! ’rlg! m
where H,(§) are the Hermite polynomials.

The degeneracy found in a) obviously does not disagree with the results
of Problem 10.5, but, from the third energy level on (n > 2), it is greater
than that imposed by rotation and reflection invariance. Evidently there
must exist further operators that commute with H but do not commute
with one another: in Problem 10.7 we shall find these operators and in
Problem 10.8 we shall see that their existence and form is determined by
the invariance properties of the Hamiltonian.

As Hy(§) is a polynomial of degree k, Hy,, (\/mw/hx)x Hp,(v/mw/hy)
contains 2™ y"? = (22 4+ y?)™/? (cos $)™ (sin $)™*> and therefore e*1" ¢ so
that m/ .. = n, m,; = —n. Certainly not all the values of m’ ranging
from n to —n are possible: they would be 2n + 1 > n + 1; only those with
a definite parity, the same parity of n, are allowed: indeed H,,, x H,, has
parity (—1)™#72) = (—1)". Note that the number of integers between n
and —n with the same parity as n exactly is n + 1, i.e. the degeneracy of
the level: actually, in the next problem we will see that the n + 1 states of
the n—th level are precisely those with L, =n,n—2,---, —n.
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d)

10.
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The ground state (n; = ny = 0) is nondegenerate, so it must have m’ = 0;
the nonnormalized wavefunction is

|Ep =hw, m' =0) SR, e @ +y)/2e% a=+h/mw

that indeed does not depend on the angle ¢. The first excited level has
degeneracy 2, so, thanks to what has been found in ¢), m’ = +1; as

SR (2 2 2
[ni=1,ne=0) — =ze (@ +y")/2a

Ini=0,ns=1) 5% ye(@*+y)/2’

one has:
|E1 = 2hw, m' = +1) B (z £iy) e @ v)/2%,

The eigenspace corresponding to the second excited level has dimension 3:

thanks to what has been found in ¢), in it Ls must have the eigenvalues

m’ = £2 both nondegenerate, otherwise — due to (see Problem 10.5)

I.|E,m') = | E,—m’) — the degeneracy of the level would be 4. Then
the third eigenvalue must be m’ = 0. One has (the states are equally
normalized):

Iy =2,np=0) 25 (22 — Lg2) e~ (" Hv")/2°

[n1=1,ny=1) SR, \/2_30ye*(‘/""uyrz)/%2

In1 =0, np =2) B (47 = La?)e (" Hv")/20°

and, since the states with m/ = 42 have wavefunctions proportional to
(r£iy)? =22 —y? £2ixy (see Problem 8.6), one has:

| By = 3hw, m' = £2) 2B (z £iy)2e @ +y")/2°

namely (we shall omit n; =, ny =)

|Ey,m/ = +2) = [2,0)—]0,2) +v2i]1, 1)

and therefore, by orthogonality:

| By, m/ =0) = ]2,0)+ |0,2) 3 (22 4 y2 — a?) e~ @ +v")/20",
7

The operators 77;2, 71 o Tespectively are the “raising and lowering opera-
tors” for the independent one-dimensional oscillators 1 and 2. Therefore:

H = ho(njm +nhn, +1); [asm] =0, [mas 1)) = Sas.

By direct use of the commutation rules one can verify that the operators
nin, commute with the Hamiltonian H. Otherwise observe that (notation
as in Problem 10.6) 7!, |n1, na) o |ny+1, no—1) and that E,, ,, =
Eny+1,ms-1-
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1

1
-5 [y s 1l )

1
(i s mbm] + o5 bl el = o

1, J2] =

1 | N
= ;(n% [y nd o] + [0, i 7o) m) = o (s = nim) = ijs

and likewise for the other commutators. In conclusion [j, , jo] = i€apeje-
With the notation of Problem 10.6 one has:

i 1 ( B ) . 1
2h 2h q1P2 — 42p1 J3 = 2hw

Since (see Problem 10.6) L3 has both even and odd eigenvalues, j» (and
therefore any j,) has both integer and half-integer eigenvalues: the occur-
rence of both kinds of eigenvalues is not forbidden as it is instead, for a
given system, in the case of the angular momentum.

J2 = (Hy — Hs).

From the theory of angular momentum we know that j> has the eigen-
values j(j + 1) with j = 5,1, 3, -+ therefore, thanks to the identity
given in the text, H has the eigenvalues (25 + 1)hw = (n + 1)hw with
n =25 =0,1, 2, ---. Furthermore, always from the theory of angular
momentum, one has that the number of independent states with a given
jis 24+ 1 =n+1 and the eigenvalues taken by Ls3/h = 2j, are those
between —2j5 and +2j, namely the integers between —n and +n with the
same parity as n.

The classification of the states by means of 2 and jo is the same as
the classifications in terms of n and m (the eigenvalue of L3), whereas
the classification by means of j? and js is the same as the classifications
in terms of n =nj; + ny and ny — ng, namely in terms of ny, ns.

10.8

a)

By 1 with no index we shall denote the pair (11, 12), so H = hw (nfn+1).
One has:

_ ot PR ~ St
=D Ui =D, 0w, i=un, it =ntul

Aa=nulun=n"n < wu=1.
[ﬁazﬁg]zzcduac[ncvnd udb Z uacub_(SCLb

Any matrix of the given form obviously is unitary and its determinant
equals 1. Conversely:

21z zi 23
1 2 }« 3; =1 PN
z3 zZ4 Z2 Z4
|21|2 + |2’2‘2 =1
2125 = —29%) = 23 = -z, 2 =0z
s +lalf=1 = laf=1
and, if the determinant must equal 1, then « = 1. Unitary 2 x 2 matrices

form a group — the U(2) group — and those with determinant equal to 1
form a subgroup, the group SU(2) (special unitary group).
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¢) The condition that, to the first order in €, the matrix 1+ieg be unitary
is
(I+ieg)(1—iegH) =14+0(?) = g=gf
det(I+ieg) =1+ie(gi1+g22)+0(@) = Trg=0.
d) To the first order in €:
Ulg, )naU Mg, €) = (1 —ieGy)na (I +ieGy) =1, —ie[Gy, na]

and by comparison with (2) in the text, it follows that [Gy, n] = —gn.
Therefore, by analogy with [nTn, 7] = —n, one has:

Gy=nlgn: > [hgum 1= [k, 0] gty = =D, 9y -

Since the operators G, are generators of invariance transformations for
the Hamiltonian H: U(u) H U~'(u) = H, they commute with H itself.

e) Any 2 x 2 matrix can be written as a linear combination of the three Pauli
matrices and of the identity:

1 1
(¢ ) =3t 5@+ +F G-+ 5=
The Hermitian matrices are linear combinations with real coefficients (the

Pauli matrices are Hermitian), and those with vanishing trace (a4 J = 0)
are combinations only of the three Pauli matrices.

f) If ay =1, a3 =a3 =0 one has g = %01; therefore:

GF%MJM:%(ninﬁném)zﬁ
and likewise:
Gz=%n*€zn=%(771772—773771)5,7’2,
GS:%nTU3n:%(771[771777;772);‘73~
Gy Gy ] =D [0h gy » 1 G )

abed

= > (kg [y » 1l gl + 0 ol [0 7] G, )
abed

=> b lg 9 N
ab
therefore (and likewise for the others):

[G1,G2]*77[01a2 ]77_—77 0377_1G3

then, thanks to the identity of the G,’s with the j,’s, we have established
again the commutation rules between the j,’s found in Problem 10.7.
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Particle in Central Field

Schrédinger equation with radial potentials in two and three dimensions;
vibrational and rotational energy levels of diatomic molecules.

11.1 Consider a particle of mass m in three dimensions. In polar spherical

coordinates one has | A) SR, Ya(r, 0, ¢) and the volume element is dV =
r2drdSQ.

a) Use the Schrodinger representation and show that the operator p,. SR,
—ihd/0r is not Hermitian. Find the Schrédinger representation of pf (the
specification of its domain is not required).

b) Show that p, = r~!p,r is Hermitian and that:

~o 4 SR hz 02
p'r _p’r'p'r — _Tﬁr

¢) Using the Schrodinger representation verify the identity:

=2 T2
pT_ 1 L
om 2mprpT+

on the states with angular momentum [ =0.

2m r?

d) For the free particle, find the wavefunctions of the eigenstates | E,l =0)
of the energy with angular momentum [ = 0.

11.2 Consider a particle of mass m constrained inside a sphere of radius a.

a) Find the energy levels and the corresponding eigenfunctions for the states
that have angular momentum [ =0.

Now, instead, assume that the particle is subject to the “spherical potential
well”:
V(r):{_VO r<a, Vo >0
0 r>a.

b) Find for which values of Vj does a bound state with [ = 0 exist. If no
bound state with [ = 0 exists, may a bound state with [ > 0 exist?

E. d’Emilio and L.E. Picasso, Problems in Quantum Mechanics: with solutions, UNITEXT, 213
DOI 10.1007/978-88-470-2306-2_11, © Springer-Verlag Italia 2011
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11.3 Consider a particle of mass p in two dimensions. In polar coordinates:
SR
|[A) = dalp, 9), p=Va>+y>.

a) Say whether the operator p, SR in 0/0p is Hermitian and, if not, find
the Schrédinger representation of p}; and of p;g P,

b) Use the Schrodinger representation and prove the identity:
21,

¢) Demonstrate that if the particle is subject to a radial potential V(p), the
Schrodinger equation admits factorized solutions: ¥g(p, @) = Re(p) P(¢).
Write the equation for the function @(¢) and find its solutions. Write the
equation for the radial function Rg(p) and find k in such a way that the
equation for the reduced radial function ug(p) = p* Rg(p) has the same
form as the one-dimensional Schrédinger equation.

11.4 Consider a two-dimensional isotropic harmonic oscillator of mass .

a) Exploit the results of Problem 10.6 and find the reduced radial functions
up(p) and wi(p) relative to the first two energy levels of the oscillator;
write the radial equations they solve. How many radial functions belong
to the second excited energy level?

Consider now a three-dimensional isotropic harmonic oscillator.

b) Find the wavefunctions relative to the simultaneous eigenstates | F,l,m)
of H, L?, L., for the first two energy levels of the oscillator.

11.5 The Hamiltonian of a particle in a central field is H = 52/2m + V (r).
We shall assume that the spectrum of H is bounded from below (see Problem
11.10).

a) If the states of minimum energy with angular momentum [ and [ —1 are
bound states with energies Ef and E} |, show that E} | < EY.
b) If the ground state is a bound state, which is its angular momentum?

¢) Assume that lim, .., V(r) = 0. Prove that, if a bound state with angular
momentum [ exists, then also a bound state with angular momentum [—1
exists.

11.6 Consider a free particle of mass p in two dimensions. The simultaneous
eigenfunctions of H and L, have the form g, (p, ) = Rg m(p) P(¢) (see
Problem 11.3). For p~ 0, Rg n(p) stays finite and Rg n(p) = p°m.

a) Find s,,.
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b) Exploit the asymptotic form of the equation for the reduced radial func-
tion upm = /pRem(p) and show that Rg .,(p), for p — oo, has an
oscillating behaviour with infinite zeroes.

The second order differential equation
zy'(z) +y'(z) + zy(z) =0

is known as Bessel equation.

¢) Show that, of the two independent solutions, at most one can be (and
actually is) regular at the origin.

d) Make the change of variable z = kp (k = /2uE/h) and prove that
the knowledge of the regular solution Jy(x) of the Bessel equation allows
one to find all the radial functions Rpg ,m—o(p) relative to the states with
m = 0 of the free particle.

11.7 The Bessel function Jy(x) de- tJo()
fined in Problem 11.6 is plotted in the
figure. The first zero of Jy(x) is at
T, ~ 2.40.

Consider a particle of mass g in /\ _
two dimensions constrained inside a \/ N z
circle of radius a.

a) Find the energy of the ground state of the particle.

Consider now a particle of mass p in an infinite rectilinear guide (see Problem
10.4) whose cross section is, in the present case, a circle of radius a.

b) Write the equation for the stationary states of the particle and find the
threshold energy of such a guide.

¢) Compare the threshold energy of the guide with circular section with that
(calculated in Problem 10.4) of the guide with square section of edge 2a.
Is it possible to establish a priori which of the two is greater?

d) Compare the threshold energy of a circular guide with that of a squared

guide, in the case the two cross sections have the same area.

11.8 A particle of mass m is subject to a central potential V' (r) such that
lim, o2V (r) = 0. Let ¥p 1m(r, 0, ¢) = Re (1) Yi.m(0, ¢) be the wavefunc-
tions of the simultaneous eigenstates of H, E2, L,.For r~0 Rg,(r) stays
finite and Rp (r) ~ r.

a) Determine s;.

Let V(r)=-=X\/r, A>0.
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b) Find the mean value of the Hamiltonian in the states represented by the
trial functions 1 (r; a) = (7 a?)~3/* e~""/29" and use the result to estab-
lish an upper bound for the energy FE; of the ground state of the system.

Compare the obtained result with the exact eigenvalue FEj.

¢) Find an upper bound for the energy ElO:1 of the lowest energy level with
[ =1 making use of the normalized trial functions

8 1/2 2 2
(75 a) = <3ﬁra3> (r/a)e™" 2" Y1 m(6, ).

Compare the obtained result with the exact result.

11.9 The following are six radial functions R, ;(p) relative to some eigen-
states of the Hamiltonian of the hydrogen atom:

8
R, = ——p(1—p/6)e” %P R, =
27\/‘ P( p/ ) b

Ry = pe %P R, = 2a—ep.
b

4
2{ 81/30 p ’

Ry = 27 — 18p + 2 orp
f 81\[( p+2p%)e”

where g --- ay are suitable coefficients and p = r/ap.

1
—=(2—p)e”™P; R.=2e %"
Qﬂ( p)

a) Assign the correct quantum numbers n, [ and the value of the correspond-
ing coeflicient « to each of the above radial functions. Which couples of the
above functions are orthogonal to each other ([, R, (r) R, (r) r?dr =0)?

b) Prove that the Hamiltonian Hy of a hydrogen-like ion with nuclear charge
Z e is unitarily equivalent to Z2H_;, where Hz—; is the Hamiltonian
of the hydrogen atom. Use the result and find the eigenvalues of Hyz, the
energy levels of the hydrogen atom being known.

The functions R, --- Ry are normalized with respect to the dimensionless
variable p:

/ Ry (p)?p*dp=1.
0

c) Rewrite R, --- Ry as functions of r for a hydrogen-like ion with nuclear
charge Z e, so that they are normalized with respect to the measure 72 dr .

11.10 Consider a particle of mass m in three dimensions subject to the
central potential V(r) = —\/r®, with A > 0.

a) Find how the normalization factor N depends on a for the states repre-
sented by the trial functions ¥ (r; a) depending on r and a only through
the ratio r/a: (r;a) = N f(r/a), a > 0. Do the same for the mean
values of the kinetic energy and of the potential energy.
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b) Use the above result and prove that, if s > 2, the spectrum of the Hamil-
tonian is not bounded from below.

¢) Use the method of the ‘inscribed well” exposed in Problem 6.4 (see also
Problem 6.6) and prove that, if 0 < s < 2, the system admits an infinite
number of bound states. In the latter case, where is it relevant that the
potential has the asymptotic behaviour »=° — for r — 0 or, instead, for
r—o0?

11.11 A particle of mass m, subject to a central potential V(r), is in a
laboratory rotating with constant angular velocity &y (see Problem 9.10).

a) Give the quantum numbers that characterize the energy levels of the sys-
tem and say which are their (minimum) degeneracies.

Assume now that the particle has a charge ¢ and that the system, instead of
being in a rotating laboratory, is in a constant uniform electric field €.

b) Give the quantum numbers that characterize the energy levels of the sys-
tem and say which are their degeneracies.

11.12 The structure of the energy levels of diatomic molecules is compli-
cated: however, at least in a first approximation, a classification is possible in
terms of electronic energy levels, vibrational levels and rotational levels. The
first are the energy levels of the electrons in the field of the nuclei assumed
in fixed positions; the second are due to the small oscillations of the distance
between the nuclei and the latter are due to the rotation of the molecule
considered as a rigid body. In the above approximation, the energy levels are
given by:

Envi=E,+E,+E =FE,+A,v+Byl(l+1) (1)

where F, are the electronic levels, v V(r)
and [ (respectively the vibrational and
the rotational quantum numbers) are
nonnegative integers; the constants 1
A,, B, depend on the electronic state.

The approximation turns out to be ac- \
ceptable only for values of the quantum r
numbers n, v, [ not too large. In order

to find the vibrational and rotational
energy levels, we may consider the two atoms as two material points that
interact through a potential V(r) that, for a given electronic state, only de-
pends on their distance and has the behaviour of the two plots reported in
the figure.

a) Using polar spherical coordinates, write the Schrédinger equation for the
two atoms in the centre-of-mass frame.
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The vibrational and rotational energy levels are determined by approximating
V(r) with a harmonic potential around its minimum:

h21(1+1)
2412

R+ 1)

V(r) + 2ir2

1
— V(ro) + 3 V" (ro) (r —ro)* +
(1 is the reduced mass of the two atoms); the centrifugal potential has been
approximated by a constant: in this way the rotational motion has been de-
coupled from the vibrational one.

b) Say for which of the potentials reported in the figure the approximation
of the centrifugal potential by a constant is more tenable.

c¢) Derive (1) that, the electronic state being assigned, takes the form E, ; =
Ey+ Av+ Bl(l+1) where Ey is a constant. To this end, it is necessary
to extend the domain of the variable r down to —oo: show that this is
legitimate for values of the vibrational quantum number v not exceedingly
bigger than 1 and if the inequality
h? )
_— 2
HV”(TO) < To ( )
is satisfied. Express (2) in terms of the constants A and B. What is the
degeneracy of the levels F, ;?

11.13 The experimental data relative to the vibrational and rotational en-
ergy levels

Ev,l :E0+A0+Bl(l+1)
(see Problem 11.12) of the heteropolar molecules HF, HCl, HBr are the

following (the energies are given in cm™: E[eV] = hc x Elem™!] =
1.24x107* x Efem™1]):

HF A = 4003 B =411

HCl: A =2907 B =208

HBr: A = 2575 B =16.7.

a) The atomic masses of F, Cl and Br respectively are 19, 35 and 79 a.m.u.
Use the results of Problem 11.12 to estimate both the dimensions of the
three molecules and the amplitude of the small oscillations. Is it possible
to estimate the dissociation energy of the molecules from the given data?

b) Say, for the three molecules, in which region of the electromagnetic spec-
trum do the first purely rotational absorption line Eyo — Ep,; and the
first roto-vibrational line Fyo — Fq; fall.

¢) Calculate the constants A and B for the molecule DCI, where D is deu-
terium (isotope of hydrogen with atomic weight 2).
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11.1

a)

From the definition (A | ¢ | BY = (B | € | A)* and by a partial
integration one has:

—ih/d)}(r,ﬂ,gﬁ)w 72 dr dQ =—1h/¢A ) 4rd
1h/¢A ¢B7" drdQ = p! SR _ih(%+§).
If f( is an arbltrary function, one has
0 1 1
-2 —n(L iz s 1 st
lhr 5 (rf(r)) 1h(8r+r)f(7") = Dr 2(pr—i—pr) Dy

~92 1 2 SR h2 62

P Imr T AT
Py SR pp( 0 N0 00" 20
Pr Py n (8T+r)3r n <8r2+r8r)

and

1 02 190 of(r) 0 290

r or? (Tf(T» ror (f(r) T or ) B (ﬁ T r 87’) 1)

In the Schrédinger representation, the wavefunctions of the states with
I =0 do not depend on the angles 0, ¢, therefore

" SR z; Of
p2|l:O> —_— —h2Af :—hzzlaxl(7a)
92 20
= (5 + 5 5,) 10

The Schrédinger equation for the states with | = 0 relative to a free
particle is

21 92 (
2m r or2
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and putting ug(r) =r Rg(r) (ug(r) is the reduced radial function), one
has:

(r) = —k? in k omE
{UE(T) us(r) = Rg(r) = ST k= _m2 .
UE (0) =0 r h
2
The Schrodinger equation for the reduced radial function ug(r) = rRg(r):

2
5 uh(r) = Eug(r), ug(0) =ug(a) =0

is the same as for a particle in one dimension constrained in the segment
0 < z < a, therefore:

, [2m E P
up(r) =sinkr, k= ol ka=nm = En:WTL~

Thanks to the condition ug(0) = 0, the present problem coincides with
Problem 6.9: V(z) = =V for 0 <z <a, V(z) =0 for > a and we
know that the bound state exists if and only if Vy > 72h*/8m a?. Therefore
in three dimensions, contrary to the one-dimensional case, not necessarily
an attractive potential possesses bound states. In a central potential, the
bound state of minimum energy, if it exists, must have angular momentum
I = 0: indeed, the centrifugal potential h?I(l+ 1)/2mr? has the effect of
raising the eigenvalues of the energy (see also Problems 6.5 and 11.5).

3
As dzdy = pdpdg, proceeding as in Problem 11.1, one finds:
fSR (0 1y fo SR 002 10y
Pp = lh(@p+p>’ PpPp — I <8p2+p8,0)
L5 SR 9 0?02
p? == —h’A,, 42:W+8—y2'
One has:
9 _0p0 060 20 yo _ 0 snod
or  O0xdp Oxdp pdp p20p op p 0
0 dp 0  0¢ 0 y 0 x 0 . 0 cos¢ O
— = 4+ ——="—+4 = —=sing— + —— —
dy 9y dp 0Oy dp pdp p? P dp  p 09
whence:

2 10 1 02 - L?
Ay = p2:p2pp+ﬁ~

37 pop P OF
The Schrodinger equation for factorized solutions g (p, ¢) = Re(p) @(¢)
is

[ h2<82 1 a) h? 92

E a_p2+;3_p _WW—FV([)) RE(p)¢(¢):ERE(p)¢(¢)
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By the same technique one uses for the separation of variables (see e.g.
Problem 10.1) one obtains the equations for @(¢) and for Rg(p):
d2
dg?
7h2<d2 L1 d) h*m?
2u \dp? ~ pdp/  2up?
From the identity:
1 a2 1 d i1 g d
o gz 1) = g g (ke et ) @
k(k—1) 2k d d?
T o e
with k£ =1 one finds again the identity established in Problem 11.1:
1 d2 2 2d

rdr2’ T a2y ar
whereas in two dimensions one must choose k = 1/2 and the radial equa-
tion with ug(p) = \/p Re(p) becomes:

R A2 RP(m*—1/4)
2u dp? 2p p?
The effective potential therefore is Vig(p) = V(p) + h*(m? — 1/4)/2u p*.

D(p) = —m2P(¢p) = D(p) =eT™m? D(p+2n) =P(¢p) = meN

V)| Relo) = B Re(o).

+V(p)| ue(p) = Eup(p).

11.4

a)

The wavefunction of the ground state is (see Problem 10.6):

Yo(p) = o~ (nw/2m)p* uo(p) = \/pe—(#w/%) o’
n* d? o1,
v« vt _ .
[ 24 dp2 8up2 + 2/1""] P :| uo(p) ( w)uo(P)
The wavefunctions with well defined L., relative to first excited level, are
(see Problem 10.6):

1/)1,11(,0, ¢) _ pef(uw/2h)p2 ej:id; = Ul(p) _ p3/2 e*(p.w/Qh) 02

R d® 3R 1 4,
S e = (2h .
5 2+ 3| o) = @) )
The second excited level has degeneracy 3: two states with m = i%,
that have the same radial function: m? = 4, Ry 4o(p) = p? e (Hw/2R)p7
and one state with m = 0, with radial function: m? = 0, Rao(p) =

(p2 — h/‘UUJ) ef(y,w/Zh)pQ.
With the notation of Problem 10.6, the ground state of the three-dimen-
sional oscillator is

1= 0,m5 = 0,5 =0) 2 o~lne/20r"
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and has, therefore, angular momentum [ = 0, whereas the first excited
level has degeneracy 3: ni; + ns + no = 1 and all the states have [ = 1:

1Bl =1,m=+1,0) 25 peme2Dry, | (g 4).
5

The Hamiltonian for the states with angular momentum [ may be written
as (see Problem 11.1):
1o R U1+ 1) R

H=— DAY ve) = H =H_
l 2mp'rpr+ 2mr + () l 1 1+mr2

As each H; gives rise to a one-dimensional Schrédinger equation for the
reduced radial function:

n: R2I(1+1)

" 2m uE’l(T) + 2m r?

the present problem is similar to Problem 6.5: let | EP ) and | Ef | ) stand
for the normalized eigenvectors relative to the minimum energies respec-
tively of H; and H;_1; one has:

’LLE)Z(’I") + V(T) UEJ(T’) = EUE,I(T)

h2
E} = (B | Hi | E)) = (B} | Ha | B)) + (B | — 2|E1>

> (B | Hi—y | B))
so the spectrum of H;_; extends below EZO: as a consequence, if — as as-
sumed — the state of minimum energy of H;_; is a bound state, one has
E) | < E}.
It follows from the above result that, if the ground state is a bound state,
it must have [ = 0.

As the “effective potential” V(r) + h%I(I +1)/2mr?> — 0 for r — oo, for
any [ the continuous spectrum is F; > 0 and the possible bound states
always have negative energies. It follows from what has been seen above
that, if H; has a bound state EY < 0, also H;_; has a bound state, since
its spectrum extends below ElO .

6

Let us impose that in the limit p — 0 the following equation be satisfied:

B2, d2 1d h2m?2
S (e T = F 1
5 (545 55) + e | REm(s) = B Rl )
with Rg m,(p) = p*m:
h2 h2
_ _1 sm—2__ _ 2 Sm—2 E Sm __
2% m(Sm )P 2% (5m )p P 0
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2 2

Dividing by p*»~2 and taking the limit p — 0 one finds s2, = m?: only
the solution with s, = |m/| is finite at the origin.

For m = 0 the second solution Sg ,—o(p) of equation (1) has, for
p — 0, the asymptotic behaviour Sg..,—o(p) = log p (see also point c).

The asymptotic form of the equation for the reduced radial function is
obtained by neglecting the centrifugal term o p~2; putting k = /2uFE /h,
one has:

h? a2
_ﬂ dT)QuE’m(p) ~ FEugm(p) = upm(p) = asinkp+ Gcoskp =
asinkp + Bcoskp

NG

If the solution is regular at the origin, xy”(z) and zy(x) vanish at = 0,
so y'(0) = 0 and, the equation being homogeneous and of the second order,
the solution is determined up to a multiplicative factor.

The second solution, usually denoted by Np(z) (named Bessel function
of the second kind), can be found by the method of reduction of the degree
(see Problem 6.22) and diverges at the origin as logx.

RE,m(p) ~

Putting = = kp and having in mind that d/dp = kd/dz, the equation for
the radial function yp(x) = Rg m=o(x/k) writes:

yp(x) + %yb(x) +yp(z) =0

that (after being multiplied by z) is the Bessel equation; the only so-
lution that is regular at the origin is therefore yp(x) = Jo(z), whence
RE,m:O(p) = Jo(kp)

11.7

a)

The ground state must have L, = 0: indeed, in analogy with the three-
dimensional case (Problem 11.5), one has H|n,| < Hjp)4+1. The equation
for the states with m =0 is
R od?2 14
—(—+-—)Rem= =FERp m= , REg m= =0.
o (dp2 + p dp) Bm=0(p) Bm=0(p) Em=0(a)
As (see Problem 11.6) Rpg m=o(p) = Jo(kp), one must have Jo(ka) =0
and, as a consequence, for the ground state, ka = x; where z; ~ 2.40 is
the first zero of the Bessel function. Therefore:

R h?
Ey = = ¥ ~58 -
24 24 a? 24 a?
Since the cross section of the guide is circular, it is convenient to write
the Schrédinger equation for the stationary states of the particle in
cylindrical coordinates p, ¢, z. The factorized solutions vg(p,d, z) =
R(p) P(¢) Z(=) satisty the equations:
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Z"(2)+ k2 Z(2) =0, k. eR
D" (p) +m2*d(¢p) =0, m €N

Red2 1d o m?
— (—+4+>——-—)Ru(p) =EPR, Rn(a)=0
3 (32t 5 ) B0 = B Rale), Rale)
where Eff) are the energy levels for a particle constrained within a circle
of radius a. As E = E,(LZ) + h2k§/2,u and the threshold energy FEy is the
minimum of E, one has k, =0 and:
n o, h?

= ~ 5.8 .

241 a? 71 24 a?
The threshold energy for a guide with square cross section of edge 2a is
(see Problem 10.4):

t

h? 2 2 K2

S 2 2 C

= — (1 1°) ~ 4. E- ~58
(17 4+ 17) 9 5ca? < E;

b 2ua? 4

The inequality ES < EC follows from the observation that

EP and EF are the lowest eigenvalues of the Hamiltonians / \
Hs and Hc for a free particle constrained respectively in
a square and in the circle inscribed in the square, and from k /
the fact that Hg < Hc: indeed He can be obtained by

first adding to Hg the potential that is vanishing within the circle and
equals Vj > 0 in the region bounded by circle and square (see the figure),
then letting V) — oo.

2ua?

A guide of circular cross section, whose area is 4a?, has the radius b =
a \/4/7 and therefore the threshold energy:
o B o7 h?

EC = gl ~45—— < ES.
¢ 2,uoa24:171 2 a2 ¢

8

Let us impose that in the limit » — 0 the following equation be satisfied:

n* 1 a2 R2(1+ 1)
—% ; @ (’I" REJ(’I")) —|— W RE)l(T) + V(T) REJ(’I") = EREJ(T)
with Rg,(r) =
2 2

h
_ 1 s;1—2 v 1 s;—2 —E S1 .
m51(5l+ )r —|—2ml(l+ )r + (V(r) )r 0

Dividing by 7**=2 and taking the limit » — 0 one obtains:
sisi+ ) =11+1) = s=1, ss=—-(1+1)

where only the first solution is acceptable, for Rg;(r) must be finite at
the origin.
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The wavefunction v (r) is the product of three one-dimensional normal-
ized Gaussian functions, so it is normalized and the mean value of the
kinetic energy is three times that for a particle in one dimension with
Gaussian wavefunction: from Problem 5.17 one has:
B2 3R’
2m  4dma?
Equivalently: (1) is the wavefunction of the ground state for a isotropic
three-dimensional harmonic oscillator with angular frequency w = h/m a?,
therefore the mean value of kinetic energy is a half of the total energy
EO = %le

The mean value of the potential energy is

— 2,21 4 < 2
V:—%/e_r /07 Zp2 qrdQ) = — A / e ¥ rdr=— A
(vVra) ' vralo v

_3nr 2)
~ 4ma?  /ma

h(a) has a minimum at a~' = 4\m/(3y/7 h?) with value —4\>m/ (37 h?)
that is, therefore, an upper bound for Ej. The exact value can be obtained
from the energy of the ground state of the hydrogen atom, provided e? is
replaced by \: Eg = —\?m/ 2h?%; so the upper bound found above equals
(8/3m) Ey ~ 0.85 Ey , i.e. 15% higher than the exact result.

H = h(a)

¥o(7) is a wavefunction belonging to the first excited level (energy 5hw)
of the three-dimensional harmonic oscillator with w = h/ma?, so the
mean value of the kinetic energy is 5h° /4ma®. The mean value of the
potential energy is
— e 4
V = -AN?%? / e pdr = —
0 3ﬁa

— 5h° 4N 16A%m

(a) dma® 3ma =t 457 h*

As EY | = —A\?m/8h? (the first excited level in the Coulomb field), the
upper bound found above equals 0.91 Ef_, .

11.9

a) The asymptotic behaviour at the origin determines the value of [ (see

Problem 11.8), whereas the number of zeroes for p > 0, given by n—1—1,
determines the value of n; in addition, the coefficient « is 1/n. Therefore:

Ry, =R31, ag=1/3; Ry=Rap, ay=1/2; R.= Ri, ac=1;
Rd:Rz,l, Ozdil/Q; Re:R372, ae:1/3; Rf:Rg,o, af:1/3.

Those with the same [ and different values of n are orthogonal: indeed,
the corresponding reduced radial functions wu,;(r) = r R, ;(r) satisfy
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the same Schrédinger equation, but with different eigenvalues. Otherwise:
while )y, 1, with different values of [ are orthogonal thanks to the or-
thogonality of the spherical harmonics, those with the same value of [ are
orthogonal only if such are the radial functions.

The transformation §; = Z~'q;, p; = Z p; is a canonical transformation
(see Problem 5.6), therefore Z='q; = U q; U, Zp; = Up; U~ whence:

~(Zp)? ZeQ_U<13’2 Z e?
2m r/Z T \2m T

Z°Hyy = 2Vt 5 BO = 2B,

To pass from the normalization with respect to the measure p?dp to that
with respect to the measure r2dr = aj p? dp, the wavefunctions must be
multiplied by as /2, regardless of the value of Z.

One has |E?)) = U= EZ=Y), therefore:
O @y, w) = (29,2 | BP) = (2,y,2 | U | BEZZY)
and, since U |x,y,z) = Z3/?|Zx,Zy,Zz) (the factor Z3/% comes
from imposing the Dirac delta normalization: see Problem 5.14), one has
W (x,y,2) = 232" (2, Zy, Z2).  So:

ma = (2)

ap

3/2 Z\3/2 1 Zr
2 —Zr/aB, R — (_) 2_ —ZT/Q(LB,
P fzo(r) ap 2v2 ( ap )e 7
3/2 Z’I" e—Z7'/2aB .

RBan(r) = (g) 2V/6 as ’

etc.

10

1:N2/|w(r; a)|2r2drdQ:NQaB/\f(§)|2£2d§dQ = Noa %2

Having in mind that d2f(¢)/dr? = a=2d%f(£)/d€?, one has:

}3‘_2 . 2 1 1 d? (ff(f)) 3 2 RS!
%__—N /f f a2 d§2 fdfdﬂ—;y c1 > 0.
Likewise:

W=—AN2/|f(§)|2a*S§is a3§2d§d9:—%, e > 0.

The mean value of the Hamiltonian in the states of wavefunction ¥ (r; a)
is

th(a):z—;f%7 c1, cg >0

and, when s > 2, for a sufficiently small, h(a) takes arbitrarily large
negative values. This means that the spectrum of the operator H when
s > 2 extends to —oo: this situation, lacking of any physical significance,
is described as “fall of the particle in the centre” (see also Problem 12.11).
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To start, let us limit ourselves to the case of the energy levels with [ = 0:
the Schrédinger equation for the reduced radial function wu(r) is that of
a particle in one dimension subject to the potential V(x) = —\/2® for
x>0 and V(z) = oo for <0 and, thanks to the condition «(0) = 0,
the levels are the odd levels of a particle subject to the potential V(x) =
=A/|z]® for —oco < z < 0. Since V(z) < 0 and V(z) — 0 for x — oo, for
E < 0 the Hamiltonian may only have discrete eigenvalues; furthermore,
the inscribed rectangular well of width 2a has depth Vp = A/a® and,
owing to the fact that Vya? = Aa®?~® grows indefinitely with the growing
of a, the number of bound states is infinite for any A >0, 0< s < 2.
What is relevant for the above result is the growing of Aa?~* with a,
therefore the behaviour of the potential for r» — oo: so the same result
obtains for the states with [ > 0, because for s < 2 the centrifugal
potential does not change the asymptotic behaviour of V(7).

11.11

a)

The Hamiltonian is (see Problem 9.10):

P’ =
H=_—+V(r)—L-&

L V)~ L,
and, taking the z axis parallel to dJy, it commutes with E27 L. and with
the space inversion operator I that, in the case of one single particle, is
a function of L?2. As a consequence, the energy levels are characterized as

| E,l,m") and, for a generic potential V(r), are nondegenerate.

Taking the z axis parallel to 3 , the Hamiltonian is

ﬁQ
H= o +V(r)—qEz
and commutes with L, and with the space inversions with respect to the
planes that contain the z axis, e.g. the inversion I, with respect to the
plane * = 0. As I, L. I;' = —L., the energy levels are characterized as
| E,m’) and, due to I, | E,m’') o« |E,—m’), the degeneracy of all the
energy levels with m’ # 0 is (at least) 2 (see Problem 10.5).

11.12

a)

If 7, 75 denote the coordinates of the two nuclei, ¥ = 75 — 7} and one
has (u is the reduced mass of the two atoms):

YEim(T) = Rei(r)Yim(0,0), up,(r) =rRg,(r)

n: o, B2+ 1)
—ﬂ U’E,l(r) + V(T‘) + W
In the case of graph 2, the region of the ‘small oscillations’ is narrower and
more distant from the origin than in the case of graph 1, therefore in that

region the variation of the centrifugal potential is smaller.

ug(r) = Eug,(r), ug,(0)=0.
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If the domain of r is extended down to —oo, the Schrodinger equation
for the reduced radial function ug(r) is, up to the additive constant
V(ro) + B21(1 + 1)/2ur3, the equation for a one-dimensional harmonic
oscillator with the coordinate x = r — rg, therefore the energy levels are:
V'"(rg) 1 h?

(v+3)+ I(1+1) v, l €N
7 20 2urg
and the degeneracy is 2[4+ 1: —I < m < [. The extension of the domain of
r down to —oo is equivalent to ignore the condition ug ;(0) = 0: putting

€2 =h/pw = \/R*/uV"(ry), for the stationary states 1, (x) of the oscil-

lator with v not much bigger than 1 one has ¢, (—7g) o e~70/260 that, if
the condition (2) given in the text is satisfied, is practically vanishing. As:

1
A=E,;—Ey;=h\/V'(ro)/p, B= 5(Box = Eyo) = h?/2urd

condition (2) is equivalent to A > B.

E, ;= V(To) +h

)

13 We shall use the notation of Problem 11.12.

The dimensions of the molecules are given by ¢, i.e. the distance between
the nuclei at equilibrium. One has:

h 1 hce
ro ~ = ~0.66, 0.92, 1.02 A
0 \/QMB 21 2('[1/ 62) B
respectively.

The amplitude of the small oscillations is of the order of /v &, with,
as in Problem 11.12, §, = +/h/pw:

L he 25 009, 0.11, 0.12 A
= —————==r104/— ~0. . . .

o /F 2 A 0 A ) )
It is not possible to give an estimate of the dissociation energy, as we do
not know V(r).

AFEt[cm™] = 2B = Ailem] = 1/AE,o[em™!] = 0.012, 0.024, 0.030
and likewise:

AErotvib [Cm_l] =A+2B =

Aot vib[em] = 1/AE,orvip = 2.45 x 107%, 3.39 x 107, 3.83 x
Since the purely rotational lines fall in the far infrared, they

are of more difficult observation than the roto-vibrational
ones, that fall in the nearer infrared. For the latter, indeed,

the available spectroscopic precision is such that FE;; —
Epo = A+ 2B can be distinguished from FE;, — Ey1 =

A + 4B: as a matter of fact, the rotational structure is ob-

served only inasmuch as superimposed to the purely vibra-
tional one.

€o

0%,

I~

-—br—
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¢) Since rg is much greater than the range of the nuclear forces, the potential
V(r) between the atoms is purely electrostatic in nature, so it does not
appreciably vary when the hydrogen atom is replaced by a deuterium atom.
As a consequence, the most relevant correction to the energy levels comes
from the variation of the reduced mass: as (see Problem 11.12) A o< 1/\/pt
and B o 1/u, one has:

o 35x 1/(35+ 1)
Ap = Ay [P = 2907 — 2907 x ,/ —2084
D= A “\/ 35 % 2/(35 + 2)

37
Bp =By ™ —208x 2L =107,
KD 72

Then it appears that, going from light to heavy isotopes, the distance
among roto-vibrational lines, that is proportional to B, decreases.
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Perturbations to Energy Levels

Perturbations in one-dimensional systems; Bender—Wu method for the

anharmonic oscillator; Feynman—Hellmann and virial theorems;

no-
crossing theorem”; external and internal perturbations in hydrogen-like

ions.

12.1 Consider a particle of mass m constrained in the segment —a <z < a
and subject to the repulsive potential V(z) = Ad(z), A >0.

a) Consider V(z) as a perturbation and calculate the first order corrections

AEél), AEF) to the energies of the ground state and of the first excited
state.

b) Show that the result entails the existence of a value of the coupling con-
stant A such that the first two energy levels are degenerate. Say whether
this is acceptable.

¢) Find the exact energy of the first excited level for any value of A\ and show
that the equation that determines the exact energy of the ground state is

2
tanka:—ﬁika7 k:,/w.
mAa h

The solution of the above equation is given by the intersection of the curve
y = tanka with the straight line y = —(h?/m \a) ka. Exploit this fact
to illustrate, with the help of a graph, the behaviour of the lowest energy
level Ey(A) for A from 0 to +oo.

d) Let to(x, A) be the eigenfunction corresponding to the ground state.
Prove that limy_ %(0, A) = 0. Find the eigenfunctions of the Hamilto-
nian corresponding to Ep(A = 00) and Ej(\ = 00).

12.2 Consider a particle of mass m = 0.51 MeV/c? (i.e. the mass of the
electron), in a potential well:
Vie) = ) 2] <a, Vo=6eV a=14A
0 |z] > a.

a) Say how many bound states the Hamiltonian admits and numerically cal-
culate their energies.

E. d’Emilio and L.E. Picasso, Problems in Quantum Mechanics: with solutions, UNITEXT, 231
DOI 10.1007/978-88-470-2306-2_12, © Springer-Verlag Italia 2011
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On such a particle the following positive definite perturbation acts:
V'(z) = Xd(x —b), A>0, —a<b<a.

b) Say for which value of b the first order correction AEél) to the energy
of the ground state is a maximum and calculate it numerically for A =
1eV A . For which values of X is the result acceptable?

¢) Say if there is a value of A above which Hp + V' has no more bound
states.

12.3 Consider two noninteracting particles, both of mass m = 0.51 MeV /c?
and coordinates x1, xo, in a potential well:

V(e) = —Vo lz] <a, Vo=6eV, a=14A
0 |z] > a.

It is known (see Problem 12.2) that, for the single particle, V(z) gives rise

to two bound states Fy and Fj.

a) Write the Hamiltonian H, for the system consisting of the two parti-
cles and find the bound states, the eigenvalues they belong to and their
degeneracies.

)

Consider the “exchange operator” II defined, up to a phase, by:

Do I =xy, Opy I~ =py, Haxll ' =ay, Hp 1" =p;.

b) Show that Hy commutes with I7 and that it is possible to choose IT in
such a way that its eigenvalues are +1 and —1.

¢) Find one or more observables that commute with Hy, but not with ITI.
Use this result and explain the degeneracies found in a).

Assume now that the particles interact through the repulsive potential:

V' (z1,22) = (21 — 22) A>0.

d) Prove that H = Hyp+V’ commutes with II. Is it still possible to guarantee
the degeneracies found in a)?

e) Treating V'’ as a perturbation to the first order on Hy, prove that the
discrete eigenvalues of H = Hy+ V' are nondegenerate. May one say that
the found sequence of the energy levels is the same (to the first perturbative
order) for any short range potential? (V'(|z1 —z2|) # 0 for |21 —x2| ~0).

12.4 The Hamiltonian of a particle in one dimension is

2
p 1 2 1 ;2 1 ;2

H=X kP +-KP=Hy+ =k k>0
om Tt T gha ot R -

and consider the term %k’ q? (for suitable values of k’, see below) as a per-
turbation to Hj .
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a) Calculate the first order corrections AEr(ll) to the eigenvalues E,(LO) of Hy.

b) Calculate the second order correction AE(()Q) to the energy of the ground
state.

¢) Compare the obtained results with the exact eigenvalues.

d) Say in which conditions the first order result may be considered satisfac-
tory.

The perturbative series is (most of the times only formally) the expansion of
the eigenvalues in a power series of the parameter that defines the strength of
the perturbation.

e) Find the radius of convergence of the perturbative series in the complex
variable z = k'/k.

12.5 The Hamiltonian of a one-dimensional harmonic oscillator subject to

an external constant force F' is

o1
H = +-mw?¢>—Fqg=Hy— Fyq.
2m = 2

a) Find the eigenvalues and the eigenfunctions of the Hamiltonian H .

Let us now consider the term —Fgq as a perturbation. We want to calculate
its effect on the unperturbed levels of the oscillator by means of perturbation
theory.

b) Say at which orders of perturbation theory does the generic energy level
receive a contribution from the perturbation and calculate them.
¢) At which orders does perturbation theory give a contribution to the wave-

functions v, (z) of the exact eigenstates?

The expressions of the corrections of the third and fourth order to a nonde-
generate energy level E,, due to the perturbation V are, if AES) =0,

Vna Vab %n
AEP) =
" Z (Ea - En)(Eb - En)

a,b#n
Via Vab Ve Ve ’V
AE7(14):_ na Yab Vbe Ven B AE(Q y -
a,bgn(Ea — B, (Ey — En)(E. — Ey) (;L E)?

d) Verify that the third and fourth order corrections to the energy of the
ground state, due to the perturbation —F¢, are vanishing.

12.6 Consider the one-dimensional harmonic oscillator whose unperturbed
Hamiltonian is Hy and:

2 1 m2w3
=2t ome? P rggt = Hot+n
2m = 2 h

EHO+H/.
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a) Find the dimensions of the coupling constants g and ~.

b) Give the selection rules for the matrix elements of the perturbation H'
between the eigenstates of Hy: i.e. establish necessary conditions on n’ and
n’ such that (n” | ¢* | n’) may be nonvanishing.

Consider H’ as a perturbation on Hj.

¢) Find the first and second order effect of the perturbation H’ on the ground
state. Is the result meaningful when g <07

d) For v =0.1 and in units of %w, calculate the energy of the ground state
corrected up to the second order; compare it with the value Ey = 0.559 7 w,
obtained by numerically integrating the Schrodinger equation.

12.7 Consider the one-dimensional harmonic oscillator of mass m and an-
gular frequency w perturbed by the potential:

V(x) =ga* e /Y

where b > a = y/h/mw . It is intended to describe the situation in which the
perturbation is g #* in a region much larger than the characteristic length a
of the oscillator, and rapidly tends to 0 for |z| — oo.

a) Calculate, to the first order, the effect of the perturbation on the ground
state of the oscillator. Say whether, within the limits of applicability of
perturbation theory (|g| < ---), the result is meaningful both for g > 0
and for ¢ < 0.

b) Show that for b/a — oo the result relative to the perturbation gaz* of
Problem 12.6 is recovered. If b = 10a, what is the fractional difference
with respect to the case with b =007

Certainly it is more meaningful to describe the situations when the perturba-
tion is ga* in a region |x| < b>> a, by means of the potential:

V(z)=ga* f(z/b), f(&) = { 1/54 EI § 1

so that V(z) is constant for |z| > b (absence of forces).

¢) How is the spectrum of the Hamiltonian H = Hy+ V (q) (discrete and/or
continuous)?

d) Show that for b — oo the first order correction to the energy of the ground
state of the oscillator converges to that relative to the perturbation gz?*.

12.8 Consider the one-dimensional harmonic oscillator whose unperturbed
Hamiltonian is Hy and:

2 2
g P mw

2 3 — /
+ =Hy+ H'.
B B) q g4q 0
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a) Find the dimensions of the coupling constant g and write H’ (as in Prob-
lem 12.6) in the form H’ = v --- ¢ (without useless numerical factors)
so that the coupling constant ~ is dimensionless.

b) Find the first order effect of the perturbation H’ on the unperturbed
energy levels.

¢) Calculate the second order corrections AE(()Q) to the energy of the ground
state.

d) Say which is the spectrum of the Hamiltonian and if the use of perturba-
tion theory is, in the present case, legitimate. What is the meaning to be
attributed to the results found in b) and c)?

12.9 Problem 12.6 has emphasized that presumably, in the case of the per-
turbation gg¢* to the Hamiltonian of the harmonic oscillator, the perturba-
tive series has a vanishing radius of convergence and, therefore, only a formal
meaning. However we have seen that the second order result is in good agree-
ment with the result obtained by numerical integration of the Schrodinger
equation. The problem requires to understand whether, pushing the pertur-
bative calculation to higher orders improves the agreement with the exact
result, or not. Bender and Wu (1975) proposed a method for the calculation
of higher orders that only requires the solution of algebraic equations and that
therefore, possibly using a computer, may be pushed to very high orders.

Consider the Schrodinger equation for an oscillator with anharmonic term
gx*, in the dimensionless form found in Problem 6.3:

S @M+ (58 +98)1EN =) fE7 720,

a) Set f(&7) =h(€;v)e /2 and show that h(&;7) satisfies the equation:
R' =260 —2vE'h+2(e(v) —3)h=0.
Show that, for v # 0, h(&;+) cannot be a polynomial in &.
To find the ground state fo(&;7v) = fo(=&;7v), fo(0,7) =1, one puts:
b= -3=) _an"  h(&) =1+ Bu(&)"
where B, (§) are even polynomials of unknown degree (B, (0) =0), and:
hi — 26 ho — 2y E'ho +280(1) ho = Y Cul€)7" =0.
With the above positions one has  (n>1, By({)=1):

—1
Co=B"—2B —2'B,_, + 2(% +3 Bk) .

b) Demonstrate (by induction) that from the equation C,,(§) = 0 it follows
that the degree of the polynomial B, (&) is 4n.
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¢) Determine Bj(€) and a; and show that fo(&7) ~ e & /2(1 4 v By (€))
has two zeroes for any value of v > 0; say whether €o(y) ~ 3+ a1 either
overestimates or underestimates the exact value.

d) Demonstrate that the knowledge of B;(§) and of a; for i =1 ---n—1
determines B, (§) and a,.

Limiting oneself to the first 9 (Bender and Wu calculated the first 75) orders,
one finds:
3 21 , 333 5 30885 , 916731 4

€o(7) = §+47_§7+167_ 128 ! 256
65518401 , 2723294673 . 1030495099053
T 1022 ! 2048 | 32768
54626982511455
65536 B

e) For v = 0.1, report in a graph the values of €y(y) to the several orders
n =0---9 and compare them with the ‘exact’ eigenvalue ¢, ~ 0.559.
Explain why pushing the calculation to higher orders is meaningless.

12.10 Let the Hamiltonian H(\) of a system depend on a parameter A in
a continuous and differentiable way. Assume that FE()\g) is a discrete nonde-
generate eigenvalue of H (o).

a) Demonstrate (Feynman—Hellmann theorem) that:
dE(X) dH (M)
— = Xo) | ——= o)) -
Dol = B0 T 1E0)
(Exploit E(A) =(E\) | H\) | E(A\)) and (E(A\) | E(A)) =1).
Show that, if H(A) = Ho+ AV, the Feynman—Hellmann theorem pro-

vides the well known expression for the first order correction to the eigen-
values of Hy due to the perturbation A V.

b) Show that, if E(X\g) is a degenerate eigenvalue, the above result is, in
general, false. Reformulate the theorem for the case when E()\g) is a
degenerate eigenvalue.

¢) Let H(Z) be the Hamiltonian of a hydrogen-like ion and consider Z as a
continuous parameter. Exploit the preceding result and calculate the mean
value of the potential energy —Z e?/r in the stationary states |n,l,m).

12.11 Let H(g;, p;) = >, p?/2m;+V (¢q) be the Hamiltonian of one or more
particles and consider the canonical transformation (see Problem 5.6):

Gi = A\qi , i =\"'pi; H(qi, pi) = H\gi, A\ 'pi).

a) Use the Feynman-Hellmann theorem (see Problem 12.10) to demonstrate
that the mean value 7' of the kinetic energy in any normalizable eigenstate
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|E) of H equals 3(E |, ¢ (0V/dq;) | E) (virial theorem). If V is a
homogeneous function of the coordinates of degree k (i.e. Y, ¢; OV/dq; =
kV ), find the relationships among the energy E and the mean values of
the kinetic and potential energy.

b) Use the preceding result and find the mean values of the kinetic and po-
tential energy in the states |n,l,m) of a hydrogen-like ion.

¢) Demonstrate that in no case the attractive potential V(r) = —g/r? with
g > 0 admits bound states with energy E < 0.

12.12 Let H(A) = Ho+ AV be a Hamiltonian and let Eq, E> two different
nondegenerate eigenvalues of H. Assume that the distance ’El —Eg’ is small
with respect to the distance from the other energy levels of the system.

a) Make use of perturbation theory for quasi-degenerate levels and show that,
if (E1|Via| Es) #0, for no value of A the two levels FEq(\), E3(\) can
cross each other: F1(\) # Ea(A).

b) Let |E;) and |Es) be eigenvectors relative to different eigenvalues of
some observable ¢ that commutes with H(\) for any value of A. Is it
possible that the two levels Ej(\), Fa(\) cross each other?

12.13 Consider a hydrogen atom in a static uniform electric field £

a) Say which, among the following operators, are constants of motion: EZ,
one or more components of the angular momentum E, the space inversion
operator I (z — —x, y — —y, z — —z and the analogue for p,,p,,p-),
space inversion operators with respect to suitable planes.

If the interaction between the atom and the electric field is considered as a
first order perturbation, it is known that the level n = 2 splits into three
levels, one of them being degenerate.

b) Could the residual degeneracy of the n = 2 level be completely removed
by the perturbation at the orders higher than the first?

Consider now the level n = 3 of the hydrogen atom.
c¢) Say whether for a field of intensity 10 V/em the use of perturbation theory

limited to the first order is reliable.

d) Use the results of a) and establish a priori what is the maximum number
of energy sublevels the n = 3 level may split into, due to the perturbation.

e) Write the matrix representing the perturbation for the level n = 3 in the
basis |n,l,m), after having ordered the elements of the basis in such a
way that the resulting matrix is a diagonal block matrix, with blocks of
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dimensions respectively 3, 2, 2, 1, 1: denote by A, B, C --- the matrix
elements that are not vanishing because of some selection rule and show
that the 3x 3 block has a vanishing eigenvalue; show that the corresponding
eigenvector is an eigenvector of the space inversion I.

f) Calculate the nonvanishing matrix elements of the perturbation, making
use of the radial wavefunctions given in Problem 11.9 and of the spherical
harmonics given in the solution of Problem 8.6. Eventually find the first
order eigenvalues originating from the unperturbed level n = 3.

12.14 A hydrogen atom, whose unperturbed Hamiltonian is Hy, is subject
to the perturbation (z, y, z are the electron—proton relative coordinates):

Vi h?
Vlz—gzy; Vo~ 1072eV, ap= 5
ag Mmee

a) Write V] in polar coordinates and say which conditions must Am =
m’ —m/" satisfy in order that the matrix elements (m’ | V3 | m”) are
nonvanishing (selection rule on L,: see Problem 8.8).

We want to study the first order effect of the perturbation on the first two
energy levels of the atom (n =1, 2).

b) Show that the matrix elements of the perturbation on the levels n =1, 2
that fulfill the selection rule on L, are indeed nonvanishing. Find, for the
first two energy levels of the atom, the eigenvalues to the first order and the
corresponding approximate eigenvectors: take advantage of the following
result:

2
(n,l,m=0]7r2|n,lm=0)= % [5n2 +1—3i(1+1)] a2.

12.15 When a hydrogen atom occupies the centre of a
cubic cell of a crystal consisting of alternatively positive and
negative ions, it is subject to the perturbation:

B2
mee?

Vo S
Vza—?)asyz7 (X, y,2) =F="Fe—Tp; ap=
B

a) Exploit suitable selection rules for V' to show that the effect of the per-
turbation on the levels n =1 and n = 2 is vanishing to the first order.

b) Exploit the invariance of the trace of a matrix under a change of basis and
show that the sum of the eigenvalues of the (first order) perturbation on
the states with n = 3 is vanishing (each eigenvalue is counted as many
times as its degeneracy).

In order to study the effect of the perturbation on the level n = 3, the use
of the Cartesian basis (see Problems 8.1, 8.2, 8.6 and 8.11) turns out to be
convenient: the first six vectors of this basis are the following:
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SR 15 zy SR 15 yz2

| D1,2) 1 2 fea(r),  [p2s) — o 2 ea(r),
SR 15 zx

1P31) = [ - 2 flae(r)

¢) Find three more vectors that complete the basis.

Since for each of the vectors of the basis there is at most only one vector such
that the matrix element of the perturbation between them is nonvanishing, it
is possible to arrange the vectors of the basis so that the matrix that represents
the perturbation consists of three identical 2 x 2 blocks and of an identically
vanishing 3 x 3 block.

d) In how many sublevels does the level n = 3 split into and which are the
relative degeneracies?

12.16 A hydrogen atom is at the centre of the cell of
a crystal consisting of equal atoms forming a rectangular
parallelepiped lattice with edges a, b, ¢ parallel to the axes
T, 9, 2.

a) Exploit the symmetry of the crystal lattice and write the
expansion of the electrostatic potential energy V(z,y, z) generated by the
lattice on the atom, up to the second order in (z, y, 2) =7 =T — T .

Consider the three cases: i) a=b=v¢, ) a=b#c, i) a#b#c#a.
Approximate V(z,y, z) with its expansion V() to the second order in z, y, z
(being the potential energy V(z,y, z) electrostatic, one has V(0) = 0).

b) For each of the above cases say which, among the following observables,
are constants of motion: L., L,, L., L 2 I, (the space inversion with
respect to the plane « = 0), I,, I, and what can be concluded, as a
consequence, on the degeneracy of the energy levels of the hydrogen atom.

Consider now V(?(z,y, 2) as a perturbation.

¢) Calculate its first order effect on the levels n =1 and n =2 when a, b, ¢
are all different (case 44i): for the states with n =2, [ =1 it is convenient
the use of the Cartesian basis (see Problem 8.2) or, which is the same
thing, the basis of the simultaneous eigenvectors of I, I,, I.. Use the
identity given in the text of Problem 12.14 and:
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(2,1,0]2%12,1,0) = 3(2,1,0[r*|2,1,0).
Let now a = b = ¢ (cubic crystal), and do not approximate V(z,y,z) by
V) any more.

d) Is it possible that V(z,y,z) completely removes the degeneracies of the
energy levels of the hydrogen atom?

12.17 Let us assume that the potential felt by the electron in the hydrogen
atom is not exactly Coulombic:

e? e?

i +V(r).

a) Let V(r) be of constant sign for r < a < ag and vanishing for r > a.
Consider V(r) as a first order perturbation. Say on which states, among
the ones with the same n, does the perturbation give rise to the more
sizable effect and, in the two cases V(r) 2 0, which is their sequence in
order of growing energy.

Let us now assume that the proton charge does not exactly equal (in absolute
value) the electron charge, but is ex (1 +¢).

b) Calculate both exactly and to the first order in V' (r) the energy levels of
the hydrogen atom and verify the compatibility of the two results.

Let, finally, V(r) = exh?®/(2mer?).

c¢) Calculate exactly the energy levels of the hydrogen atom and derive, from
their expression, the correction of order e. Use the found result to calculate
the matrix elements (n,l,m | 7=2 | n,l,m), where |n,l,m) are the
unperturbed eigenstates of the hydrogen atom.

12.18 Consider the ion C' consisting of the nucleus of the carbon atom
(Z = 6) and of only one electron (C", C"", --- respectively are the carbon
atoms that have been ionized once, twice, - --). Assume that the nucleus is a
uniformly charged sphere of radius R ~ 2.5 x 1073 cm (finite nuclear exten-
sion).

a) Draw a graph of the potential energy U(r) of the electron and write the
Hamiltonian of the system in the form H = Hy+V (r), where V(r) is the
difference between U(r) and the potential energy of the electron in the
field of the nucleus assumed pointlike.

b) Considering V(r) as a perturbation, calculate the first order corrections
AEﬁ), AE;? and AE;;): it is sufficient to keep the lowest nonvanishing
order in R/ag ~ 4.7 x 1075 (for the needed radial functions see Problem

11.9). What is the fractional correction to the ionization energy of c’'e
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¢) Taking into account that, presently, the spectroscopic measurements may
arrive at a relative precision of one part per 10'#4, say if and how the
degeneracy of the levels with n > 3 may be experimentally resolved.

Let us assume that the nuclear charge is uniformly distributed on the surface
of the sphere of radius R.

d) Establish a priori if, in this case, the corrections AE() are greater or
smaller with respect to the previous case and calculate those relative to
the states 1s, 2s and 2p.

12.19 An « particle captures a 4~ meson and gives rise to the mesic ion
He™t—p~. The mass m, of the meson p~ is about 207 times the mass of
the electron. Let p be the reduced mass of the system, which is in its ground
state.

a) Write the wavefunction 7,0,0(r) of the p~ meson.

b) Calculate the probability P(r < rg) of finding the g~ meson inside the
sphere of radius 7o = 10~ 2ay, where ag = I*LQ/mee2 is the electron Bohr
radius.

¢) Calculate the potential ¢(r) generated by the charge distribution p(r) =
—e b1 0,0(r)[? associated to the probability distribution for the position
of the p~ meson. Find, in particular, the asymptotic behaviour of the
potential ¢(r) for 7 > h*/ue? and numerically evaluate the fractional
difference between ¢(10~2ap) and the potential generated by a single
negative pointlike charge at the same distance.

The mesic ion He™— ™~ captures an electron in the ground state and forms
a neutral mesic atom He™™—p~—e™.

d) Calculate, in the approximation in which the finite extension of the meson
charge is neglected, the probability of finding the electron inside the sphere
of radius 10 2ag .

e) Calculate the first order correction to the electron energy levels n = 1
and n = 2, due to the finite extension of the charge distribution of the p~
meson, assuming that the latter is not perturbed by the electron.

12.20 There are several perturbations to the energy levels of the hydrogen
atom due to relativistic effects. One of these is the different form of the kinetic
energy:

=2

=22
Vm2et + p2c2 = me ¢ + A +0(%/c°).

2me  8m3c?

a) Calculate v/c ef (gﬁ/mgcQ)l/2 in the stationary states of the (nonrela-
tivistic) hydrogen atom.
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Consider the term —(p?)?/8m3c? as a perturbation and set:

e By @)
2me  r 8smd2 " 8mdc?

b) Estimate the order of magnitude of the fractional corrections the pertur-
bation causes on the levels F,,.

¢) Calculate the first order effect of the perturbation on the energy levels of
the hydrogen atom: the identity p? = 2m. (Hg+ ¢?/r) and (see Problem
12.17):

1

nlom|r 2 |nlm)= —0H.
il | T ) = s e

are useful.

d) Calculate the separation between the levels 2s and 2p both in eV and in
-1
cm” .
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12.1

a)

The normalized wavefunction of the ground state is

“+a
Yo(x) = % cos =2 AE(()I) :/ V(z) [1po(z)|* dz = 2 .

a 2a —a

The wavefunction ¢4 (x) of the first excited state vanishes at the origin,
whence AEF) =0.

The lowest level crosses the first excited one when \/a = Eio) - Eéo) =
3h?m2/8ma?. The result is not acceptable for two reasons: first of all,
the discrete energy levels of one-dimensional systems always are nonde-
generate; secondly, the crossing occurs for AEél) = E%O) — Eéo) and the
validity of the first order perturbative calculation is not guaranteed in this
condition.

The first excited level is not displaced: this holds true not only at first order

(AEF) = 0), but exactly: with a d—potential as a perturbation this is a
general result that applies to any eigenfunction ¢ g(x) of a Hamiltonian
Hy, such that ¢(0) = 0. Indeed, Ad(z) ¢ g(xz) =0 so that:

(Ho + )\5(96))1/@(%) = Hoyp(z) = EYp(z).
As for the ground state, that is an even state, let us put:
B sink(z + a) —a<zx<0
Yo(z, )\>_{—sink‘(x—a) 0<z<a (1)

and let us impose that the discontinuity of the logarithmic derivative be
2m \/h? (See Problem 6.18; note that in Problem 6.18 the potential is
—\4(x)); one obtains the equation:

2

mAa

tanka = — ka.
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&

=
7823

As k is determined by the intersection point \
between the tangent and a straight line with :
negative slope, proportional to 1/, the solu- |
tion lies between ka = 7/2 (for A =0) and \
ka = m (for A = o0), therefore the energy ‘
of the ground state starts, for A\ = 0, from ¢ =ka
h2r? /8ma?, is a monotonically increasing
function of A and asymptotically (ka — )
tends to Ey = h*n?/2m a? : therefore it does
never cross the first excited level, as it must
be.

Apart from the normalization coefficient that, from (1), is seen to be
bounded for any A, 1g(z, A) takes the value sinka at the origin and for
ka — m tends to zero. Otherwise: as the logarithmic derivative diverges
for A — oo and the derivative of (1) remains finite, 1o(0, A) must tend
to zero. The wavefunctions relative to the energy level, degenerate in the
limit A = o0, Eg(A =o0) = E; are:

Yo(z) = :

Ja ) () = % sin%

and their linear combinations: in particular ¢, (x) = %(1?0(@ + 1 (x)),
that is nonvanishing only for x > 0, and ¥(z) = % (vo(z) — 11 (x)), that
is nonvanishing only for = < 0. As a consequence, in the limit A — oo,
V(z) = Ad(z) behaves as an impenetrable barrier of potential.

sin —
a

2

It is known (see Problem 6.6) that a rectangular potential well of depth
Vo and width 2a possesses a number of bound states equal to the lowest

integer greater or equal to 1/2mVja?/ hz/(w/Q) ~ /3.1/(r/2) = 1.1
(\/2m Voa2/h? = \/(a/aB)2 x Vo/ (€2/2ag) ) So the system has two
bound states whose energies are obtained by numerically solving the equa-

tions, respectively for the ground and the first excited state (see Problem
6.11 and 6.9):

tang = /@mVoa2/h?) — €, —&/tane = \/@2mVpa2/1?) - €

where ¢ = ka = \/2ma2(Vy — |E))/h*.  One finds & = 0.97 and
& = 1.71 whence:

h? ar\ 2 e2
Ep = =(& tan&)? Imaz —(& tan&p)? x (3) —— ~ —4eV;

a/ 2ap
2

2m a?

By = —(&/tané;)? ~ —0.11¢V.
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b) If ¢g(x) is the normalized wavefunction of the unperturbed ground state,
one has AE((JU = X|tho(b) ? that is a maximum for b= 0. One has:
B B cos(ko x) 0<z<a
to(2) = Yo(-z) = A {cos(kjo a)e ro (@=a) r>a
where koa =& and & + (koa)? = 2m Vpa®/h?, whence:
2(k in(2k ! -
A2 = a<1—|— cos”(koa) | sin( Oa)) ~ 04247 =
Ko a 2ko a
AEMY = X |A]> ~0.42¢eV .
The first order correction provides an acceptable result until AE(()I) <
Ei—Ey~39eV = A< 93eVA.
¢) No: for any (finite) value of \, Fj is a discrete eigenvalue of Hy + V'
and since (see Problem 12.1) Ey(\) < Ej, there always exist two bound
states.
12.3
a) One has:
pi p3
Hy=— —= =H,+H
0 2m+V($1)+2m+V(ﬂf2) 1+ Ho

that is a separate variable Hamiltonian, with the following normalizable
eigenvectors: | Eg )1 | Eop)2 = | Eo, Fo) belonging to the nondegenerate
eigenvalue 2Fy; | Eg, F1) and | Eq, Ey ), both belonging to the eigenvalue
Ey + Ey; | Ey, Ep) belonging to the nondegenerate eigenvalue 2F;. In
the remaining stationary states at least one particle must be in a nonnor-
malizable eigenstate belonging to the continuous spectrum.

From the definition of IT one has:
ITH, I ' =H,, IIH, I '=H, = IHII '=H,.

Thanks to the von Neumann theorem, the operator I7 is a unitary operator
defined up to a phase factor; as IT? is a multiple of the identity: IT? = e'¥ 1,
by means of the redefinition IT — e '%¥/2IT one has IT? =1 whence its
eigenvalues are +1.

The operators H; and Hy (obviously) commute with Hy, but they
do not commute with I7. This explains the existence of twice degener-
ate eigenvalues of Hy: indeed, from I1 H; o ' = Hsy; it follows that
IT|E,, Evy) = | Ey, E, ), therefore, if E, # Ej, the level E, + Ep is
degenerate (exchange degeneracy).

One has:
6wy —x) [T =6(wg —w1) =6(x1y —22) = HHIOI'=H.
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The argument used above to explain the exchange degeneracy does not
apply in the present case: H; and Hs no longer commute with H . How-
ever, and this is a limit of the degeneracy theorem, one cannot exclude
the existence of further constants of motion that enable one to conclude
that the degeneracy is not removed by the potential V’. In several cases
perturbation theory provides a solution to the problem: if there exist rea-
sons for the persistence of the degeneracy, the persistence occurs also in
the framework of a perturbative calculation.

The only degenerate unperturbed level is that with energy Ey + E;. To
the first order, one must diagonalize the 2 x 2 matrix of the restriction
of the perturbation to the subspace generated by the vectors | Ey, Eq)
and | Eq, Ep). Since V' and IT commute, it is convenient to take the
(normalized) vectors:

1 SR,
|Ey) = 7 (| Eo, Ev) £ | Ev, Ep)) ==
1
7 (Vo(1) 1 (22) + 1 (21) Po(w2))
as basis vectors, for they are eigenvectors of II belonging to different eigen-
values (+1 and —1), so that the matrix of the perturbation is already
diagonal and its eigenvalues are:

AEL = (E4 |V" EL)
- g/|1/)0($1)1/11(332) + ¢1(x1)1/10(952)|2 §(z1 — @2) daydas

whence:

AB- =0, AB. =2\ [ o(o) ia(w) do > 0.

The state | E_) is an exact eigenstate of H (V'|E_) =0).

In general, if V'(|z1 — x2|) is the interaction potential, the difference
in energy between the states | E, ) and | E_) is given, to the first order
in V', by the exchange integral:

By~ B =2 [ [u3@) 61 (e0)] V(11 o] [vn(z2) 0§ (2)] drda.

If V' is a short range potential, the integrand has, in the region where it
is appreciably different from zero, the same sign as V’. Therefore, to the
first order, B, 2 E_ according to the sign of V.

4

One has AESY = 2k (n|q*|n). The term (n | ¢* | n) can be calculated
in several ways, for instance recalling that (see Problems 4.15 and 5.7):

1, 1 1 /K
- - _EO AED = -(—)E<0> .
(n|2kg® )= LEQ = ap® = L(5)g
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b) The expression for the second order correction is (w = \/k/m )

Z!ouwm! K202 )
5>0 E(O) 00) - 4 2w
k/2 T“L 2

=g (5=) loTm=ah?12)

(Y neltor 1 L5 R

¢) The exact energy levels are:

P k’
E,=(n+L)n ; —(n+ 1/1+

= B (14 56 /k) = 106/ /1) + O((K'/K) )

in agreement with the previous results.

d) In the present case, due to the knowledge of the second order corrections,
we can require that |AE,(«L2)| < \AE,(ALI)L namely:
1/7kN\2 1K ,
§<E> <3% T W<k

Usually, when the second order correction is not available, one limits one-

self by requiring that AEYY be much smaller than the distance of the
unperturbed level ESLO) from the nearest one which, in this case, equals
hw and leads to a too restrictive condition: (n + 1)|k'/k| < 1.

e) As E, « /1+ z, the radius of convergence of the perturbative series is 1;
the singularity at z = —1 is due to the fact that for k' < —k the system
has no more bound states: H, to which no physical meaning can be any
longer attached, should have a continuous spectrum from —oo to +oo.

12.5

a) The eigenvalues of H, calculated in Problem 5.11, are:

1 F?

E, = hw— = .
(n+3)hw 2 mw?

The eigenfunctions of H are obtained by translating those of Hy by

F/mw?: 2 — 2 — F/mw

b) Since the correction to the unperturbed eigenvalues is proportional to F2,
the only contribution must come from the second order: indeed, one has:

s#N

=—§—w(!<n|q\n+1>|2—\<n\q|n—1>!2)

n
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and, as Gnny1 =1V (n+1)R/2mw, ¢ -1 = —1\/nh/2mw, one finds
again the exact result AEY = —F? /2mw?.

¢) Since the exact eigenfunctions of H are obtained by translating those of
Hy by F/mw? (for example g(z) e’(m“’/%)(m*F/m&)Q), then their
power series expansion contains terms of any order.

d) AEél) = 0. As the only nonvanishing matrix elements of ¢ are gy 41,

AE(()?’) is vanishing (to go from 0 to 0 by steps of £1, an even number of
steps is necessary).

2 2 2
AE(4) — _p4 lq01 q12] _ |01 |q01] —0.
0 2(hw)®  hw . (hw)?

12.6

a) The dimensions of the coupling constant g are energy/(length)*, whereas
v is dimensionless and is, therefore, the parameter of the perturbative
expansion.

b) Recalling that the eigenvectors |n) of Hy have parity (—1)™ under space
inversion and that ¢* is even, the first selection rule is that n/ and n” must
have the same parity (parity selection rule: see Problem 6.1). The second
rule, that applies only to the harmonic oscillator, comes from the obser-
vation that, being ¢* o< (" —n)*, n’ and n” must differ by 0, +2, +4:

An=n"—n' =0, £2, +4.

c¢) To the first order: AE(gl) =g{(0]q¢*|0). It is convenient to calculate
(0]¢*|0) as the squared norm of the vector ¢?|0):

q= \/Q:W(?? =1); (77T_77)2|0>:((nT)2_nnT)|0>:\@|2>_‘o>

(n'n|0) =0=n%[0)),s

(1) 4 h ° 3
ABy " =g{0]q"[0)=3g | 5— ) =7hw.

To the second order:

4 4 2
AED — g2 <‘<0|2qhw2>| . ’<0|4QBCL4>| )

2 2
(01414 = (5o ) (019 14) =V (5 )
(01412) = (g ) (0106 =0)"|2)

In expanding (n' —7)* we only keep the terms that give rise to a nonva-
nishing contribution:
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(0] (" =m)*12) = =0 nn'n® +n*n'n+n’nt | 2)
=—(0] [n,0'* + %, n'ln+ 0] | 2)
=—(0]m*+20* + 3% 2) = —6V2

whence (0]¢*|2) = —6v2 (h/2mw)?, and:

21

If g < 0 the potential tends to —oo for & — 00, therefore the system
has no longer bound states: actually, if g < 0 the system would have a
continuous spectrum from —oo to +00, so the perturbative calculation is
meaningless.

1 3 21,
5 hw+ (17_ = )hw — 0.549 T w.

7

Let us use the Schrodinger representation:

Agg) = L /+Oo:r4 oot/ 41/6%) gy = 39 (i + i)_w
0 NZ R . da \a? = b2

3 a*b®

- 49 (a2 +b2)5/2
(for the calculation of the integral, see Problem 5.17). In this case, for
lg| < m?w?3/h, the result is meaningful: indeed, independently of the sign
of g, the Hamiltonian — even in presence of the perturbation — only has
bound states, so it is presumable (and it is true) that the perturbative
series has a nonvanishing radius of convergence.

lim b—5 =1 = AEY & § a’

b—oo ((L2 + b2)5/2 0 4 g ’
b 2\ —5/2 5 a?

(a2+b2)5/2—(1+(a/b)) _1_51)_2

so for b/a = 10 the relative correction is as large as 2.5 %.

At large distances the overall potential is — up to an additive constant —
that of a harmonic oscillator, so the system only has bound states, also in
the present case independently of the sign of g.

One has:

1 9 4 2/
AE(() ) :2W/0 zte™® /Y f(x/b)dx
whence, since f(z/b) < 1 entails that the limit b — oo can be taken
before the integration, the thesis follows. It is also possible to give an
estimate of the rate of convergence:



250 12 Perturbations to Energy Levels

29 Oofazz/a2 4(1_ 4 2|g| OOfav2/<12 401 4 2z
ﬁa/be 2*(1—(b/2)*)dz | < Jra be z* (1= (b/z)*) 5 dz

|g‘ &0 9 A —u/a? |g|a4 a2+b2 _p2 /a2
= (y* = b e v/ dy = ———¢ /e
Vrab [y VT ooab

that for b =10a approximatively equals (|g|a*/y/7) x 3.8 10743,

12.8

a) The dimensions of the coupling constant g are energy/(length)3. As
h/mw is the characteristic length of the harmonic oscillator, putting
g=vhw/(h/mw)?/? ~ is dimensionless and:

H'zvmw%/%q?’.

b) To the first order AEY (n|q®|n) =0, owing to the selection rule on
parity (¢* is an odd operator).

¢) To the second order:

(01 |5}’ |<0|q3|3>|2).

2
apf = L L (o1 Dl +
LTy e ;

The matrix elements (0 | ¢3 | 1) and (0| ¢3 | 3) can be calculated in
several ways: for example, from Problem 5.12 one has:

#10) = (_1)3(L)3/2(\/§|3)—3|1>)

2mw
whence:
11 ¢? o \3 11
AE(2) = —— —(—) - —— 2h .
0 8 hw\2mw 8 e

d) The potential is of the type ax?+ a3, therefore H only has the continu-
ous spectrum, consisting of nondegenerate eigenvalues, from —oo to 4o0:
it follows that the use of perturbation theory is not legitimate. However,
if (as in Problem 12.7) the perturbation is g only in a region of space
bounded, but large with respect to the characteristic length of the oscilla-
tor, and outside this region it stays limited, the result of the perturbative
calculation with g for the lowest energy levels provides in a simpler
way and to a good approximation the correction to the energy levels of
the system subject to the ‘physical’ potential.

12.9

a) If h(&;7y) were a polynomial, no term in the equation for h(§;~y) could
cancel £%h(&;~). Obviously this argument does not apply if v = 0.

b) The degree of & B!, namely of B,,, must equal that of £*B,,_1, i.e. it must
be equal to 4(n — 1) +4 = 4n.
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Let us put Bi(§) = a&? +b&* (B,(0) = 0). The equation C1(£) =0

writes:
B} —2¢ B} —2¢*42a; =0 = 4a&% 4+ 8b¢&*—2a—12062 426 —2a; =0

then:

3 1 3 1 .-
=-=, b=——; ==; ) A s e /24— 3y e — Y.
a 4 4’ ay 4’ f0(€77) 46 ( 75 Fyg )
The polynomial in &2 in parentheses has, for v > 0, a positive root;
therefore, to the first order, fo(£;) has two (symmetrical) zeroes, whence
(see Problem 6.3) % + a1y = % + %’y is greater that the exact eigenvalue.

d) Let us write the equation C,, =0 in the form:
By — 2B, +2a, = 26" By 1 —2(an-1B1+ - +a1By 1) .
As B, is an even polynomial of degree 2n in ¢? and B,(0) = 0, the
unknowns are the 2n coefficients of the polynomial and a,; in the right
hand side we have a known polynomial of degree 2n: one obtains a system
of 2n+ 1 linear equations (the right hand side also has the term ¢°) that
determine B, (£) and a,.

e) €9 =05
e =0.575
e® = 0.549
6(5) = 0.570 0.559 — ==
e® = 0.545
e® = 0.581
e® = 0.517 |
M = 0.650 l
¢®) = 0.336 ‘

|

€ =1.169 |
(the next terms are €9 = —1.279, ) = 6.615). It is evident that
the perturbative series is a series with alternating signs and rapidly di-
vergent coefficients (the asymptotic estimate given by the Authors is
an ~ (—1)"T1n!3"), so the partial sums, no matter how small the value
of ~, give rise to large oscillations: it is therefore meaningless to push the
calculation to high orders. There exists, in the present case, a way to find
in a unique way the function €p(y) starting from the divergent perturba-
tive series: this way is known with the name of Borel resummation of the
series, but it goes beyond the scope of our treatment.

12.10

2)

4 | E(A))| . One has:

Put |dyE(h)) = .



252

b)

12 Perturbations to Energy Levels
dE(X) B d _ dH(\)

+ (drxE(Xo) [ H(Xo) | E(Ao)) + (E(Xo) | H(Xo) | dxE(Ao) ) -

The last two terms give vanishing contribution thanks to:
(daE(Xo) [ H(Ao) [ E(Ao)) = Eo(drE(Ao) | E(Ao))

and:
LB B0 =0
dA o
If H(X\) = Ho+ AV, one has (dH(X)/d\),_, =V, therefore:
dH()) dE(N)
AEMD = (EY | AV | EY) = A (E° | —Z22 EYYy =22
(E°[AV | E) = A(E°| S| [E%) = A= .

If E()\g)is a degenerate eigenvalue and | E()\g)) is a generic eigenvector
of H(Xg), in general limy_», | E(N\)) # | E(X\o)) and, in the latter case,
|dyE (X)) does not exist.

The theorem is still valid for the eigenvectors |E,(A\g)) of H(Xo),
corresponding to the degenerate eigenvalue E()\g), that are the vectors to
which | E,(\)) tend for A — Ag: |EL(Ag)) = limy_y, | Eu(N)) (the
approximate eigenvectors of H(A) in the framework of the perturbative
theory of degenerate energy levels).

One has H(Z) = p*/2me — Z 2 [r, E,(Z) = —Z%*/(2nag) and, con-
sidering Z as a continuous parameter,

_ .2 27 2 -z 2
<nlm|Te\nlm>:—ﬁ = (nim| Te | nim) =2E,(Z).

a1

Since the transformation is a canonical one, H and H(\) = H(Aq;, A7 'p;)
have the same spectrum:
H|E)=E|E) = UMNHU '\ (UWN|E))=E(UWNI|E))

and, in particular, have the same discrete eigenvalues, that — as a conse-
quence — are independent of A. So:

o=(5| | 1E) =Bl (-, A4 Y 5) | B)

from which the thesis follows.
If V' is a homogeneous function of degree k, one has ). ¢; (8V/ 8qi) =
kEV whence 2T = kV . Since T +V = E, one has:
_ k — 2
24k v 2+k k#

For a hydrogen-like ion k = —1, so:
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=9 2 2
. P Z<e
{nim| 2Mme [ nim) 2ap n?
_ _ 72 72 02
V={(nlm| c |nim) =2E, = — 62~
agn

If a normalizable eigenvector of the Hamiltonian existed, from the virial
theorem 27 = kV with k= —2 one would have:

2T =-2V = E=T+V=0.
Alternatively:
H(A) = H(Agi, X 'pi) = A *H(qi, pi)

so, as H and H(\) have the same spectrum, if F is an (either proper
or improper) eigenvalue, also A\2E is an eigenvalue for any real \. As a
consequence H has only the continuous spectrum, but — possibly — for the
proper eigenvalue E = 0. The result holds for any homogeneous potential
of degree —2, provided H be well defined as a self-adjoint operator — this
does not happen, for example, for V(r) = —g/r? with g > h?/8m .

12.12

a)

Perturbation theory for quasi-degenerate levels consists in the neglect of
all the matrix elements of H(\) among the states belonging to the levels of
interest and the states relative to other energy levels; so, in conclusion, the
Hamiltonian is restricted to the space generated by the quasi-degenerate
states. In the present case it is necessary to diagonalize the 2 x 2 matrix:

H_ Ey+ AV A Vi Er(X) ‘

AVay Ey + A Vo T
that for no value of A is a multiple of the Es>(N) T~
identity if V12 # 0. So E1 ()\) 75 EQ()\)

b) As £ commutes with H(\) for any value of A
A, it commutes also with V', whence Vio =0
ind, provided Vi; — Vas # 0, the two levels intersect each other for
A= (B — E3)/(Vaz — V11).

12.13

a)

Let us take the z axis parallel to . The Hamiltonian of the system is
H=Hy+¢e&z, (x,y, 2) =T = 7o — Ty

where Hj is the Hamiltonian of the unperturbed hydrogen atom. Neither
L? nor I commute with z, whereas both L, and all the reflections with
respect to the planes containing the z axis do commute with H.
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To the first order, the two states with n =2, =1, m = +1 are degener-
ate. This degeneration is due to the fact that L, and the reflection with
respect to any plane containing the z axis, e.g. the inversion I, with respect
to the plane x = 0, commute with H, but I, L, = —L, I,: as a conse-
quence I, |E,m) < |E,—m) and all the states with opposite m # 0
remain degenerate, giving rise to energy levels at least twice degenerate in
any order of perturbation theory (see Problems 10.5 and 11.11).

The order of magnitude of the effect of the perturbation is nZap x e&,

that for n = 3 equals 4.5 x 10~*eV. This must be compared with the
distance between the unperturbed levels n = 3 and n = 4: Ey — F3 ~
13.6 x (1/9 — 1/16) ~ 0.66eV, so for n = 3 the perturbative calculation
may be considered acceptable.

The level n = 3 consists of three states with m = 0, two states with
m = 1, two states with m = —1 and, finally, one state with m = 2 and
one state with m = —2. Having in mind that any state with m # 0 is
degenerate with a state with —m, the possible maximum number of energy
levels is 3+ 2+ 1 = 6. However we shall see that, to the first order, there
are only five energy levels.

As the perturbation commutes with L, (and therefore (m’ |z |m”) =0
if m’ # m/"), we may order the basis vectors grouping those with the same

0 A 0
m=0:1=0,1,2 = efagx | A" 0 B
0 B* 0

where the selection rule on the space inversion has been used:
(llz|l)=0, (I=0]z|1=2)=0;

0 C
m==+1:101=1,2 = eé’aBX(C* 0);
m=22: (m==%2|efz|m==22)=0.

The 3 x 3 block has the first and the last row proportional to each other,
so it has one vanishing eigenvalue (the other two are +./[A[? + [B[?):
therefore the energy levels are five.

The (nonnormalized) state corresponding to the vanishing eigenvalue
of the 3 x 3 block is B[3,0,0) — A*|3,2,0), so it is an eigenvector of the
space inversion corresponding to the eigenvalue +1.

One has:
A:/ RS,O(r)aiRg,,l(r)ﬁdr/Yo’jo(a,qs) c0s 0 Y1.0(6, ¢) Q)
0 B

3
= WX = 2\6

€
V3
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B :/ R371(r)aLR372(r) r2d7“/Y1*70(9,¢) cos Yz 0(0, ¢)dQ
0 B
9v5 2
2 V15
€= [ Raa(r) = Raalv) e [ ¥7,(6.0) cos Y21 (6,0) a0
0 B

9v/5 1 9
—— X

2 N
Therefore the energy levels up to the first order are:

9v?2 —— m=0
m=20 : Es, EginxegaB; — m=%l

9 m=0, m=%42
m==1: E3+ - xefap (twice degenerate)

2 —_— m=+1
m=+2: Es. — m=0

.14

1 i . .
Ty = 57“2511120 sin 2¢ = fiﬁsin?a (e21¢ 76721¢>) =  Am =42

One has AE?) =(1,0,0| V71 ]1,0,0) =0 (Am = 0). The only matrix
elements with Am = 42 from among the states of the level n = 2 are
(2,1,1|V1]2,1,—1) and its complex conjugate:

Vo [~

2
<23151|VP1|271771>:7IZ R221(T)(L) 7’2d’f’
0 ag

X /Yl*l(ﬁ,gb) sin?0e? Y] (6, ¢) dQ

that is indeed different from zero as both the radial and the angular in-
tegrals are positive (Y1 11 = /3/87 sinf@e*?). The expression given in
the text coincides with the radial integral and equals 30a2; the angular
integration gives 4/5,s0 (2,1,1 V3 ]2,1,—-1) = =61V} and in conclu-
sion, for the level n = 2 the eigenvalues corrected up to the first order
and the corresponding approximate eigenvectors are:

1
Ei: [2,0,0), |2,1,0);  E;£6Vp: \ﬁ(|2,1,1>ﬁ:i|271,—1>).

15

For the potential V' the selection rule Am = +2 applies and, among the
states from the levels n = 1 and n = 2, the only matrix elements with
Am =42 are (2,1,1 |V |2,1,—1) and its complex conjugate; but V is
an odd operator, therefore also (2,1,1|V |2,1,—-1) =0.
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The trace of a matrix equals the sum of its eigenvalues; in the basis
|n,l,m) all the diagonal matrix elements of the perturbation are van-
ishing, due to space inversion.

The first three vectors given in the text correspond to I = 1, the other
three to [ = 2, so two vectors with [ = 2 and that with { = 0 are missing:
the latter is, in the basis |n,l,m),

1
|37070> Sj’ _RS,O(T) .

Var

The two missing vectors can be found by comparing with the spherical
harmonics expressed in terms of Cartesian coordinates (see Problem 8.6)
and are, for example, that with m = 0 and the one proportional to x2—y?
(as well as their linear combinations):

SR |5 r2—32
|372,0> — ]_6_71'7'—2R3’2(T),

1
V2

These three vectors generate a space that we shall denote by H®).

15 2 _ .2
(13.2.2)+(3,2.-2)) 55 (== ==F

Since all the integrals, whose integrands are odd in at least one of the
coordinates, do vanish, the only nonvanishing matrix elements are:

(PLIV IDag), (P2|VIDs1), (Ps|V|D12).
Therefore, after ordering the vectors in the following way:
|P1), [P23); [P2), [Ps1); [P3), [D12); H®),

the matrix relative to the perturbation consists of three 2 x 2 blocks and
of one 3 x 3 identically vanishing block. As:

A=(P1 |V [Daz) = (P2 |V |D31)=(P3|V |D12)
73V0\/5 22?22
- drna} rs

the 2 x 2 blocks, that have the form

R371 (T) R372(7’) dVv

A
A 0)°
So the perturbation has the 0 eigenvalue three times degenerate (whose
eigenspace is 'H(g)) and the eigenvalues +A, they too three times degen-
erate.

A € R, areidentical.

16

The lattice is invariant under the inversion of the single axes, so:
VO (2,y,2) = az® + By* +~ 2%

If a = b, the lattice is invariant under rotations by 90° around the z axis,
therefore a =0; if a=b=c, then a =3 =1.
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If « = 3 =~ all the observables given in the text are constants of motion:
in the latter case V(?) is a central potential and the eigenvectors of the
Hamiltonian can be classified as | E,l,m). The degeneracy on [ of the
hydrogen atom is removed and only the degeneracy 2/ + 1 on m is guar-
anteed.

If o= B # ~, the observables L., I, I,, I. are constants of motion;
the eigenstates of the Hamiltonian can be classified as | E, m ), degenerate
with |E,—m) (I, L,=—-L,1,).

If « #3 # v, only I,, I,, I. are constants of motion commuting
with one another, so the eigenstates of the Hamiltonian can be classified
by means of the eigenvalues w, , w,, w, of these operators (w; = £1)
and one must expect that all the energy levels are nondegenerate.

In the s (i.e. [ =0) states: 22 = y2 = 22 = 112, 50 that:

1
3

—_

AEY = (1,0,0| V® | 1,0,0) = —(a+ B+7)(1,0,0 [ 2| 1,0,0)

w

= (a+B+7)a.
Level n =2: V® has no nonvanishing matrix element between the state

25(]2,0,0)) and the states 2p (| 2,1,m )), that have opposite parity, so:

1
ABy]) = 3 (a4 +7)(2,0,0 77| 2,0,0) = 14 (a+ 5 +7) aj.

The states 2p, classified by w,,w,,w., are:

|+, +,—)=|n=2,l=1,m,=0),

|+, —+)=|n=2,1=1,m, =0),

|-+, +)=|n=2,l=1,m,; =0)

and in this basis the perturbation is diagonal (t_he terns wy, wy, w, are all

different). In the state with m, = 0 one has z2 = y2, so:

1 < sz 3L - .3 =
AEép?mzzo =az?+ By +y22 = §(a+ﬂ) (22 49?) +722

1 . _
@ +0) (r2—22) +~22 = [6(a+ )+ 187] af;
likewise:

AES), o= [6(a+7)+188)ad; AEY), _o=[6(8+7)+18a]d}.

The Hamiltonian Hy+V commutes with all the transformations that leave
the cube invariant (the cube group): rotations by 90° around each of the
three axes orthogonal to the faces, rotations by 120° around the diagonals
of the cube, inversions etc.: as the group of the cube is noncommutative
(indeed it contains the group of the square: see Problem 10.2), due to the
degeneracy theorem there must exist degenerate energy levels.
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A7

The potential V(r) removes the degeneracy on [. One has:
AE) = / R? )72 dr

and, since for 7 < ap one has R? (1) o 72!, the smaller [, the greater

|AE(1 | . Therefore the order of the levels with the same n is (E7(10) is the
unperturbed level):

V(’I“) <0: En,l:O < En,l:l < -0 < En,l:n—l < ET(LO)
V(T) >0: Er(LO) < Enyl:nfl < En,l:n,Q < e << En,l:O .

The exact energy levels are those of the hydrogen-like ion with atomic
number Z =1+ e€:

, e o2 o2
En(e) = —(1 ~ — - :
() (L+¢) 2n2ag 2n2ag ¢ 2n2ag

The first order correction due to the potential V(r) = —e x €2/r is (see
Problem 12.11):

e? e?
AEWM = (n,l,m | —e— | n,l,m) = —e 5

r n2ag

in agreement with the preceding result. In this case the degeneracy is not
removed.

Since V (r) has the same form as the centrifugal potential i[(I+1)/2mer2,
in the Schrodinger equation we put:
RPOII+1)+¢€) R +1)

1
— /—_ —
2me r? T 2mer? ! _2( 1+\/1+4l(l+1)+46)'

The well known calculation of the energy levels of the (unperturbed) hy-
drogen atom leads one to define the principal quantum number n as
n =17+ 1+ 1, where 7 is an integer number (the degree of the poly-
nomial that in the radial function multiplies r! e~"/7%8); in the latter case
it is sufficient to substitute [ with I’ = [ + Al and, as a consequence,
n — n + Al ; one obtains:

e2

2a5 (n + A2
Since Al =1"—1~¢€/(2] + 1), by expanding F,; one has:

En,l = -

2 2
B, ~— ¢ + € X c
" 2ap n? 2apn3(l + %)
whence:
xe—leET(lll):ex (n,l,m|r~2|n,l,m) =
2an3(l + 3) ' 2me

(n,l,m|r~?|nl,m) = (n*(+ %)a%)fl.
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12.18

a)

The potential generated by a charge uniformly distributed within a sphere,
for r < R, is given in Problem 1.1; for » > R the potential energy is
—Ze%/r. One has:

Z—)'Z Z€2

H=H : Hy =
o+ V(r); 0 e ,

ZLQJFZieQ 1r2 3
Vir)=9 r R |2R 2
0
R 2 2 2
a _ 2 Zew Ze(lr® 3
AEIS _/ORl,O(r)|: r + R (2 R2
R oz37ze2 Ze2/1 2 3\] , 274 ¢ [ R\’
~ 4— 74_7(,7_,) ridr = — — | —
o ai | T R \2 RZ 2 5 ag \ag
=31x10"%eV.

The ionization energy of C"is Z2-13.6 ~ 490 eV,so AE/E ~ 6 x 1078,

R 3 2 2 2 4 2 2
172° | Z A 1 A
AE;):/ = {e + = (35 —3)] r2dr =25 (R)
0

2a3 T 20 ap

r R \2 RZ 2 ag
=3.9x%x10"%eV.
ARy = /R214555T2 {Zre? M %2(% 1%22 - g)} rhdr = 1?260 j<f>4
0 B B B
=5.6x10"%eV.

The corrections AE™) we have found must be compared with the distance
FEy; — Ey ~ 367eV between the unperturbed levels: whereas for the levels
1s and 2s AE/E ~ 1077 + 1078 > 1074, in the case of the level 2p
AE/E ~ 10717 therefore (and the same conclusion applies a fortiori for
the levels with n > 3) it is at most possible to observe the (positive) shift
of the s energy levels with respect to the others that remain unresolved.

In the present case the potential energy U(r) of the electron is —Z e?/R
for r < R: the latter is greater than the energy of the electron in the field
of the uniformly charged sphere. As a consequence, also the energy shift
of the levels is greater. One has:

Ze?  Ze?
V(r) = { - "R rsko o

0 >

R 73 2 2 4 2 2
7Z° (7 Z 27
AEﬁ):/ 4<6_6>r2dr:6<R> —52x 1076V,
0

3 ag \ agp
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R 3 2 2 4 2 2
172° (7 A A4 R
AE&)Q/ (6_6>r2dr:e<) =6.5x10%eV.
0 12 ag

2a3 \ r R ag
R 5 4
AEO)g/ 120 o(Ze ZeN b, 20 (R
2P o 24 aj r R 480 ag \ ag
=13x10""eV.

Although increased, these values do not alter the conclusions of point c).
19

Let ay, = h?/ue?, where g~ 200m, is the reduced mass of the system
Het+—p~.
1 Z

Y1,0,0(r) = Ri,0(r) Yoo(0, ¢) = — ZN Py o7 r/a Z=2
1,0,0(r) = R1,0(7) Yo,0( Nﬁ)*m a e ) =z
n

Z\3 o .
P(r < 7"0) = <i) 4/ e—2Z7/au TQdT
0

au
=1— e 2Zr0/a ( 14+2Zro/ay + 2(Z7‘0/au)2>

and letting Z =2, ro/ay =102 u/me ~ 2, one has P = 0.986 ~ 1.

Due to Gauss’ theorem, one has:
1 /" e _
E(r) = 72/0 p(r')dv’ = — 3 (1 —e 47»/%(1 + 4r/ay + 8(r/au)2)) =

e 2N 4y e
=—- -4+ — (A ry~ —— for r>aqy.
o(r) ﬁe(ﬁau)e p(r) ~ == '
o(r) +e/r
e/r
The probability of finding the electron within the sphere of radius ro =
10~2ag can be obtained from the answer to question b), by replacing ay
by ap and putting Z = 1:

P(r<m)=13x10"°%~0.

~1.7x1073.
r=ag /100

In the approximation in which the distribution of the = meson is ‘frozen’,
it is legitimate to consider the Hamiltonian relative to the electron alone:

=2 2 ) 2
=P f&fe@(r): p fif62<l+z)e*4r/au_
2Me r 2Me T Toay

Owing to the results above, the main effect of the p~ meson is the screen-
ing of one unit of the nuclear charge, so we put:

=2 2 1 2
H=Hy+V(r); Hy = P V(r) = —€? (7 + —) e /o
2me r Tooay

and consider V(r) as a perturbation. Limiting the calculation to the lowest
nonvanishing order in a,/ap (see Problem 12.18), one has:
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<4 1 2 2 2

AE&% =~ —62/ — X <— + —) e~dr/an p2qp = — ° (%)
0

ag T oay 2ap \ap

~—3.4x10"%eV

~ 1 1 2 e a2
AEWD ~ _ 2/ (_ _) —ar/ay 2 :__(_u)
2,0 ¢ 0 Qa% ~ T‘+CLM ¢ e 16 ag \agp

~_—43x107%eV

whereas, for the p states, corrections smaller by a factor (ay/ag)? =~
2.5 x 107° are expected (see Problem 12.18).

12.20

a)

Use of the virial theorem is convenient: p2/2m, = —E, (see Problem
12.11),
(1 Timy = 2ol By = - 2B 0
n n)= n ny=— -
m2c? Me €2 2Me mec2  n2

where o = €2 /lic ~ 1/137 is the fine structure constant (see Problem 2.2).
Therefore v/c ~ a/n.

If one takes (p2)? ~ (15)27 one has AE,, ~ (v/c)?E,, whence AE,/E, ~
a?/n?.

The perturbation is rotationally invariant, so the selection rule Al = 0
applies and the degeneracy on m is not removed. One has:

_(32)2
AE(l)—<n,l,m\ (7 | n,l,m)

ml 8m3c?
1 €2\ 2
:_W<n7l7m|<H0+7> |n,l,m>
S B2+ 2Ba(n,1 1 bm)+ (mtm | S i )]
- 2mec2 n n n? 7m r n’ 7m n7 7m ’,”2 n7 7m
E? (2n?)? a? n 3
- 1+2x(=2) 4 —2) | _p —(———).
e 2 { 2D+ sy TP e T

Esp — By = (20%/3) E; = 1.2 x 1074 eV ~ 1em ™.

Since this is not the only relativistic contribution and, in addition, it is
essential to take into account that the electron has an intrinsic magnetic
moment, a comparison with the experimental data would be meaningless:
in any event the number just found is about three times the maximum
separation within the multiplet n = 2.
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Spin and Magnetic Field

Spin %; Stern and Gerlach apparatus; spin rotations; minimal interac-
tion; Landau levels; Aharonov—Bohm effect.

13.1 Consider a particle of spin % in the spin state:

|s) =al+)+08]-); e +167 =1,  o.]E)=%£[%).

a) Calculate the mean value () = (s | & | s) of the Pauli matrices & on
the state |s) and show that (&) is a unit vector.

b) Show that |s) is the eigenstate, belonging to the eigenvalue +1, of a
suitable component o, = & - n of the spin: find 7. Say whether, also for
particles of spin 1, any state is eigenstate of some spin component.

¢) Show that the mean value of & -7 in the state |s) (7 is an arbitrary
unit vector) is given by 7 -m.

d) Using the & matrices, write the operator P4 that projects onto the state
| +) and the operator P, that projects onto the state |s).

13.2 Consider a particle of spin % . We shall denote by |+) the eigenstates
of o,: 0,|£)==%|%x) and by | £7) the eigenstates of 0, =7 -n: o, | £
) = +| £ 7). The operator that effects, on spin states, a counterclockwise
rotation by an angle ¢ around the axis ¢ is (see Problems 8.3 and 7.13)
U(d, §) = e 1950 = 731972 — 1 cos(¢/2) — i - 6 sen(/2) .

a) In the particular case ¢ parallel to the z axis, calculate:
ol=U(z ¢)oiUTME, ¢)  i=1,2,3.
If | s) is an arbitrary spin state, find U(p, 27) | s).

b) Given |+n), |[+m) and 6 orthogonal to both 7 and 7, determine ¢ such
that U(9, ¢)|+n) = |+ ). Calculate the scalar product (+# |+ ), in
particular when n L m.

¢) Write |+ 7) in terms of the eigenvectors of 0.

E. d’Emilio and L.E. Picasso, Problems in Quantum Mechanics: with solutions, UNITEXT, 263
DOI 10.1007/978-88-470-2306-2_13, © Springer-Verlag Italia 2011
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13.3 The Stern—Gerlach apparatus is an

experimental set up in which a beam of /Vi
atoms endowed with magnetic moment (7=1) I

i = —gJ;LBj/FL (where ppg = eh/2mec ~ I

6 x 1072eV/G is the Bohr magneton and VB, |

g a cnumber) enters a region where there
is a magnetic field with a strong gradient in a given direction 7. The force
F, = [V([i . E)] ,, exerted on the atoms in the direction 7 spatially separates
the atoms that have the different values of the component J, of the angu-
lar momentum. If the different components of the beam are intercepted, for
example by either a photographic plate or by counters, the Stern—Gerlach ap-
paratus is an instrument that measures J,, and emphasizes its quantization.
The experiment performed by Stern and Gerlach in 1922 made use of a
beam of silver atoms that, in the ground state, have an angular momentum

J:%h and g; = 2.

a) Estimate the separation s between the beams after the atoms have gone
a distance d = 20 cm, having exited an oven at the temperature of boiling
Ag (T = 2485 K) with a kinetic energy FE. ~ kgT and |VB| = 105 G/cm.

b) Say how many spots are seen on the photographic plate in the case when
the Ag atoms that enter the region in which there is the magnetic field:
i) are totally unpolarized: statistical mixture {| J,=1%),%; [J.=—1) 1}
it) all are in an eigenstate of a component of J orthogonal to 7.

In figure on the right the poles of the magnet and the posi- z

tion of the beam travelling in direction of the x axis (orthog-

onal to the sheet) are drawn. If instead of atoms one uses

a bearrl of electrons, they are subject also to the Lorentz v
force F: as a consequence the force in the direction of the

field gradient exhibits an uncertainty AFL ~ e(v,/c) (0B, /dy) Ay due to the
spreading Ay of the wave packet in the direction orthogonal to the motion
and to the direction of the field in the region occupied by the beam (the z
axis).

¢) Let B = (0, By, B.) (divB = 0: 8B,/dy = —0B,/dz). The condi-
tion necessary to be able to observe the spatial separation of the beams is
AFY/|F,] < 1. Show that it requires Ay < A\ (Az = h/py ~ h/mevy ),
and that, even if this condition is met before entering the apparatus, cer-
tainly is not fulfilled when the electrons leave it, having gone a distance
d > A, in order to determine Ay(t), the approximation of considering the
electrons as free particles is acceptable. [The above argument was proposed
by Bohr and Pauli.]

13.4 Atoms of Ag (J = %h) are polarized (namely they are all in the same
unknown spin state) and are sent in a Stern-Gerlach apparatus. A first mea-
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surement provides the result that 50% of the atoms are deflected in the di-
rection of the field gradient (the z axis) and, obviously, 50% in the opposite
direction.

a) Calculate (o,). What can be said about the spin state |s) of the atoms?

A second measurement is performed, always on atoms in the same initial state
of polarization, but with the field rotated by 90° around the direction of the
beam. It is observed that 75% of the atoms are deflected in the direction of
the gradient of the field (y axis).

b) Is now the polarization state of the atoms completely determined? If not,
which states are compatible with the results of the measurements?

A third measurement is effected with the gradient of the field at 45° in the
y-z plane.

¢) What is the result of the third measurement? Is any further piece of in-
formation obtained on the polarization state of the atoms?

13.5 Free particles of spin % are prepared in the state:
|A)=al|rt)|[+)+B|Lt)|—), (rit|rt)y=(Lt|l,t)=1

where |r,t), |l,t) respectively are states of the particle travelling toward the
right and the left and the corresponding wavefunctions ¢, (z,t) and ;(z,t)
have, for any ¢ > 0, disjoint supports = > 0 and z < 0 (this is an approx-
imation); |+), |—) are the normalized eigenstates of ¢.. By means of a
Stern—Gerlach apparatus, able to detect the particles travelling towards the
right, measurements are made, for ¢ > 0, of the component & -7 of the spin.

a) If N is the number of the produced particles, what are the numbers N,
and N_ of the particles respectively detected in the spin states |+ 7)
and | — 7 ) ? What is the mean value of such measurements, i.e. relative
only to the particles revealed by the apparatus?

b) If we conventionally assign the value 0 to the result of a measurement in
which the particle is not seen by the apparatus, what is the mean value of
the results of such measurements? Which is the operator &8 = f(q,p, &)
corresponding to such an observable?

Now a second Stern—Gerlach apparatus, able to measure the component n of
the spin of particles travelling towards the left, is available. Let £ be the
operator corresponding to this observable.

¢) What is the mean value of the measurements performed by the instrument
consisting of both apparatuses (& = £'°ft 4- ¢right )?
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13.6 Neutrons (spin %, magnetic moment [ = p, 0, pn = —1.9eh/2myc

=-1.9-5x10"** erg/G ) travelling in the direction of the z axis with energy

E enter the region 0 < z < L where a uniform magnetic field B parallel to
the z axis is present. The Hamiltonian of the neutron is

=2 =2
p - B p

= —i-B= — B
2mnp H 2mn X(#) pm B

where x(z) equals 1 in the region where B # 0, and 0 elsewhere. Assume
that E > u,B, so that (see Problems 6.12 and 6.13) the wave reflected by
the region where B # 0 can be neglected (in such a case only the continuity
of the wavefunction must be required, not that of its derivative).

a) Find the eigenfunctions ¢, (z) and t_(x) of the Hamiltonian H belong-
ing to the eigenvalue F in the two cases in which the neutron spin is either
parallel or antiparallel to the magnetic field.

Let |a) be the (generic) spin state of the incident neutrons.

b) Find the spin state |b) at the exit of the region where B # 0 and show
that |b) is obtained from |a) through a rotation by a suitable angle ¢
around the direction of B. For which values of ¢ and, correspondingly, of
B, is the final spin state equal to the initial one?

The neutrons are now sent in a Bonse-Hart G
interferometer in which the magnetic field is )
present only in one of the two paths. The 82 /o Ssal

& |

interferometer is tuned in such a way that,
when the magnetic field is switched off, all
the neutrons arrive at counter Ci: the phase
difference between the two components of
the wavefunctions is, therefore, due only to the effect of the magnetic field
on the spin state. The semi-transparent mirrors have equal reflection and
transmission coefficients. Let N be the number of incident neutrons.

S1 S3

Y
Y

¢) Write the component of the wavefunction with support in the region be-
tween s4 and Cjp (see figure) and calculate the number N; of the neutrons
that arrive at counter Cj.

d) For which values of B do all the neutrons arrive at the counter C; ? Make
the numerical calculation with the data of the first experiment (Rauch,
Zeilinger et al. 1975): A\, = 1.8 A, L = 1cm.

13.7 Let the Hamiltonian of a particle in one dimension be

H = L(19—}”(96))2-

2m
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a) For the classical particle of energy E in motion in the direction of the -
axis, calculate the canonical momentum p(z) as a function of the position
of the particle and the kinetic momentum m ¢. For the quantum particle,
find the eigenfunction ¥ g(xz) of the Hamiltonian corresponding to the
eigenvalue F.

Consider now a particle in three dimensions, whose Hamiltonian is
1 2
—(p—=hVP(x,y,z
—(» (z,9,2))

b) Find the relationship between the canonical momentum p" and the kinetic
momentum m .

c) Prove that H is unitarily equivalent to the Hamiltonian Hy = $2/2m of
the free particle: U HyU ' = H. Find U:
quU_l = (i, UpiU_l =Pi — hai¢<x7y7 Z) .

d) The eigenfunctions % (7) = eiF™ of Hy are known. Find the eigenfunc-
tions ¥ g(7) of the Hamiltonian H.

13.8 A particle of mass m and charge —e subject to the potential V (i), is
also subject to a magnetic field B (7). Let ff(") be a possible choice for the
vector potential: B =culA. Iti is known that the Hamiltonian H is obtained
by replacing p with p'+ (e/c) A in the Hamiltonian in absence of magnetic
field (minimal substitution).

a) Find the velocity operators ¢;(g, p) and calculate the commutators [g; , ¢;]
and [¢;, q;].

b) Demonstrate that the Hamiltonians H) and H® relative to the two
choices Ay (F ), A5(7) of the vector potential, differing by a gauge trans-
formation Ay(F) = A,(7) + VA(F), are unitarily equivalent.

¢) Assume the solutions of the Schrddinger equation ihd, (7, t)/0t =

HW4y (7,t) are known. Find the solutions 15(7,t) of the Schrodinger
equation with H® .

d) Verify that the probability current given by:
O U2 EP R T . A T
JA) = =i g [0 (Vi 5 A)(E ) — (7 ) (V=i 7= A)u (7, )]
obeys the continuity equation:
div J'(7,t) + Op (7, t) /Ot = 0

and is “gauge-invariant”, namely independent of the choice of the vector
potential.

13.9 Consider an electron in a uniform magnetic field B parallel to the z
axis.

a) Show that the following vector potentials:
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— B -
Al(r)zg(izﬁ xz, 0)7 AQ(T):
A3(7) = B (0, , 0)

differ by a gauge transformatlon and that, for any choice among the three
potentials Al, Ag, A3, the z coordinate is separable in the Hamiltonian.

w|

(7y7a27x+a'170)7

From now on the motion along the z axis will be ignored and the system will
be considered two-dimensional.

b) Show that, if the magnetic moment associated to the spin is ignored, the
Hamiltonian in terms of the vector potential A;(7) = B AT takes the

form:
2

2
D D 1
B + 2;;6 + 2mewL( +y)) 4w, L. =Hy+w L,

H =

where wy, /27 is Larmor frequency (wy, = e B/2mec) and L, = xp, —y Dy
is the canonical (see Problem 9.10) angular momentum. Use the results of
Problem 10.6 and find the eigenvalues of H (Landau levels: see Problem
2.9) starting from the energy levels of the two-dimensional oscillator and
show that each eigenvalue has infinite degeneracy. Which is the separation
between two adjacent Landau levels?

Let us now consider also the interaction —fi .B between the magnetic field and
the intrinsic magnetic moment of the electron: @ = —g(e/2mec)§, §= % ha,
where ¢ ~ 2 is the gyromagnetic factor of the electron (actually g ~ 2.002).

¢) Write the Hamiltonian and find its eigenvalues first assuming g = 2, then
g>2.

13.10 Consider an electron subject to a uniform magnetic field B parallel
to the z axis. As in Problem 13.9, the motion along the z axis will be ignored.
The purpose of this problem is to derive the Landau levels and their degenera-
cies in a way that is independent from the choice of the vector potential. We
shall ignore the electron spin (that can be taken into account as in Problem
13.9).

a) Let x, y; vy, v, respectively be the position and the velocity of the elec-
tron at a certain instant, the electron being considered as a classical par-
ticle. Find the coordinates x., y. of the centre of the orbit described by
the electron.

b) Calculate the (quantum) commutator [z., y.] and show that wv,, v, ;
T, Yo constitute, up to a multiplicative factor, two couples of canonical
variables P, Q; p, q.

¢) Write the Hamiltonian in terms of the canonical variables defined above
and show that z. and y. are constants of motion. Find the Landau levels
and their degeneracies.
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d) Calculate the kinetic angular momentum of the electron with respect to
the centre of the orbit LX™ =m, (z — x.) v, — me (y — ye) v, and find its
eigenvalues.

To study the quantum Hall effect, suitable devices (heterostructures) are re-
alized in which the electron is confined, in the direction of the z axis, in the
ground state of a very deep potential well V(z) so that the motion of the
electron is two-dimensional in the x-y plane.

e) Let A be the area in the z-y plane of the device. Calculate the volume
(the area, in the present case) of the (classical) phase space associated
to the canonical variables p and ¢ defined above and use the result to
estimate (see Problem 2.6) the finite degeneracy of each Landau level for
A=1cm?, B=10*G.

13.11 Consider a particle of spin %, mass m, charge —e and magnetic

—

moment ji = —g(e/2mc)§, §= %I, in a uniform magnetic field B.

a) Take the z axis parallel to B and calculate the angular velocity by which
the spin precedes around the z axis.

b) Show that, if g = 2, the helicity operator ¢ -0 (U= 6) is a constant of
motion.

Assume that the particle (now ¢ # 2) enters the region where B # 0 with
velocity ¢ orthogonal to B and with the spin parallel to the velocity ' (state
with helicity h =& -0 =+41).

¢) Calculate the angular velocity of the particle and determine the angle ¢(t),
as a function of time, between the direction of the spin and the direction
o of the velocity.

In some experiments aimed at determining the “magnetic anomaly” a, =
1(g—2) of the p~ meson (mass m, = 207m, ), the 4~ mesons, produced
in the decay of the 7~ mesons, enter a magnetic field B = 1.45 x 10* G and
Wy = ¢(t) is measured. It is necessary to keep into account that the p~ is
relativistic: y(v) = 29.3, and therefore both the angular velocity and the spin
precession velocity are reduced by the factor y(v) (and the lifetime is dilated
by the same factor).

d) Knowing that T, = 27 /w (™" ~ 1.23 x 104, find a,.

13.12 Consider the system constituted by two particles of masses my, mo
and charges e; = —e, es = e, interacting through a potential V(q), ¢ =
|§1 — ¢2| . The system is subject to a uniform magnetic field B parallel the z
axis.
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—

a) After having effected the minimal substitutions p; — p; — (e;/¢) A(7;) with
A(F) = %B AT = %B (—y, x, 0), write the complete Hamiltonian H in
terms of the variables of the centre of mass @, P and of the relative
variables ¢, p"
= MG+ ma@e P Mmaop1 — M1P2 )

= —_— :_'4»_" T = g5 — g~ D —
Q M+ ma P1 T D23 q=41 —q2, P ML+ ma

Say whether H is separable: H . Hewm (@, ﬁ) + Hya(q, D).

b) Take the z axis parallel to B and let U = e 1¢B@Qy-0,Qx)/2hc  Write
the canonical transformation induced by U on the variables of the system
(Q: =UQ;U', ---). Show that H = U HU? is given by (M is the total
mass and p the reduced mass):

~ P2 eB
H=-— 1+ (gnP).
onr TN t)
=2 2122
p eBmo—mq , ., e’B 5 5
v Ly L NG N ce
+ [2u+ (a) + 2c mime p)2+8,u02 (¢ +4,)

and say whether the momentum P and Jor the velocity @ of the centre
of mass are constants of motion.

Assume now that the system is the hydrogen atom: V(q) = —e?/q (the spins
of electron and proton are ignored). Let my = me, mo = my,.

¢) Calculate the effect of the term (§A 7)., on the levels of 52/2u — €2 /q
for B = 10* G and say whether the neglect of the term quadratic in B
on the first energy levels of the hydrogen atom is legitimate.

d) Estimate the order of magnitude of the term (eB/Mc)(q, Py — g, P,) for
hydrogen atoms whose centre of mass has the room temperature thermal

velocity.
13.13 It is possible to realize an inter- G
ferometer for electrons similar to that of )
Bonse-Hart for neutrons (see Problem 3.4). 52 X sal/ lc
At the centre of the interferometer a long | | !
solenoid, of radius a and with the axis or- s 5

thogonal to the plane containing the trajec-

tories of the electrons, is present. The inter-

ferometer is tuned in such a way that, when the magnetic field inside the

solenoid is vanishing, all the electrons arrive at the counter C;. Let I be the

intensity of the beam of electrons (of energy E ), B the magnetic field inside
1

the solenoid, A(F) = §§ AT the vector potential inside the solenoid.

a) Show that the vector potential outside the solenoid (where B =0) is
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2 2
. . B
AF)= = BAF=—0

— ————(—y, 7,0 2| B.

Calculate the line integral of ff(F ) along the closed circuit s; — s3— 54—
89— 81.

Show that the wavefunction along each of the two paths v1 = s1— s3— s4
and v, = 51— s — 54 is given by:

U(x,y,z) = exp (i/(lz+(e/hc)g)~dz>, k=/2m.E/h

where the integral is taken from the point where the electrons enter the
interferometer up to the point (z,y, z), of the path it belongs to.

Calculate the difference of phase ¢ between the two components of the
electron wavefunction that arrive at s; from the paths «; and ~s; calcu-
late (see Problem 13.6) the intensities Iy, Iy of the electrons detected by
the counters C; and C,.

[The above effect has been predicted by Aharonov and Bohm in 1959.]
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13.1

a) (0s) =2Re(a*B), (o,) =2Sm(a’B), (o.) = o>~ [
(00)? + (0)? + (02)% = 4| B + (|of? — 16P)° = (Jal? +18)°

b) Several ways of proceeding are possible. Thanks to the above results, the
simplest is the following: putting # = (7 ), one has (s |G -7 | s) = 7A?
=1 = &-n|s) = |s) because the maximum eigenvalue of & -7 is 1

(02 =1). For particles with spin higher than 1 not all the states are

eigenstates of some component of the spin (see Problem 8.5).
c) (s|d-ml|s)={() m=n- mzcosenm.
d) Py =3(1+0.): $(1+0.)|+) ), s(1+0.)|—)=0;

Pr=3(1+0,).

= (cos?(¢/2) — sin®(¢/2)) o, + 25sin(¢/2) cos(¢/2) oy
= 0, COSp + oy sin ¢

and analogously:

0, = —0g SiNG + 0y cos .
U@,2n)=—-1 = U(p 2m)|s)=—]|s). Instead U(p, 47) = 1.

b) Since |+ n) and | 4+ m) are respectively eigenvectors of o, and o,
with the same eigenvalue, then o, = U(9, ¢) o, U 1(d, ¢). Since o is
orthogonal to both n and 7, from the previous question with zZ = g, it
follows that ¢ is the angle between n and m, in particular 7 - m = cos ¢ .
Instead, (+n |+m) = cos(¢/2):
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(i [+ ) = (+ [ U(0,9) [+71) = cos(¢/2) — i sin(¢/2){+7 | o, | +71)
= cos(¢/2) —isin(¢/2)(+n | 0,0,0, |+70) = cos(¢/2)
since, as ¢ L 7, o, and o, anticommute: o, 0,0, = —0,.

Contrary to the case of photons (for which, if é, L éz then (e, | eg) =0),
if 7 L 7 the states |+ n) and |+ /) are not orthogonal to each other,
but (+7 |+m) = v/2/2.

Several ways of proceeding are possible. With |+7) =«a|+)+ 5] —):

onl+n)=|+n) = <n—7|l-1ny nw;my)@):(g) -

14+n,
a= ;

Ng + 1N,
; B= L
2 2(1+n,)

Alternatively, with n, = cos@, n, +in, =sinfe'?, |+n)="U(p,0)|+)
where ¢ || (2An) = (—sing, cos¢,0), then:

|+7n)=(cos(0/2) —id- o sin(6/2))|+) —

cos %0 —e 1%gin %0 1 cos %0
e'?sin 1o cos 16 0]~ \ei®sinlg =
2 2 2

| +7) =cos(0/2)]|+) +e'?sin(0/2) | —).

.3

s Ft? Fd? ps |VB|d?  6x1079-10° - 4x 102 0.3

— ~ = = ~ ~U.ocm.

2 2mag  2mag V2 2mag v? 0.8

In the case of the statistical mixture obviously two spots of equal intensity

are observed; in the other case let us take the z axis parallel to n and the
x axis in the direction of the polarization of the atoms. In the Schrodinger
representation and with s, diagonal, the state of the atoms just before
entering the apparatus is

4) = S5t (1)

whereas for the atoms leaving the apparatus the two components are spa-
tially separated:

L (dy(z,y z)) 2 2
B)— — A , z,y,2)|" = |flx,y,z F s/2
18)— o (o) 2., = 11,9, % 5/2)
so still two spots of equal intensity are observed.

B, B

FZL:eU—xBy = AF;‘:eU—xa yAy:—eU—xa “ Ay. Then:
c c Oy c 0z
AFE evg Ay Me Vg Px Ay
F, cn e e e R W
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A d o d A
Ayty= ZLuy = L8 o Ay = Py
Ay(t) Ap, d Ay

~ d ~ 1.

N T YT A0 T Ayo)

Indeed the condition Ay <« A, means diffraction by a hole of dimensions
much smaller than the wavelength, i.e. spreading of the beam 6 > 1.

13.4

a) (0.) =1x1+1x(—1)=0.So (see Problem 13.1) the atoms are polarized
along some direction of the z-y plane: |s) = %( |+)+el?|—)) with ¢
unknown.

b) (oy) = 3. Therefore (see Problem 13.1) (0,)? = 1—(0y)?—(0.)? = 3. The
result is compatible with two states of polarization: 7, = (v/3/2, 1/2,0),
fe = (—V/3/2,1/2, 0). Alternatively: (0,) = 3 =sing = ¢ = 90°+60°.

¢) The mean value of \/ii(aeroz) is v/2/4, so the fraction (4++/2)/8 ~ 68%

is deviated in the direction of the field gradient. Since o, is not involved
in the measurement, no additional information is acquired.

13.5

8) Ni=Nla2[(+ ] +)2 = N|af?| cos2(8/2), N_=Nlal? sin(6/2)

=|al?* cos@ = (A | Epso -7 | A)

where E,~( is the operator that projects onto the states whose wavefunc-
tion has support for = > 0. The operator £"8" = [, ., & -7 has the
eigenvalues +1, 0.
c) (Al§|A)=(A|Ewod-n|A)+(A|Escod-n|A)=(A|d-n[A)
= (la]® = |B]?) cosf.

13.6

a) In the representation with s, diagonal the Schrédinger equations for the
neutrons with the spin parallel to the magnetic field is

%%(¢%M)M@M£<¢#w)E(wﬁw)

that is the Schrédinger equation for a particle subject to a rectangular po-
tential barrier of width L and height Vo = —pu,B (s < 0). Neglecting
the reflected wave and putting k& = v/2m,E /K one has, respectively in
the three regions z <0, 0<z <L, z>1L,
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1/)+(33):€ikz, eik+x’ ei(kx+gp+)

BT kg I ey~ B

Analogously:

_2% V! (@) + x(2) B () = B ()

is the equation for a particle subject to a rectangular potential well of
depth 1 and one has:

1/)_(x):ei’””, eik,x7 ei(kar(p,)
B
ke = \/2mn(E — pnB) /T~ k — ’;E
The Schrédinger equation is
() bi(@) \ _ g (¥4(@)
2, (zﬁ(z)) = X{@)#aB <¢_<z>> e <¢_<x>>

and still one has two separate equations for ¢ (x) and ¥_(x). Putting
la) = a|+) + B]—) one has, in the three regions z < 0, 0 < z < L,
x> L:

Vi) \ _ ik @ aelh+e aelFeter)\ L Maeler
Y () - B ) \pelb-z ) \ gellhzte) =e 3 eiv-

= |b>:aew+|+>+,6ei“’*|—>.

Hn B
2F

kE, ¢o_=(Fk_—k)L~— kL.

The result can be interpreted as a rotation of the spin by an angle
¢ =—2py = —uyBEkL/E around the z axis:

e —He g 4ie
v@lay=e o la = (07 W) (5) = (5eue):

The final spin state equals the initial one when e 3¢ = e"‘éw7 namely
for g =27n (ifnisodd, |b)=—|a)), ie for B=2rnFE/u,kL.

After sy, the wavefunction towards the counter Cy is (the factor 1 is due
to the fact that the amplitude of the wavefunction either transmitted or
reflected by a semi-transparent beam splitter is 1/1/2 times the amplitude
of the incident wavefunction):

1 ipa| (e'#t a L e (a(l4eier)
2° [(ﬂ) ' <6)] 2° (6(1+ew—>

1 2 2 N 1
Ny = ZN(2|a\ (14 cospy) +2[8|(1 + cos go,)) = 5(1 + cos 30) .
The period of Ny(¢) is 4w, not 2m: after a rotation by 27 the spin state of
the neutron is the same, but the vector — as seen above — changes its sign;
therefore the component of the wavefunction that goes through the region
with the magnetic field and the other one, that follows the alternative
path, interfere destructively with each other: Ny(27) =0.
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2 2
B :j:ki:%i::nv X27§L:ngnAL214gG'
13.7
a) H=E = p(z) = V2mE + f(z); q‘=%—f=%(ﬁ—f($)) =
mq=+vV2mkE .

—ihyp(e) = (V2mE + f(z)) ¥p(@) =
bpe) = o' Jo (VERERIG)) de'/n _ (i [Tatal)da'/h

So the wave number k(x) is proportional to the canonical momentum, not
to the velocity: k(x) = p(x)/h. This is particularly important in interfer-

ence problems, where the phase of the wavefunction plays a crucial role
(see Problems 3.5 and 13.13).

1

m

I

¢) The transformation ¢; = q;, p; = pi — ho;®(x,y,z) (gauge trans-
formation) is canonical: [p;, p;] = 0 thanks to 0?®(z,y,z)/0x;0x; =
0*®(z,y,z)/0z;0x; . Therefore, thanks to the von Neumann theorem, U
exists and depends only on the ¢;: U = e!®@¥:2)

d) Yp(F) = e P@¥2) g0 (7) = ¢! (Freet.y.) , hk=V2mFE=muv.

(ﬁ— AV (z,y, z))

13.8

. i e .
Qi—ﬁ[Ha%]—_(pi_"zAl(Q))v

. ,eh 8AJ 814z - ,eh
4 4] 1%(5‘zi_5‘zj)_ ! QCekak’

(4, q;] = —i%%"
b) One has:
. 2 . 2
S (7 S @) + V@) = 5 - (4 SVA+ S A@) +V@).
The transformation ¢; = ¢;, p; = pi + fi(¢) is canonical if and only
if f; = 0F/0q; ([pi,p;] = 0). In this case p; = Up; U™t with
U =e 'F@)/" Whence:
H(2) _ efieA/th(l) eieA/hc ]

H® —
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Since A does not depend on t, UHM vy =ihd Uy /0t, but
Dy =UHODU U oy = HD Uy .
Therefore o(7, t) = Uty (7, t) = e e AT/heq (7 ).
The verification can be made, startingﬁ from the time dependent Schro-
dinger equation, as in the case where A =0.

Let 71 and 7> be the probability currents relative to the vector poten-
tials A;(7) and As(¥) = A1(7) + VA(7). One has:

o= =g 05 (V 15 (A 9) )by s (7~ i1 (A + 94) 3]

where 1y (7, t) = e 1¢ A7)/ Meq) (7 t) with ¢, and ¢ solving the respec-
tive Schrodinger equations. As Vs = (—ie VA/fic) s+ - - -, one obtains
Jo=Ji:indeed (—ifi/m)(V + (ie/R c)/f) is the velocity operator and is
gauge invariant.

13.9

a)

b) H =

. . B . . B
A2:A1+EV(—GQ.’E+G1y); A3:A1+EV(ZL'Z/)

/Yl, A, and /Tg depend only on the variables x and y.

o= 50) + (50 ]

The Hamiltonian given in the text obtains by expanding the squares.
The eigenvalues of Hy are ES = (n + 1)hw, with degeneracy n + 1
and the simultaneous eigenvectors of H° and L,: |[n, m), m = —n,
—n+2,---n—2,n, also are eigenvectors of H belonging to the eigen-
values Ey = (N +1)hwy,, N = n+ m. Since m has the same parity
as n, N is even, so the distance between adjacent levels is AFE = 2h wy,
and all the states |n, m), for which n 4+ m is constant, are degenerate:
for example, the level with N = 0 is obtained from n =0, m = 0; n =
1,m=—-1; n =2, m = —2--- and has, therefore, infinite degeneracy;
likewise for the other energy levels, as illustrated by the following table
where the numbers between parentheses are (n, m):

N=0: (Ov O)a (17 _1); (2’ _2); (3 _3)7 (4’ _4)a (57 _5);
N=2: (13 1); (27 O), (37 *1); (4 72)7 ( 73); (67 74);
N=4: (2,2); (3,1); (4,0); (5, =1); (6, =2); (7, =3);
N=6: (3, 3); (47 2); (57 1)? (6 0)7 ( ) _1)7 (87 _2>§

If the cyclotron frequency w. = 2wy, = € B/m, ¢ is introduced, the Landau
levels are given by E, = (n+ 3)hw,, n=0,1, - (see Problem 2.9).

The Hamiltonian is H = Hy + wy, (L, + ¢gs.). The term gwy s, com-
mutes with Hy + wy, L, therefore, as the eigenvalues of s, are i% h, the
eigenvalues of H are:
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E,s=Mn+i+Ligs)hw,, n=0,1,---;s==+3"

As g ~2.002 > 2, the structure of the energy lev-
els is that represented in the right part of the fig-
ure (not a scale drawing). In the approximation in
which ¢ = 2, the levels E, =11 and Epi1 =1
coincide.

13.10

a)

The radius of the orbit is v/w. (w. = e B/mec
is the cyclotron frequency) and the vector (z — z.,
Yy — y.) is orthogonal to ¥ so, since the electron
moves counterclockwise:

Uy Vg
Te =T ——, Ye=y+—-

We We
From Problem 13.8 [v,, v,] = —iei B/m2c = —ihw./m., whence:

. h
[xcv yc} =1 .

Me We

In addition, always from Problem 13.8, [z, vz] = [2c, vy] = [Ye, Vo] =

[Ye , vy] = 0, so we may put:
1

P=mev,, Q=—v, = [Q,P]=ih
we

p:mewcxca q:yc = [q,p]zlh.

2
H= %me(vg—i—v;) = QP—me—i—%mengQ

so the eigenvalues are those of a one-dimensional harmonic oscillator with
angular frequency w.. In addition, p and ¢, therefore also z. and vy,
obviously are constants of motion since they do not appear in H: for
this reason each eigenvalue of H has as eigenspace the Hilbert space
of a particle in one dimension: the eigenfunctions of H have the form
Up(X, ) =¥, (X) - ¢(x), with 1, (X) standing for the eigenfunctions of
the harmonic oscillator and ¢(x) an arbitrary function in L?(R).

LY = mg(v? + vg)/wc = 2H/w. whose eigenvalues are (2n + 1), where
n =0, 1, ---: note that they are non negative and spaced by 2h.

Since the point with coordinates x., y. is classically constrained within the
area A, the volume in the phase space of the variables p and ¢ is A =
mewe A. In order to estimate the number of quantum states associated
with the variables p and ¢, one assumes (see Problem 2.6) that each state
occupies, in the phase space, the volume h, so the degeneracy of each
Landau level is A/h ~ (e B/hc) x A = 2.4 x 10'°.
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13.11

a)

The Hamiltonian is (see Problem 13.9) H = %mﬁQ + Wy, gS,, with
w = e B/2mc. One has:
Oy = ihil[Hv Uz] = ihileg[sz , Uz] = —gWwWLOy, dy =gWwLOg

so the angular velocity of the spin precession is wspin = gwr, -

b) Thanks to the commutation rules of ¢; and ¢; (see Problem 13.8) and
[si, 0j] =1ihe€;j, 05 one has:
. r .. e )
[H, 0;4,] = [imqiqi+g%Bisi7 ;4]
.eh . . eh . : e 5 oo
= _lﬁeiijio'jBk+19%€ijk8iqjak :lh(g—2) QmCB.U/\U-
. - eB .
©) G =ih"'H, @] =——qy=-2wiq, o=t
so the angular velocity is w. = 2wy, as expected. As a consequence:
g—2
O(t) = (wepin —we)t = (g —2)wi t = Twct.
B a
d) wem — =425 x 10757}, ap =22 =12x 1075
2my, y(v) ¢ We
The theoretical and the experimental values coincide at least up to the
fifth significant digit: a, = 1.1659 x 1073.
13.12

2)

As a result of the minimal substitution on the variables pi, p» we have
(y=eB/2c):
Pw_)Px_’Yan Py_>Py+'YQx7 P, — P,

™o — My
pz_’px_')/(Qy""—

M
Pz — Pz

The Hamiltonian in the absence of magnetic field is

—

mo — My
Qy)7 py_)py+7<Qx+T x)y

2 —2

p mimsa
Hy=—+—+V M = = —
0 2M+2M+ (a) myp+me, [ L+ M
whence (dm = my —mq):

1 2 2

+ i sz =7 (Qy + %n Qy))2+ (py +7(Qz+ %n qx))2+p§} +V(q).

Terms proportional to 7 (Pyqy, — Pyg,) and v (p,Q, — pyQ.) appear:
therefore only the motion parallel to B of the centre of mass is separable.
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b)

13.

a)

b)

13 Spin and Magnetic Field
Qi = Qi P,=P,—vq, P,=P,+7q, P.=P,
q~iZQi§ ﬁw:px+7an ﬁy:py_7Q$7 ﬁz:pz

whence H given in the text. Note that, in H , the terms v p; Q; are absent,
but the terms v P; q; are present, so not even H is separable. By using
U~ instead of U, it is possible to eliminate the second terms instead of
the first, but it is not possible to dispose of both. One has:

OH 1 . 0H 1 .1

Qa
and since P, P,, P. (but not ¢, ¢,) commute with H ,ouly Py, P, P,

and (), are constants of the motion.

Up to terms of the order of me/m, ~ 5.4x 104, the term we are interested
in is eB/(2mec) L, that is diagonal in the basis |n,l,m), so any energy

level E,, n=1,2, -+, of the hydrogen atom splits up into a multiplet
of levels (Zeeman multiplet):
h B
En—>En—&—‘8 m; m=0,=+1, £2, --- £ (n —1)
2mec
respectively with degeneracies n, (n — 1), --- 1.

The Bohr magneton pg = eh/2mec has the numerical value pp =~
0.93 x 1072%rg/G ~ 5.8 x 107%V /G so, with B = 10*G, AE = ug B ~
5.8 x 10~%eV. The term quadratic in B produces, on the first energy levels
of the atom (¢2 + ¢ ~ af) effects of the order of
B a2 = 1(653)2’”62 a _ 1(AEP 107 9AE.
8m c2 2 K2 e 2 e%/ap

The thermal motion velocity V' of the centre of mass is of the order of

2me

V o~ ks T/M = c\/kgT/Mc2 = % ~5x 1076
and 2yq/Mc~1.7x 10" so P/M ~ V.

So the term (eB/Mc)(q»Py — q,P») can be interpreted as the interac-
tion eq- E of the atom with the electric field E = (V/¢) A B, which is
the electric field in the centre-of-mass frame; as VB/c ~ 5 x 1072 esu =
15V /cm, the effect on the first energy levels of the hydrogen atom is of
the order 10~7eV (see Problem 12.13).

13

A is continuous on the surface of the solenoid and, out of it, curl A =0.
Thanks to Stokes theorem, the line integral of A is given by the flux of
B through the surface, namely 7a?B.

Along each of the two paths the problem is one-dimensional, with Hamil-
tonian H = (p + (e/c)At)Z/ 2m (A, is the component of A along the
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path), so it is identical with the problem discussed in question a) of Prob-
lem 13.7. Alternatively: since the region where curl A = 0 is not simply
connected, out of the solenoid ff(r" ) is the gradient of a multivalued func-
tion @ (@ = a’B ¢/2+/x2 + y2, where ¢ is the azimuth angle around the
axis of the solenoid); however, limiting to simply connected regions, as
the two single circuits 77 and ~s, the function @ is one valued (¥; on
v1, P2 on 73) and, as a consequence, the problem is the same as the
three-dimensional one discussed in 13.7.

The difference in phase ¢ is given by:

(the line integral of k is vanishing because, by assumption, the interfer-
ometer is well calibrated). It is remarkable that the phase difference is
proportional to the flux of B, even if only regions where B =0 are ac-
cessible to the electrons: this fact, known as Aharonov-Bohm effect, has
been experimentally verified. One has (see Problem 13.6):

I I
11:5(1+cosgo), 12:5(1700&0).
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Electromagnetic Transitions

Coherent and incoherent radiation; photoelectric effect; transitions in
dipole approximation; angular distribution and polarization of the emit-
ted radiation; lifetimes.

14.1 An anisotropic harmonic oscillator, of Hamiltonian:

HoiffmJFgm(W%fszwngJngZQ)

and charge —e is subject, in the time interval 0 < t < 7, to a coherent
electromagnetic wave generated by a laser, whose electric field is

E(t) = (Sosin(ky —wt),0,0).

For ¢ < 0 the oscillator is in the ground state |0,0,0) (notation | n1,no,ng ):
see Problems 10.6 and 11.4).

a) Assume w ~ w;. Calculate, in the dipole approximation and to the first
order of time dependent perturbation theory, the probability Pi—o(t) to
find the oscillator in the excited state |1,0,0), both for 0 < ¢ < 7 and
for t > 7 (here and in the following, neglect the terms whose denominators
contain w+w; with respect to those whose denominators contain w —wy).
Is it possible, in this case, to define a transition probability per unit time
independent of t? What is the value, to the first order and for ¢ > 7, of
the transition probability to the states |n1,0,0), nq >17

b) Calculate numerically, for ¢ > 7, the probability P in the case the
particle is an electron, the electromagnetic wave is generated by a He—
Ne laser that emits the frequency v = w/27 = 453 x 10> Hz, w; = w,
7 =10"%s, in the two cases when the intensities are:

= Sigoz = 10"?erg/cm?s, I, =107 erg/cm’s.
T

Say whether, with the above data, the dipole approximation is legitimate
and whether such is the perturbative approximation to the first order.

Instead of sending on the oscillator the coherent radiation of a laser, assume
now to send light with the same frequency and polarization, and intensity

E. d’Emilio and L.E. Picasso, Problems in Quantum Mechanics. with solutions, UNITEXT, 283
DOI 10.1007/978-88-470-2306-2_14, © Springer-Verlag Italia 2011
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I = I, = 1073 erg/cm?s, but generated by a lamp that emits incoherent
radiation, namely wave packets (photons) each having a time duration Ton =
10~8s. The spectral intensity I(w;) may be evaluated assuming that the total
intensity I is uniformly distributed over a frequency interval Aw ~ 1/ Toh-

¢) Find the expression for the first order transition probability per unit time
Wi—o from the ground state to the state |1,0,0). Compare, at time t = 7,
the transition probability in the case of the incoherent radiation with the
transition probability in the case of coherent radiation.

14.2 Consider, as in Problem 14.1, a charged harmonic oscillator (charge
—e) of Hamiltonian:

Hozg—m—i—im(w%ﬁ—i—w%f—l—wgzz)

subject, in the time interval 0 < ¢ < 7, to a coherent electromagnetic wave
whose electric field is

E(t) = (Sosin(ky —wt),0,0).

For ¢ < 0 the oscillator is in the ground state |0,0,0) (notation |ny,n2,n3)).
In the dipole approximation, thanks to the results of Problem 7.16, it is
possible to find exactly the state of the system at time ¢ and to make a
comparison with the perturbative results obtained in Problem 14.1.

a) Find the state of the oscillator for ¢t > 7.

b) Assume w ~ wi. Exploit the result found in a) to determine the probabil-
ity Pi—o(t > 7) to find the oscillator in the excited state |1,0,0). Make
the numerical calculation with the same data of Problem 14.1: m = m,,
v =w/2r = 453 x 102 Hz, w; = w, 7 = 107%s, I} = 107 2erg/cm?s,
I, = 1073erg/cm?s. Compare the results with those obtained in the
Problem 14.1 to the first order of perturbation theory. Calculate, in addi-
tion, the total probability (for ¢ > 7) to find the oscillator in any state
|n1,0,0>, np >1.

¢) Draw a graph of the probability Pj—y as a function of the intensity I of
the radiation and find the maximum value Pj.o may have.

d) For I =101y, for which, among the states of the oscillator, is the transi-
tion probability from the ground state a maximum?

14.3 A system has the ground state of energy Ejy and a continuum of states
of energies F; — %AE < FEF < FE{ + %AE, nondegenerate and normalized
according to (E' | E") = §(E’ — E"). The system is subject, for ¢ >0, to a
coherent electromagnetic wave of frequency w = (E7 — Ey)/h whose electric
field is

E(t) = (Sosin(kz —wt),0,0).
For t < 0 the system is in its ground state | Ejy ).
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a) Show that, to the first order, the total transition probability P(t) to the
states of energy Ej — lAE <E<E+ lAE is given by:

E1+2AE 2
= h—Q

P(t) ‘/E|H )| By )el (BBl t'/h gy
1 _1
where H'(t) is the Hamiltonian of interaction between the system and the

electromagnetic field.

Assume that, in the given energy interval, the matrix elements ( E' | D, | Ey)
of the dipole moment operator are independent of F.

b) Calculate P(t) in the dipole approximation and show that for ¢ > h/AFE
it is possible to define the transition probability per unit time W =
P(t)/dt, independent of ¢.

Assume now that the system is a hydrogen atom and that w > Fp/h,
where FE; is the ionization energy (photoelectric effect); take the states
| E,l,m) (E >0) as a basis for the states of the continuum. Also in this case
it can be assumed that, in a small energy interval AFE, the matrix elements
(E,l,m | D, | Ey) of the dipole moment operator are independent of E (but
not of ! and of m).

¢) Show that the transition probability per unit time to the states of the
continuum with fixed [ and m is given by:

W =5 (| D, | B

Find the energy FEf of the emitted electron and say for which values of
[, m the probability W is nonvanishing.

d) Find the angular distribution of the emitted electrons with respect to the
direction of propagation of the incident wave (i.e. the dependence on the
angles of the probability of detecting an electron within the solid angle
dQ).

14.4 A three-dimensional isotropic harmonic oscillator (charge —e ) is in the
ground state. Electromagnetic radiation induces, in the dipole approximation,
a transition to the first excited level FE;. Let é be the complex unit vector
describing the polarization state of the radiation (denoted by ey, in Chapters
3 and 4).

a) Find, among the states of the level Ej, the state

|Er, d)=a; [1,0,0)+ ay [0,1,0)+ a2 [0,0,1), [ag[*+ |ay|*+ [a.*= 1

for which the transition probability is a maximum and demonstrate the
vanishing of the transition probability to the states belonging to the same
level E; and orthogonal to it.
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b) Exploit the transversality of the electromagnetic waves and find the direc-
tion of propagation of the wave that induces the transition to the state
| E1, a), in the general case in which & = (g, oy, ) is a complex unit
vector: & = &3 +ids, with &; and &9 real and not parallel to each
other.

The radiation emitted in a given direction of observation 7n in the transition
between two fixed states is polarized and the polarization vector é is the
vector that maximizes the transition probability, subject to the transversality
condition é-n =0.

c) Find the polarization of the emitted radiation (spontaneous emission) in
the transition from the state | Eq, &) to the ground state, as a function of
the direction of observation n. Still assuming that & = &; +1ids with &y
and &g not parallel to each other, show that there exist two directions of
observation in which the radiation is linearly polarized.

d) Find the angular distribution of the emitted radiation. In which direction is
the intensity I(n) a maximum and how is, in this direction, the radiation
polarized?

14.5 Consider a three-dimensional isotropic harmonic oscillator of mass m,
angular frequency w and charge —e, initially in a state | Fy, &) of the first
excited level:

|E17 d>: o7 ‘ 1ﬂ070>+ay‘07170>+a2‘07071>7 |a$|2+ |ay|2+ |a2|2: 1.

The oscillator makes a transition to the ground state by spontaneous emission.

a) Show that the transition probability per unit time wg—q = [ I(n)dQ is in-
dependent of the initial state (i.e. does not depend on & = (ay, ay, a.) )

b) Calculate the lifetime (the reciprocal of the transition probability per unit
time) of the first excited energy level. Make the numerical calculation in
the case the particle is an electron and hw = 2eV.

Assume now, for the sake of simplicity, that the oscillator is one-dimensional
(namely a three-dimensional anisotropic oscillator with ws , w3 > wq ).

¢) Calculate the transition probability for the spontaneous emission from the
level E,, to the level E,_; and show that, if n > 1 (and the approxi-
mation of sums by integrals is therefore legitimate), the average time for
the transition n - n—1—n—2--- — n/e coincides with the lifetime
of the classical oscillator (see Problem 1.2) and with the lifetime of the
transition F; — Ej.

14.6 Inside a cavity atoms with two nondegenerate energy levels FE, and
Ey, E, < FEp, are in thermal equilibrium with the radiation (black body
radiation).
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a) At which temperature T of the cavity does the transition probability be-
tween the two states of energies F,, Ej, induced by the radiation in the
cavity, equal the probability of spontaneous emission E, — E, ? Make the
numerical calculation in the case E, — FE, = 1eV.

The black body temperature typical of a lamp used in the laboratory to induce
transitions in an atomic system is about 71, = 3000 K.

b) What is the value of the ratio between the spectral intensity I(wpq, T')
(wba = (Ep — Ea)/h) of a black body at the temperature T' determined
in a) and the spectral intensity I(wpq, 71,) of a lamp at the temperature
T, = 3000K ?

14.7 Vapors of sodium in a bottle of volume V = 50cm?, at the pressure
107! Pa, are kept at the temperature 7' = 3000 K. The first excited energy
level of the sodium atom is separated by 2.1eV from the lowest energy level,
its degeneracy is three times that of the lowest energy level, its lifetime is
T=16x10"8s.

a) Find the average number of atoms in the first excited energy level.

b) Calculate the power emitted in the transitions from the first excited energy
level to the lowest energy level.

14.8 A hydrogen atom is in a static uniform electric field E. Tt is known
that, due to the perturbation, the level n = 2 splits up into three sublevels
By, E;H = FE, + AFE, Eéf) = FEy — AE (see also Problem 12.13). Assume
that the atom initially is in the ground state and that radiation in a direction
orthogonal to the static field £ is sent on it.

a) Say how many absorption lines are observed in the dipole transitions
n =1—n = 2: 1) if the radiation is polarized in the direction par-
allel to the static field &, , 1) if the radiation is polarized in a direction
orthogonal to the field & ; which is, in this case, the final state of the atom
that has undergone the transition? 4i;) How many lines are observed if
the radiation is circularly polarized?

Assume now that the radiation is sent in the direction parallel to the static
field £ and that it is not polarized.

b) How many absorption lines n =1 — n = 2 are observed in this case?

¢) Show that, if the radiation is sufficiently monochromatic, it is possible
to induce the transition from the ground state to an arbitrary stationary
state with n = 2 of the atom in the static field £ How small must the
degree of monochromaticity Av/v of the incident radiation be?
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Consider now the transitions n =1 — n = 3. From Problem 12.13 one knows
that, due to the perturbation, the level n = 3 splits up into five sublevels.

d) Show that only four (not five) absorption lines can be observed and that
it is possible to observe simultaneously all of them by means of polarized
radiation.

14.9 A hydrogen atom is subject to the perturbation:
hQ
mee?

0
V=—3xyz; ap =
ag

From Problem 12.15 one knows that the level n = 3 splits up into the three
sublevels: E3, E3+ AE (AFE = A), each of them three times degenerate.

a) Exploit the results of Problem 12.15 and write the states corresponding to
these sublevels.

b) How many absorption lines are observed in the transitionsn =1—n =37

¢) Radiation rectilinearly polarized along the z axis and with frequency cor-
responding to the transition F; — FE3 + AF is sent on the atom in the
ground state. Which is the state of the atom that has undergone the tran-
sition?

14.10 Atomic hydrogen in the gaseous state, in conditions of pressure and
temperature such that the interactions among different atoms can be ne-
glected, has been excited in such a way that the atoms in the level n = 2 are
described, in the basis [2,0,0), |2,1,m.) (m, =0,+1,—1), by the density
matrix:

o 0 0 0
at __ 0 03 0 0
0 0 o O
0 0 0 o

The radiation due to spontaneous emission is observed from the z direction.

a) Write the density matrix relative to state of polarization of the observed
photons and find the degree of polarization (see Problem 5.2) of the radi-
ation.

b) One now observes the radiation emitted in the direction of the z axis and
that crosses a polaroid filter whose transmission axis is parallel to the =
axis. If 1(®) is the intensity of the radiation emitted in the direction of the
z axis, find the intensity of the observed radiation.

¢) The polaroid filter is now rotated by an angle o around the z axis. How
does the observed intensity depend on the angle a7

Radiation emitted in the direction n = (sinfcos ¢, sinfsin ¢, cosf) is ob-
served.
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d) Find the angular distribution of the radiation, namely how the intensity
1(0,¢) depends on the angles.

Let é,1 = (—cosfcos¢p, —cosfsing, sinf) be the unit vector orthogonal
to 1 in the plane containing n and the z axis, and €, = N A €,1 =
(sin¢, —cos ¢, 0) .

e) Write the density matrix relative to the state of polarization of the photons
emitted in the direction n and calculate the ratio between the intensities
1,(0,¢), I5(0,¢) of the radiation that has crossed a polaroid filter with
transmission axis parallel to é,; and of the radiation that has crossed a
polaroid filter with transmission axis parallel to €, .

14.11 Cesium atoms (Z = 55, A = 133) exhibit a doublet of levels
FE; and FE, separated from the lowest energy level FEjy respectively by
At = 11178cm™" and by ;' = 11732cm™!. Vapors of cesium at room
temperature and pressure 10”4 Pa are available in a container whose linear
dimensions [ are some centimeters. The system is irradiated with radiation
of frequency (Ey — Ey)/h and spectral width Av/v ~ 1075, so that only the
level E5 is populated. The radiation scattered by the atoms (spontaneous
emission to the lowest energy level) is observed.
a) Verify that for transitions in the optical region one has hw <mec?a? (a
is the fine structure constant) and that the lifetime of a level is estimated
by T;dé ~ wa?®. Estimate the lifetime of the level F5 and compare the

result with the experimental value 7.7 ~ 30.5ns.

b) Recalling that the free mean path of an atom is A = (no)~!, where n in
the number of atom per unit volume and o the cross section of the atom,
evaluate, in the given conditions, both the average collisional time 7oy
between two atoms, and the time 7.5 between two consecutive collisions

with the walls and compare them with 7.} ~ 30.5ns.

¢) How many lines of spontaneous emission are seen in the described condi-
tions?

Helium at the pressure 10* Pa is added to the cesium vapor. The presence of
the noble gas has the unique effect of increasing the number of collisions of
cesium atoms.

d) Calculate the average collisional time among cesium atoms and helium
atoms and say how many lines of spontaneous emission are observed.

14.12 The lifetime of the 2p states of the hydrogen is 7, = 1.6 x 107 s.

a) Calculate the lifetime of the 2p states of the hydrogen-like ions He ™, Lit ™,
CVI.
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14.13 An atom decays by spontaneous emission from a state | Ej—g ), with
angular momentum J = 0, to a level E;_; of angular momentum J = 1.

a) Within the dipole approximation, write the expression of the transition
probability per unit time to the state | Ej—q, J, = M ) (assume the matrix
elements of the electric dipole operator D are known).

b) Write the expression for the transition probability per unit time from the
level Ej_q to the level Ej_q.

¢) Find the angular distribution of the emitted radiation.

d) Say whether the atoms, that have undergone the transition, are in a pure
state (namely all in one and the same state of the level E;—;); in the
affirmative case, find the state of the atoms; otherwise, find the density
matrix relative to the final state of the atoms.

e) Say whether the photons emitted in a given direction 7 are polarized;
in the affirmative case, find the state of polarization; otherwise, find the
density matrix relative to the state of polarization of the photons.



Solutions

14.1

a) In the dipole approximation sin(ky — wt) — —sinwt, therefore in this
framework the problem is a separate variables one and boils down to that
of a one-dimensional harmonic oscillator of angular frequency w; subject
to the electric field £(t) = —&psinwt. To the first order in perturbation
theory:

t 2
Pty =n72 | (E¢|H'(t') | E;)e' (BB t/h gy
0
where:
H'(t') = —eq& sin wt’ = —% eq& (e*i“t/ — ei“’t') , v <r.
iwt

The term x e can be neglected: indeed, after integrating with respect
to t/, it gives rise to a term, whose denominator is w-+w1, which for w ~ w;
is important only in the emission processes. Therefore for ¢ < 7 one has:

e2E2 5 sin® [1(w) —w)1]
- Bjarof 2oy
28242 sin® [F(wi —w)t]

T 8hmuw; [%(M—w)ﬂz

and for t > 7:

e2&2 T2 sin? (3 (w1 — w)7] .

8hm wi [%(wl—w)T]Z

Pro(t

Pry(t) =

For |w—wi | < 1/7, sin® [1(w; —w)t] /[%(wl—w)tf ~1 0<t<r.

In this case (transitions between discrete energy levels induced by coherent
radiation) it is not possible to define a transition rate: for ¢t > 7, Pio(t)
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is constant and the transition rate vanishes; for in? o
t <7 Pi(t) is proportional to t? and the rate x?

dP1—o(t)/dt is not constant. The transition prob-
ability to the states with n; > 1 is vanishing
since (n1 | ¢ | 0) = 0; in any event, for sys-
tems for which the matrix element of the dipole

operator is nonvanishing, for w =~ w; the factor

sin® [ (wn, — w)T] /[3(wn, — w)7]2 is practically

vanishing.

For w = w; and t > 7, if I is the intensity of the radiation and o =
e?/hc~1/137 the fine structure constant:
27,2 2
el I
Py = me’l7  mlIT%
mchuwy mwi
With the data given in the text and m = me:

Il : Pl,_o(t>7')20.9; IQS P1<_0(t>7')20.09.

The first order approximation of perturbation theory requires that the

transition probability be < 1: this condition is not fulfilled in the first

case (I = Iy), whereas it can be considered acceptable in the second.
The dipole approximation requires that:

2w e

~ 6.6 x 107° cm > ~1.4x 10 %cm

w Me w
so it is legitimate (1/7/2mew is the characteristic length of the oscillator).

In the case of incoherent light of low intensity it is possible to define the
transition rate: it is given by:

A=

2 2
Tl(wl)‘“ | q|0>‘2 :a27r I(wy) Na27r I1y,
h7c
s0 Pio(7)/Wi—o X T = 7/277pn = 1.6 x 10%. Therefore, time and intensity
being equal, the transition probability is much higher with the coherent
radiation.

mwi mwip

2

In the dipole approximation the problem boils down to that of a one-
dimensional harmonic oscillator with angular frequency w; subject to the
external force F(t) = e&sinwt. From Problem 7.16 we know that for
t > 7 the state of the oscillator is the coherent state |~(t)) (we shall
not use the letter «, as in Problem 7.16, to avoid confusion with the fine
structure constant), with:

o e it ’ iwit! / r 650 e iwnt § iwt! s ! 14
= Jonho Oe eE(t)dtfm Oe sin wt' dt

ego (ei(wl —w)T __ 1 ei(w1+w)7' _ 1) et
= e .
2v/2m hwq

(it >T)

(1)

w1 — w w1 +w
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As w ~ wy, the neglect of the second term in (1) is legitimate. Putting
v =~(t > 1), one has (see Problem 5.9):

2 2

Pyo=eNI"; Py = |’7\2€_|7|
|2 = 282 sin? [%(wl — w)ﬂ “ w172
8m hwy e —w)7]2 T muw

so (between parentheses the first order result):

Pmo = 0.4; Plgo = 0.366 (089)
I : 7> =0.89,

Zn1>1 P,—o=1-(0.4+0.37) =0.23;

Py—o =0.91; Py =0.08 (0.09)

I - |y*>=0.09

il ’ > ny>1 Pri—o £ 0.01.
This result confirms that, in the first case, the perturbative result is totally
unreliable.

Putting = (a7 72/mw;) I, the plot of Pi_o versus I is the graph of
the function ze™* that has a maximum for x = 1, corresponding to the
intensity I = 1.12 x 1072 erg/cm?s and P equal to 1/e = 0.368.

Poo = (|7]?"/n") e~ Since 2"/ (n+ 1) = (z"/n!) x (z/n + 1) the
probability grows with n until n + 1 < |y|?, therefore it has a maximum
when n equals the integer part of |y|?. For I = 101, |y|> = 8.9, so
the transition probability is a maximum for n = 8 and equals 0.133 (for
n =7 its value is 0.120 for n =9 its value is 0.132).

14.3

2)

Since the states | E') are improper states and, as a consequence, the transi-
tion probability | Ey) — | E') is meaningless, we proceed ab initio. If U(¢)
is the time evolution operator and |n) whatever orthonormal basis in the
subspace Hap of the states with energy F; — %AE < E<FE + %AE,
(the states |n) are not stationary states), owing to the von Neumann
postulate (“sum over the final states”) one has:

P(t)=)  [(n|U®)|Eo)l* = (Lo | UNt)PasU(t) | Eo)

where:
E1+%AE

Par=Y, In)(nl= [ " |E)ap(E

Ei—1AE
is the projection operator onto Hag. As the time evolution operator
Uo(t) = e 1Hot/m of the free system commutes with Pap, if U(t) =
UJ (t)U(t) is the time evolution operator in the interaction picture (see
Problem 7.11), one has:

ElJr%AE -
P(t)z/ (E | T(t) | Eo)PdE .
Ei—3AE
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To the first order:
.ot
O ~1-+ / By, () = Ul H (8 Un(t)
0

whence the formula given in the text.

b) In the dipole approximation sin(kz —wt) — —sinwt:
H'(t') = D, & sin wt' = %Dw & (e_i“’t/ — ei“tl)

so, neglecting the term o e'w? that is relevant only in an emission pro-

cess, and putting:

W =(E—-E)/h—w=(E—E)/h, z=iuwt, Ax=3AExt/h
&2 E1+3AE QSin2 1

P(t):—OQ/ (E| D, | E)| 222t dp
41" Jp -1 aE (w

((Ey| D, | Eo)|€3t /+Af”sin2x

= ——dz
2h —Azx (Ez

and since t > h/AFE = Az > 1, the integral is extended from —oo to

400 and equals ; therefore:

_dP(t) _ mE (B Dy | Ep)[® _Ar I |(By | D, | Eo)|®

dt 2h ch
where I = c&Z/8n is the intensity of the electromagnetic wave.

w

¢) Comparing with the preceding case, it suffices to replace | E) by | E,l,m ),
with [ and m fixed. In this way the expression given in the text obtains,
with Ff = hw — Ey. Since the ground state has [ = 0, thanks to the
selection rules for the operator D, the final state must have [ = 1 and
m, =0 (if instead m refers to the z component of the angular momen-
tum, the final state is a superposition of states with m = £1).

d) As the electron is emitted in a state with [ =1 and m, = 0, the angular
part of the electron wavefunction is x/r = sin 6 cos ¢, where the polar axis
is the z axis, i.e. the direction of propagation of the incident wave. So the
intensity I(6, ¢) of the photoelectrons is proportional to sin? 0 cos? ¢, i.e.
(in the dipole approximation) the photoelectrons are emitted mainly in
the direction of the polarization of the wave.

14.4

a) In the dipole approximation the transition probability to the state | Ey, &)
is proportional to [( Ey, & | D-é | Eg)|2 = |d-é|2 d= —e(Ey, a| | Eo).
One has:

~ . n 7 * * * Ak
(0,0,0 | q; | Er, &) =i o = do(ap, a),al)=a
and |a@*-é]? is a maximum (and equals 1) for & = é.
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If | By, B) =0,11,0,0)4+08,]0,1,0)+4.10,0,1) is orthogonal to | E1, &),

one has *-& =0 and, as a consequence, (Ey, 3| D-é|Ey) x f* é=

G*-a=0.

If k stands for the direction of propagation of the wave, one must have

O=Fk-e=k- a.As a=d&;+1dy, one has k-&1 = k-ds =0 namely

k o @1 N (342 .

The emission probability is proportional to:

(Ey|D-é&* | Ey, a)?=|d-¢*]?, d=—e(Ey|q|F1, &), é-n=0.

Its maximum with the condition é-n = 0 can be found by means of

the Lagrange multipliers and one obtains (as in the classical theory of

radiation, see Problem 1.1):

o d—(d-a)n G —(6-n)n

e = = ’
Jdp—d-ap  VIRE—Ja-aP

The radiation is linearly polarized if é is proportional to a real vector:

this happens if n is parallel to either &; or a&s:

nllécn = da—(@-a)n=0 = é=i G — (G2 -7

>

|aa|? — |Gg - 0|2

d) Tt is sufficient to insert the (complex) unit vector é found above into the
expression for the probability transition:
3
WP - - h
I(h) x =L (|d]? — |d - 7|?), d=—ie\/— &, wii=w =
() o 255 (dP = 1d - al?) Ly s
2,2
e‘w
I(7) o L—|a-n?).
(7) 4t m c? ( | | )
I(n) is maximum for &-n = 0, namely along the direction 1 = k o 61 Ao
of propagation of the wave that induces the transition to the state | £, &),
as well as in the opposite direction: in these directions the polarization is
identical with that of the incident wave: é = & .
14.5

a)

The transition rate from the generic state | Fy, &) belonging to the first
excited level to the ground state is given by (see Problem 14.4):
2,2

2,2
Wo—1 c /(1—|d-ﬁ|2)dQ= i (47T—afaj/ninjd9).

drmc3 dtmc3

Taking the z axis as the polar axis, one has:
ng =sinf cos¢, n, =sinfsing, n,=cosf.

For i # j the integration over ¢ gives zero; for i = j:

4 4
/nisz/nidQ:/nng:§ﬂ' = /ninde:§7r5ij
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(alternatively: the integration over the angles of the tensor n;n,; must give
rise to an isotropic — namely rotationally invariant — tensor, i.e. propor-
tional to d;; ; as the trace of the tensor n;n; is a scalar, the proportionality
constant is (4/3) ). Then:

e2w? (4 4 HQ) 2e2w?
Wy = —— (4 — = 7|&]* ) = .
T drmed 3 3mc3
_ 3m 3
b) w1 = 5.8 x 107571 T=wyl = 262—2—17 107 8s.
2 2, .2
C)AS<”*1|=’E\7L:\/ \/ﬁonehas wnkn:new
3mc3
Therefore:
T(n—n/e)=Thn—>n—-1)+7n—-1—->n—-2)+--
3mc3 n 1 3mc® /" 1d 3mcd
=___ i~ —dr = —— -
2e2w? nfek — 2e2w? ), 0 T 2e2w?
14.6

a)

Let Wiy—y = Wyep = Wy be the probability for the induced transition
between the two states and wg, the spontaneous emission probability
(integrated over the angles). The condition of thermal equilibrium among
radiation and matter (the atoms we are considering) entails that:

N,
Na X Wab = Nb X (Wab +wab)7 N (Eb E, )/kBT
b

so the condition W, = wgp requires Ny /Ny =2 = (Ep — Eo)/ks T =
log2 = T =1.67 x 10*K.

b) The intensity is proportional to the energy density:
() = hw? N
W= R (ehe /T _ 1)
I(wpa, T)  efwra/beTi 1 oT/To _q 46 (Na
I(Wha, Tr,)  ehwea/bsT 1 — 21 <M>
Therefore, since wap/Wap = No/Np — 1, in ‘normal’ conditions (77, ~
103 K) the spontaneous emissions prevails on the induced one.
14.7

a)

At the temperature and pressure given in the text the sodium vapours
behave as an ideal gas, so the number of atoms is given by:

pV 23 —10 14
N=Ny—=6x10""-2x10 =1.2x10".
*RT

The ratio between the numbers of atoms in the first excited level to those
in the lowest energy level is Ny /Ny = 3e~2F/kT = (.9 x 1073, therefore
N, ~09x1073N = 1.1 x 10'.
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Since Ny/Nj > 1, as seen in the Problem 14.6, it is possible to neglect
the induced emission. The number of transitions to the lowest energy level
in the unit time, due to spontaneous emission, is Ni/7; so the emitted
power is

W =AE x —Nl = 2.3 watt.
-
8

Let us take the z axis along the direction of £. In the first case (é || £),
owing to the selection rules for the operator D., two lines are observed,
corresponding to the transitions to the states [2,0,0)£ [2,1,0) (energies

Eéi)). In the second case (& L &) only one absorption line is observed
(to the level Es): taking the x axis along the direction of é, owing to the
selection rules for D, the final state is |n = 2,1 =1, m, =0), namely
that combination of the states |2,1,1), |2,1,—1) whose wavefunction in
the Schrédinger representation is (x/7) Ro 1 (7). Finally, if the radiation is
circularly polarized, the complex unit vector é has both the z and the x
components, so all the three lines are observed.

Only the line corresponding to the transition to the level Es is observed,
independently of whether the radiation be polarized or not.

If Av/v <« AE/FE5, by means of radiation polarized in the z direc-
tion it is possible to induce the transition to either one of the states
[2,0,0)=+|2,1,0). In order to induce the transition to the generic station-
ary state with wavefunction (az/r+5y/r) Re1(r) it is necessary that the
polarization vector of the radiation be (see Problem 14.4) é x («, 3, 0),
that in general corresponds to an elliptic polarization in the z-y plane («
and [ are complex numbers); therefore in this case the radiation must
propagate in the z direction.

From Problem 12.13 we know that the central level (energy Es3) has de-
generacy three and all the states belonging to this level have parity +1:
one is the state B3,0,0) — A*|3,2,0), the other two are states with
m = %2, therefore with [ = 2; due to the selection rule on the space
inversion, the transition from the ground state to this level is forbidden in
the dipole approximation. All the other levels are simultaneously accessi-
ble since the corresponding states have no definite parity and, as seen in
a), it is possible to induce transitions with Am =0 and with Am = +1.

9

The states that generate the eigenspace H®) belonging to Fj are:
1
V2

The linear combinations of (notations as in Problem 12.15):

13,0,0),  13,2,0), (|3,2,2>+ \3,2,—2>).
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1 1 1
SllPElms), (1) % In)), (170 % |o12)
respectively belong to F3 + AFE.

b) As the states of the level E3 all have parity +1, only the transitions to the
levels B3 + AE — that do not have a definite parity — are possible.

¢) Since Am = 0 the transition probability to the generic state:

(170 + 1220)) + 5 (IPa) + 1202) + 2= (170) + 212)

is proportional to |y|?, therefore the final state is \/Li( |P3) + | D12)).

14.10 The atoms in the state |2,0,0) do not decay radiatively to the ground
state inasmuch as the transitions [ = 0 — [ = 0 are forbidden, to the first
order in perturbation theory, at any order of the multipole expansion.

a) The intensity of the radiation emitted in the transition |2,1,0) — |1,0,0)
is vanishing along the z axis, so the fraction ry = o1 /(o4 + o) of the
observed photons is in the circular polarization state |e,, ) whereas the

fraction r— = o_ /(o4 + 0—) is in the polarization state |e,_); therefore
the density matrix is
o™ =rileq, Jeo | +r-les Meo |

So the radiation is partially circularly polarized and the degree of polar-
ization is |ry —r_|.

b) The probability of observing photons polarized along the x axis (i.e. in the
state |ep)) is

1
Pr=ril(er er )P+ rl(en oo )P =35 (retr) = T [0 en) e ]]

1(?)
2

¢) The matrix P! is invariant under rotations around the z axis (as it must
be, given that such is ¢*') so the intensity is independent of a.

= 1% =

(ry+r_).

d) The radiation emitted in the transitions with Am = 0 has an angular dis-
tribution proportional to sin®#, whereas that emitted in a transition with
either Am = +1 or Am = —1 has an angular distribution proportional
to 2(1+ cos? ). So:

1(07(15)0((Lsin20+ 0+ + 0 1+00820>.

0+ t+o-+ 03 0+ t+o-+ o3 2

e) The photons emitted in the transitions with Am = 0 are revealed in
the direction 7 with probability proportional to sin?6@ and are in the
polarization state |e,; ); those emitted in the transitions with Am = +1
are revealed with probability proportional to %(1 +cos? ) and are in the
elliptic polarization states:
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cosf |en1) £i|ens)
(1 + cos20)1/2

The statistical matrix relative to the polarization state of the photons is
therefore:

(0, ¢) o 0550”0 | en1 ) en1 |
+ %(1+C0829)(9+|6n+><6n+ |+ o0—|en—)(en— |)

(the proportionality factor can be determined by requiring Tr oP® = 1).
One has:

lent ) =

14.11

I 203sin®6 + (o4 + o) cos2 0

Io o Tr (0P e e ; 7= .
1,2 (0 lenr2)(en2]) I 0+ +o0-

2 2.4
hoo~ & = mZL:mECQQQ (=27eV).

ap h CQ
_ 4wd 2 mec?a?’ e2a
ok = g [0 | DI s w(T57) b = wo

In the present case w = (Ey — Eg)/h = 2mc/Ay = 2.2 x 1015571 and
Trad =~ 1.21s (indeed, putting hw = €?/ag we have overestimated hw by
a factor ~ 20).

n=Nysp/RT =24x10"cm™3, o~10"%cm? = X~4 x 10°cm;
T=1/3kpT/Mcs~ 2.3 x10%cm/s = Teon >~ \/T~ 17s;

1
Twalls = = 43x107%s > 10375

The effect of collisions is inducing changes in the state of the atoms, as
in the processes of thermalization; as Tf;‘f < Twalls, most of the atoms
decay before colliding with the walls, so only the transition Fy — Ej is

observed.

The mean velocity of helium atoms is (133/4)'/2 = 5.8 times that of
cesium atoms and the mean free path of cesium atoms is practically the
same as that of helium atoms, so Teon ~ 17/(5.8 - 108) = 2.9 x 107%s.
Since Teon Tf;dp , a fraction of the cesium atoms in the energy level
FE5 undergoes a collision that allows them to pass to the level F; before

decaying to the ground state: in the latter case two lines are observed.

14.12

a)

The transition probability for spontaneous emission is proportional to
W3 (B | D| E;)|? so,as wox Z2, (B¢ | D | E) o< 271, 1 oc Z74:

— 10-104. — —11. — —12
Tyor = 1077783 T oy =2x1077"s; T =1.2x1077s.
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14.

a)

14 Electromagnetic Transitions
13

From Problem 14.4 one has:

3142 403 |d)2
AM =0: wfi——wf‘| | /SiHQOdQ:—wf’| |

~ 21hcd 3hc3
Wi |d 2 [ 1+4cos?0 4w |d?
AM = +£1: = dQ = —1
e 2mh 3 / 2 3he3
where |d]? = |(Ej=1, M | D|Ej—) ? independent of M (see Problem

14.5).

As now J, is not measured, the probability transition is the sum of the
probability transitions either to the single states with M = +1, 0 cal-
culated above, or to any other orthonormal basis belonging to the level
EJ:1 :
_ 4w |fi ?
WE;_y~Ej_0 = hed ’
If n stands for the direction of observation,
31412

I(’ﬁ,) — W ‘ ‘

2m h 3

14 cos?0y  wi \d|?

2 )  7whed
therefore the emitted radiation is isotropic, as one must expect, since the
initial state is spherically symmetric (J = 0).

(sin29+2

The state of the system atom-+photon is well determined, but it is not so
for the atom alone: if the atom were in the pure state:

[a)=a1|[M=1)+ag|M=0)+a|M=-1)

the emitted radiation would not be isotropic but, as we have seen in Prob-
lem 14.4, I(n) « (|cf|2 —|d-7 ). As the transition probability integrated
over the angles is independent of the final state, the statistical matrix,
relative to the atoms that have effected the transition to the level Ej;_q,
is % X the projector onto the states of the level F;_; .

Let us take the z axis coinciding with the direction 7 of observation. Then
the 50% of the photons are circularly right polarized, the 50% circularly
left polarized (transitions with AM = +1). So the statistical matrix is
%X the identity matrix.
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Composite Systems and Identical Particles

Rotational energy levels of polyatomic molecules; entangled states and
density matrices; singlet and triplet states; composition of angular mo-
menta; quantum fluctuations; EPR paradox; quantum teleportation.

15.1 Given a system of N > 1 particles, the total angular momentum
L =3%,3“Np~ can be decomposed as the sum of the angular momen-

tum é(cm) with respect to the centre of mass and the angular momentum
Q N P of the centre of mass, where M = Y mq, Q = > maq®/M
and P=Y_ p*: L=L +QAP.

a) Verify that:

(cm)_ —»oz_ Za ~a (—»a_%#)
L L-QAP= Z QAP Zanp )

b) Verify that the components of L™ commute with Q and P (and there-

fore with the components of Q) A P).
¢) Verify that [L{™™, L] = ihe;,Ly™.

d) Which, among the following operators, have the commutation relations of
the vectors with L™ : [L{™ V] =ihe Vi ?

(_jav ﬁav aain ﬁaipa q’aiaﬁa ﬁ ﬁﬁ
15.2 In order to determine the rotational energy levels of a polyatomic
molecule, it is legitimate, in a first approximation, to consider the molecule
as a rigid body (see Problem 11.13).

Let L be the angular momentum of the molecule in the centre-of-mass
frame (the one denoted as L(em) ip the previous problem) and L; i =1, 2, 3,
the components of L with respect to the fixed axes x, y, z. Let &, 7, C the
unit vectors of the principal axes of inertia of the molecule (the frame comov-
ing with the molecule or “mobile frame”) and L¢ = L-&, L, = L7, L¢ = L
the components of L with respect to the mobile frame.

a) Consider a molecule having the form of an isosceles triangle, consisting of
three atoms that, for the sake of simplicity, we shall assume identical and

E. d’Emilio and L.E. Picasso, Problems in Quantum Mechanics: with solutions, UNITEXT, 301
DOI 10.1007/978-88-470-2306-2_15, © Springer-Verlag Italia 2011
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—

pointlike. Express the unit vectors é, n, CA of the mobile
frame in terms of the positions ¢, ¢2, ¢35 of the three
atoms.

b) Derive the commutation rules [L;, L¢], [L;, Ly], [Li, L¢]
and the commutation rules among the components of L with P
respect to the mobile frame: [L¢, L], etc. Verify the follow- 2
ing identity:
LP=L2+ L2+ 12 =13+ L2+ L%
How many are the linearly independent states corresponding to a given
cigenvalue h%l(l+1) of L2?

w @

The energy of the molecule in the centre-of-mass frame is
L? 12 L2
S n ¢
H=—+—/+—
20 2L, 21

where I¢, I, I¢ are the principal moments of inertia.

¢) In the case the principal moments of inertia are all different from one an-
other (asymmetric case), say which of the following observables commute
with H: L;, L¢, Ly, Le, L?2. Give the quantum numbers by which the
energy levels of the molecule can be classified and the relative degeneracies.

d) Classify and determine the energy levels of the molecule and give the
relative degeneracies in the case I¢ = I, = I = I (spherical case).

e) Classify and determine the energy levels of the molecule and give the
relative degeneracies in the case [¢ = I, = I # I (symmetric case).

f) What can one say about the spectrum of H when I — 0 (linear
molecule)?

15.3 Consider a molecule in the approximation of rigid body (see the Prob-
lem 15.2) and let I¢ # I,, # I¢ (asymmetric case).

a) Find the energy levels of the molecule in the centre-of-mass frame corre-
sponding to the values [ =0 and [ =1 of the angular momentum.

Assume now the molecule is in a laboratory rotating with constant angular
velocity &g . Thanks to the presence of external forces that, however, do not
influence the rigid structure of the molecule, its total momentum is P =0.

b) Say how the energy levels found in a) are modified.

15.4 Consider the system of two particles 1 and 2. Let |ay), |b1) be two
orthonormal states for particle 1, let |c2), |d2) be two orthonormal states
for particle 2; let finally:

| X) =ala, e2) +B]br,da),  a#0, B#0 o +|5 =1

be a state of the composite system.
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a) Calculate the mean value in | X ) of a generic observable & = f(q1, p1)
relative to particle 1. Does a state |z ) of particle 1 exist such that the
mean value of any observable &; in the state |z1) equals the mean value
in the state | X )?

b) Show that the density matrix, defined by (&) = Tr(0&) (see Problem
4.8), is unique:
Tr(0'€) =Tr(d"¢) V€ = o =0"
Use the result and find the density matrix p; describing the state of
particle 1. Does the density matrix o1 correspond to a pure state?

¢) Write the density matrix pq 2 relative to the composite system in the state
| X) and show that o1 = Try 012 = >, (n2 | 012 | n2), where |ng) is
any orthonormal basis consisting of states relative to particle 2.

d) How do the answers to the preceding questions change if =07

15.5 Consider a system of two particles of spin % . Denote by |+;), |£y),
| +.) respectively the eigenstates of o,, o,, 0. for each particle.

a) Write the singlet state |S =0) of the two particles both in terms of the

eigenstates of agl), 03(52), and in terms of the eigenstates of 0;1)’ 0352).

b) Show that (S =0 | 0'1(1)0'](-2) | S =0) = cd;; and calculate the propor-
tionality coefficient c.

¢) Calculate the mean value of (™ - a)(¢® -b) i) in the state |S =0);
i) in the statistical mixture {|+.,—.),1; |—.,+.),1}; i) in the

triplet state |S=1,5,=0).

15.6 Consider a system of two distinguishable particles of spin % .

a) Write, in terms of the matrices M, 3@ the projection operators

Ps—o, Ps=1 onto the singlet state and onto the triplet states.

Consider the isotropic mixture in which the two particles (0, ¢)
have opposite spins |+#, =7 ) : o8 |+, =) = |+7, —A),

ol | + n,—n) = —| +n,—n), with the unit vector 1 =

7(0, ¢) uniformly distributed on the unit sphere. —(6,6)

b) Calculate the mean value of (7™-a)(3®-b) in the mixture.

¢) Write, in terms of the matrices &), &) the density matrix:
1 1 ) . . N
0= [ Bracada= 1 [ 16, (G, (i, 0.

15.7 Particles (or atoms) endowed with a magnetic moment are produced
either in a coherent superposition (pure state) or in a incoherent superposition
(statistical mixture) of states with J =0 and J =1, J, =0.
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a) Show that it is possible to select the particles with J = 0 by means of
a Stern—Gerlach apparatus with the gradient of the magnetic field in a
suitable direction.

Couples of particles (or atoms) of spin % and endowed with a magnetic mo-
ment, are produced in a spin state with S, = s1, + 82, = 0.

b) Show it is possible to establish whether the particles are produced either
in the singlet state, or in the statistical mixture {|+,—),2; |- +), 1},
or in the triplet state.

15.8 Consider two systems with angular momenta j; =1 and j, = 1.

a) Write the states |J,M ) that are simultaneous eigenstates of the to-
tal angular momentum and of its z component in terms of the states
| my,ma )= |j1,m1; j2, ma ). Choose the phases of the states |j,m) asin
equations (1) in the solution of Problem 8.2.

Consider now two systems with angular momenta j; =1 and js = % .

b) Write the states | J, M) in terms of the states | my,mso).
Consider finally three particles of spin % .

¢) Which are the possible values S of the total spin? How many independent
states are there for each value of S7

d) Write a basis of eigenvectors | S, Mg ) of the total spin and of its z com-
ponent.

15.9 A system of two non-identical particles is in the state described by the
normalized wavefunction:

W(71,7y) = N(7) — )2 e (TH73) N = \/32/1573

(7, 7 are measured in suitable units).

a) Say which are the possible results of measurements of L2 (E = El + [_:2 ).

b) Say which are the possible results of measurements of L2 and the (not
necessarily normalized) wavefunction of the system after each measure-
ment.

¢) Knowing that:

/e—ar2dv _ (g)m? /7‘2e*‘”2dV N % <g>3/2’

4 —ar2 - 15 s 3/2
/’“e v =1 (%)
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calculate the probability of the possible results of measurements of Ef
After each measurement of Ef, L. is measured.

d) For each of the possible results obtained for EIQ, say which are the possible
results of measurements of Li, and the wavefunction after each measure-
ment.

15.10 Let L, %nd L be the angular momentum operators of two particles
and L = L; + Lo . In the following we will consider only the space of the
states with [ =1, Ib =1.

a) Write the most general wavefunction of the system (with iy =1, lo =1).
b) Show that the most general wavefunction with L = 0 has the form:

U (71, 7)) =71 T2 P(r1, 12).
¢) Find the most general wavefunction of the system with L = 1.

d) Find the most general wavefunction of the system with L = 2.

15.11 A system of two particles is in a state | A) S Ua(xzy, o). Let A,
be the interval = — %A, T+ %A and assume ¥, is normalized.

a) Write the expression of the probability P(A,) of finding at least one
particle in the interval A, .

In the case of only one particle, the probability of finding it in A, may be
expressed as the mean value of the operator Ea, that, in the Schrodinger
representation, is the characteristic function of the interval A, .

b) Express the probability P(A,) determined in a) as the mean value of a
suitable operator.

¢) Show that, if Ay and Ay are two disjoint intervals, P(AyUAy) # P(Aq) +
P(Ay) (therefore it is not possible to define a probability density p(z)
associated to P(A)).

d) Write the expression for the average number T, of particles in the in-
terval A, .

15.12 Consider a system of two particles and the states:

[As) 2 L (6(m1) x(@2) £ x(21) 6(22)) , | 4o) 2> p(a1) x(w3)

with ¢(x) and x(x) normalized.

a) Calculate the mean value of the symmetric operator f(q1, ¢2) = f(q2, ¢1)
in the states | A1), |A_), |Ao).
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b)

15.

15 Composite Systems and Identical Particles

Calculate the mean value of the operator f(q1, ¢2) = f(ge, ¢1) in the
states | A4 ), |A_), |Ap) in the case ¢(x) and x(x) have disjoint sup-

ports: ¢(x) x(z) =0.

13 A particle in the state | Ag ) impinges on a semi-transparent mirror.

Let | A) be the state transmitted by the mirror and | B) the reflected state:

[40) = H(14)+B))

(the reflection and transmission coefficients are equal).

Let |By) (see figure) be the state of a particle that
impinges on the mirror from the side opposite to
that on which the particle in state | Ap) impinges —
the incidence angle being the same in the two cases.
Find the state of the particle beyond the mirror (the
states | Ag) and | By), as well as the states | A)
and | B), are mutually orthogonal).

Assume now that two particles impinge on the mirror, one in the state | Ag ),

the

other in the state |By). The two particles are then revealed by the

counters C; and Csy .

b)

15.

Calculate the probability that the two counters click both (probability of
having a coincidence) in the three cases in which  4) the two particles
are distinguishable; 4i) the two particles are identical bosons; i) the
two particles are identical fermions.

14 One of the consequences of the corpuscular na- Ca G

ture of radiation (photons) is given by the existence |BY |A)
of fluctuations not compatible with the classical theory
of radiation [Hanbury Brown and Twiss effect, 1956].
Consider n identical photons, that impinge on a semi-

transparent mirror with equal reflection and transmis-
sion coefficients, and are detected by the counters C;

[ Ao)

and Cy (see figure).

a)

Calculate the probability P,,,, that n; photons are revealed by the
counter C; and ny = n — ny by the counter Co, in both cases when the
n photons are sent to the mirror one at a time and when they are sent
together.

Calculate the mean value n; X ng of the product of the countings of the
two counters and the normalized correlation function:
(2) 2 MxT2

97 = —C_=
1 X No
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¢) Compare the obtained result with the result that would be obtained by a
classical treatment of the radiation, according to which the intensity of the
transmitted wave and that of the reflected wave do not undergo quantum
fluctuations (n; and ng are ‘sure numbers’).

15.15 The deuteron, the only bound state of the neutron—proton system
(partlcles of spin f) has angular momentum L = 0 and spin S = 1 where
L = 7Ap is the relative angular momentum (i.e. 7 and p are the relative
variables) and S is the total spin. The binding energy is Fy; = 2.2 MeV . The
neutron—proton interaction is schematized as:

1 r7r<rg=2x10""3cm

H =[-Vo—a(Fp 6n— D] x(r), x(r)= {0 >

where 7= 7, — 7, . The masses are m, ~m, =m=1.7x 10?4 g

a) Knowing that the singlet state with minimum energy is not a bound state,
but has energy Fg—o ~ 0, find Vj and a in terms of E; and 7y (see Prob-
lems 11.2 and 6.9: it may be necessary to solve numerically the equations
that determine Vj; or in alternative, knowing a priori that the deuteron
is a weakly bound system: E; < Vj, approximate in a suitable way the
above mentioned equations).

—;

of spin 5 where, as above, L=F

and S is the total spin.

b) Say Wthh are the possible values (L, S') for a couple of identical particles
A p is the relative angular momentum

The neutron-—neutron interaction is identical to the neutron—proton interac-
tion.

¢) Explain why no bound state consisting of two neutrons exists.

15.16 Two distinguishable particles of spin % move apart as free particles,
starting at time ¢ = 0, the first toward the right in the orbital state |r,t),
the second toward the left in the state |l,¢), . The two particles are in a state
of total spin S = 0 and do not interact.

a) Which is the state (pure or statistic mixture) of particle 1 for ¢t > 07
At time t the component 7 of the spin of particle 2 is measured.
b) Show that, for ¢ > , the result of a possible measurement of the component

n of the spin of particle 1 is a priori determined.

¢) In view of what has been found, and given that the particles do not inter-
act, is it legitimate (according to the postulates of quantum mechanics) to
state that already before £ the particle 1 was in an eigenstate of -7 7 In
this case, what can be said about the spin state of particle 2 for 0 < ¢t <¢?
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15.17 Two particles of spin 1 [=) —= B1 o Alico
(particles 2 and 3) are produced in "B Z 2;

3
ticle of spin % (particle 1), in an

unknown spin state | ), travels along with particle 2. The spin state of the
three particles is therefore (o, |+)=+|%)):

[A)=Fla) (141 =)s = [=)al+):),  [z)=al+)+8]-).

On particles 1 and 2 Alice measures a nondegenerate observable B, whose
eigenstates (“Bell states”) are:

a singlet state and move apart in ( Ba ‘& Bob
different directions. Another par- @ £

By = 2 (140 40+ =) =)
1B2) = & (140 [+ — =) =)
1Ba) = 5 (140 [ = =) [4).)
Ba) = 2 (140, [ =) = | =) [4).)

a) Find the probability of the four possible results and for each of the obtained
results find the state of particle 3 after the measurement.

The result of the measurement is communicated to Bob who, far from Alice,
receives particle 3.

b) For each of the possible results of the measurement on particles 1 and 2,
which rotation must Bob perform on the spin state of particle 3 in order
that this is transformed back in the state |z) in which particle 1 was
initially? (Quantum teleportation of an unknown state |x).)

Assume now that the spin state of the three particles is
[B)=lz) [+)2]—)s-

c¢) Calculate the probabilities of the four possible results of the observable B
and find the state of particle 3 after the measurement. Is it possible, in this
case, to transform the state of particle 3 in the state |x) only knowing
the result of the measurement of B on particles 1 and 27
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15.1

a)

The verification is immediate. The meaning of the last expression is given
by the observation that % — (ma/M)P = mq(5* — V), ie. the mo-
mentum of the o particle in the centre-of-mass frame.

Since Q and P are vector operators both for L and for Q AP (therefore

have the same commutation relations with both angular momenta), they
commute with L™ =L - QA P.

Since L™ is a vector operator for L and commutes with Q A ]3,
L™, L) = (L= G APy, L™ = [Liy LE™) = e L™

Since [(@ A ﬁ)z, q;"] = iheij Qr (indeed the angular momentum of the
centre of mass generates rotations of the coordinates of the centre of mass)

and since [L;, ¢ = ifieyn g, it follows that [LI™), ¢f] # ifegn qf
(and similarly for 7 ), but (L™ (Go—G);] =iheyn (G @), likewise
for @ — P. Therefore also §* — ¢”, and §* — p? have with L™ the
commutation relations of the vectors.

15.2

a)

The principal axes of inertia respectively have the direction
that goes from the centre of mass to atom 1, the direction
orthogonal to it in the plane of the molecule and finally Iﬁ
(not reported in the figure) the direction orthogonal to the

plane of the molecule. So, if C} = %((j’l + ¢ + ¢3) is the 7

o~

position operator of the centre of mass, one has: .2 .3
5: fflfQ. f= 52*53_ 5:5/\7?

1—@‘ |(T2_CTS|,

(=)

1
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It is then evident that, even if the denominators are c-—numbers (the
molecule is rigid), &, 7, ¢ are dynamical variables of the system, and,
therefore, operators.

L¢, Ly, L¢, contrary to L, Ly, L., are scalar operators because é, 7, CA
(contrary to Z, g, £) are vector operators. Therefore:

[leLE]:Oa [L77L77}:O7 [L77LC]:07 1:17273

and also [EZ, L¢] = [EQ, L, = [E%Ld —=0.

[Le, Ly) = Ly [Le , ;] = Ly [Li, m] & =ihegn Lime & = —ih Lj (EAND);
= —ihLc

and likewise for the others. Note that the commutation rules we have found
differ in sign from those among the components of L with respect to the
frame at rest, but —L¢, —L,, —L¢ have the same commutation rules as
L., Ly, L., and, as a consequence, the same properties.

The equality L2 + Li + 12 = Lg + L% + Lg is obvious; however, due
to the occurrence of non commuting operators, by taking advantage of
[Li &, Lj] =0, one has:

LE4+ L2+ L3 =Li& L&+ =L Li (&G & +mimy + G ¢)
=L;jL;6;;=L2.

The independent states for a given value of | are (2/+1)2: since L2 L,, L.
commute, they may be classified as |l,m.,m¢), and —1 < m, < [,
—1 < m¢ < 1. They indeed are all independent: applying the operators
L,+iL, tothestates |l,m,, m¢) m, changes, m¢ isinstead unchanged,
whereas applying the operators L¢ £iL, m¢ changes, m. is unchanged.

When all the moments of inertia are different -
from one another, H commutes only with the
L; and, as a consequence, with L2 The (rota-
tional) stationary states of the molecule are ac-
cordingly classified by the eigenvalue h21(1+1)
of L? and by the eigenvalue hm of a com-
ponent with respect to the frame at rest, €.8.  qegeneracy with respect to m.
L.: |«o; I, m,) where «, that stands for one or
more quantum numbers, is necessary: indeed, the degeneracy of each level
Eq o is 204+ 1: =1 < m, <[, whereas the number of states with fixed [
is (21 + 1)2, therefore for any value of [ there are, in general, 21 + 1 levels
(see Problem 15.3).

Using the classical language, the degeneracy on m.,, stems from the
fact that the orientation in space of the molecule is arbitrary. In this case
the calculation of FE, ; is not possible for generic [.

[l
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d) In the present case H = L2/2I commutes not only with all the L;, but

also with all the components of L with respect to the mobile frame. The
stationary states are classified by [, m, and by the eigenvalue of a com-
ponent of L with respect to the moving frame, e.g L¢: [1,m.; [,m¢) =
|l,m,, m¢). The eigenvalue is

R+ 1)

Br=""51

and the degeneracy is (20+1)%: -1 <m, <I;
-1 < m¢ < I; the degeneracy on m¢ stems
from the fact that (still using the classical lan-
guage) the molecule can be rotated, but the
axis of rotation is kept fixed.

In the latter case the system is invariant
under both the group SU(2) generated by gegeneracy with respect to me
L; (see Problem 10.8), and the group SU(2)
generated by —L¢, —L,,, —L¢: the invariance group is therefore SU(2) x
SU(2) with the additional condition L2 + L7 + L2 = L7 + Ly + L.

One has:
2 2 2 T

gttty Lo L® (- Ly
2 2, 21 " \2I; 2I)7¢

so H commutes with all the L; and with L¢. The states are once more
classified as |l,m., m¢ ). The eigenvalue:

!
it

El,mczhzl(l—s—l) (1 1)h2 )

21 ar; ~ar)hme

is degenerate 2 (21 4 1) times if m¢ # 0, 20+ 1 if m¢ = 0.

f) As the principal moments of inertia fulfil the triangle inequality, |Ic—1I,| <
I and I — 0, we are in the symmetrical case. The limit I, — 0 is
possible only for the states with m¢ = 0, otherwise the energy diverges.
Therefore:

B2+ 1)
E=—>=
! 21
and the degeneracy is 2] + 1: this is the case, discussed in Problem 11.12,
of diatomic molecules and, more generally, of linear molecules.
15.3

a) The state with [ = 0 is also an eigenstate of L¢, L,, L, with vanishing

eigenvalues, so Ej—g=0.

Let us consider the states with [ = 1: in any basis in which L, is
diagonal, the energy H = LZ/2I¢ + L7 /21, 4+ LZ/2I; is represented by
a 9 x 9 matrix consisting of three identical 3 x 3 blocks, each relative to
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a given value of m;; having fixed m., for the operators L¢, L,, L¢ it is
convenient to take the Cartesian representation found in Problem 8.2: one

has:

0 00 100 100
L={0 1 0|, L}=|00 0], LZ=|0 10

0 0 1 0 0 1 0 00
so H is diagonal and the eigenvalues in the space of the vectors with [ =1
are:

P11 o1 1 P11
Ba=T(L L) g, oL L) g (L

! 2 In+[<> 2 2 (I<+If) 3 2 (If +In

each of them being three times degenerate.

b) As we have found in Problem 9.10, if H; is the Hamiltonian in an inertial
frame, the Hamiltonian in the laboratory is

P12 12
H - - S s Ltot
2M+215+21 T

where the z axis has been taken parallel to Wo and L* is the total
angular momentum: Lt =GAP+L.
Since P = 0, the Hamiltonian reduces to:

The eigenstates of H still are |a;;l = 1,m, ), but the degeneracy on m,
is removed by the term —wg L,: the eigenvalues now are E,, —m,hwy.

15.4

a) As & acts as the identity on the states of particle 2 and (c¢o | d2) = 0,
one has:

S=(X]a|X)=lal*(ar[& |ar)+ |87 (br| & [br).

The state | z1 ) does not exist: indeed, let |z1) = &' |ay )+67 | b1 )+7"|s1)
with (a; | s1) = (b1 | s1) = 0. If & is the projector onto |s;), one
obtains ' = 0; if & = |a1 ){(b1 |+ |b1)(a1 | one obtains Re(a’ %) =0,
whereas if & =i(|ay)(bi|— |b1){a1|) = Sm(a’B’*) =0 then either
o' or (' vanishes. However in neither case the statistical averages ¢, are
reproduced.

b) Let |n) be whatever orthonormal basis. For any |7), |m), putting
¢ = |a)(m|+ [m)(al, n=1i(|a)(m|— [m)(n]) and & = ¢ —¢",
one has:

0=Tr(0&) =Tr(én) = Zn<n\5|ﬁ><m|n>:<m|5|ﬁ>:0

= Q/:Q”-
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For any &; it must be that Troy & = |a[* (a1 | &1 [ a1)+|B1*(b1 | &1 [ b1)
whence 01 = |a|?|ay ){ay|+|B]%|b1)(b1] is, due to the above result, the
only solution. As ¢% # p1, o1 is not the statistical matrix corresponding
to a pure state, in agreement with what we have found in a).

012 = [ X )(X;
Try 010 = la?|ar)(ar (D2 1(n2 | e2)l?)
18P B )b (Y, [(nz | da)2)
o (X2, (el ma)(na [ da)) +-- (32, (da|ma)(ma]ca))

= lal?la1){ar| + 18 b1 ){b1] = o1.
If 3=0 then |x1) = |a1) and o; corresponds to the pure state |ay ).
5
As the singlet state is invariant under rotations (S = 0), its expression is
independent of the orientation of the Cartesian axes, so:
18=0) = F5(I+e—a) = [ =or+2)) = J5 (I 5 =y) = | =)
Thanks to the rotational invariance of the singlet state |0), one has:
(010Ma [0) =(0]afVal? [0)=(0]|oMal? |0);
(0o [0) =0
(the last equality follows, for example, from the fact that for a rotation by

7 around the x axis one has (0 | 051)07(42) [0) =—(0| 051)07(42) |0)). The
coefficient ¢ obtains from:

(0]6M-¢@10)=3" (0]0{Vo® |0) =3e:

.72 — %((5@ +3®) .70 _5(2).5@) —25(S+1)—3
whence ¢ = —1.

) (0] (FM-a)(d®-0)10)=(0]oMe® |0Ya;bj =—a-b.

i) ((¢W-a)(3@-b))) = 3(a.x(=b.) + (—az) xb.) = —a.b..

iii) (S=1,5.=0](GFM-a)(@@b)|S =1,85.=0) = azby+ayb,—a.b. .

.6

For Pg—_g one can make the direct calculation; or, as Pgs—g is rotationally
invariant, one must have Ps—o = al1+b51.53); as 1.5 =25(5+
1) —3 (see Problem 15.5), the eigenvalues of & (). () are —3 on the singlet
state and +1 on the triplet states then, from Pgs_o|S =0) = |S =0)
and Pg—o|S =1) =0, it follows that a —3b =1, a + b = 0, therefore:

Ps—o=3(1-W.73) = Ps=1-Pso=351+350.53.
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1

b) <<(6(1)~d)(5(2)~l3)>>=E/<+ﬁ|6(1)~&|+ﬁ><—ﬁ|c?(2) b| —n)dQ
_ ot nda= -t « s ab = —1a.i
== (—n-a)(n-b)dQ = = <3 dijaibj =—5a-b.
c) EML,JL:i(]l-l—&'(l)-ﬁ)(]l—&'(?)-ﬁ):i(]l—(5(1)-ﬁ)(6’(2)~ﬁ))+---
1 S(1) AN (2(2) S(1) =
= Ton (Il—(0(1)-n)(0(2)~n))dﬂzi(]l—%a(l)~a(2))

1 1
5 7'8=0 + G 5=t
(the omitted terms give zero after integration over the angles).
15.7

a) The states with angular momentum J=0 are eigenstates — with vanishing
eigenvalue — of all the components of the angular momentum, whereas

the states with angular momentum J =1, J, =0 are superpositions of

states with J,, = £1, where n is whatever direction in the z-y plane. So,
if the particles are sent in a Stern—Gerlach apparatus that measures — for
example — J,, the particles with J = 0 are not deflected, on the contrary
those with J =1, J, = 0 are always deflected.

b) Let us assume that the particles travel together; in this case we send them
in a Stern—Gerlach apparatus (otherwise we shall use two apparatuses with
the magnets oriented in the same way). If the particles are produced in
a singlet state, no matter how the Stern—Gerlach apparatus is oriented,
the two particles belonging to the same pair are deflected in opposite

directions. If instead the particles are produced in the statistical mixture

and the Stern—Gerlach apparatus measures, for example, the x component
of the angular momentum, in the 50% of the events the two particles are

deflected in the same direction, i.e. with S, = s1, + s2, = £1: indeed the

states |+, —) and |—,+) are superpositions of states with S, = +1, 0.
If, finally, the particles are produced in the triplet state, as:

the two particles are always deflected in the same direction.

15.8

We shall write only the states with M > 0, inasmuch as those with M < 0
are obtained by means of the substitution m; — —mq, mo — —ms.

a) J =0, 1,2. The states with J = 2 are symmetric under the exchange

1+ 2: indeed the state with M = 2 has m; = mo = 1, and the others

(M =1,0, -1, —2) obtain by applying the operator J_ = j;_ + jo_ that
is symmetric. By taking advantage of (1) of Problem 8.2: ji|jm) =
hi/i(G+1) —m(m*1)|jm=E1). One has:




Solutions 315

|J=2,M=2)=]11); |[J=2M=1)=25(]1,0)+10,1));
J | J=2,M=1)=hV6|J=2M=0)

=201 +5)(11,0)+[0,1)) =
|J=2,M=0)=—(|1,-1)+2[0,0) + [ -1,1)).
| J=1,M =1) is orthogonal to | J =2, M = 1), then:
|J=1,M=1)=25(]1,0) - 0,1))
and, since it is antisymmetric, also | J =1, M =0) is antisymmetric:
|J:1,M:0):\/Li(|17—1>—\—1,1)).

By orthogonality with |J = 2,M = 0) the state J = 0 (necessarily
symmetric) obtains:

|J:O,M:O>:\/L§(|1,71>f|0,0>+\71,1>).
J=3M=3)=11);
Jo|J=3.M=3)=hm/3|J=3M=3)=(-+j)|l3) =
r=t=4) =F0h+ i)

The vector |J = &, M = %) is obtained by requiring orthogonality to
|J=3M=1):

T=tM=1) =300 - BL-D).

The composition of the spin of two particles, e.g. 1 and 2, gives the values
S12 = 0, 1 and the composition with the spin of the third particle gives
once S = % and twice S = %, so there are four states with S = % and
2 + 2 states with S = % .

The states with S = 2 are symmetric (|+,+,+) is an abbreviation for
the vector | s, = %,SQZ = %, 83, = %}, ete.):

|S: %7MS: %> = |+v+7+>

|1S=3.Ms=3)=f#(l++ )+ |+ —+)+ [ ++)).

A pair of states with S = % can be obtained, for example, by composing

the spin % of the third particle with the singlet state (S12 = 0) of particles
1 and 2:

8" =3 Ms=3)=f(l+ =)= [=+))|+)
= ZllH =) =4 +)

The other pair of states with S = % can be obtained either by composing

the spin % of the third particle with the triplet states (Si2 = 1) of the
first two, or by imposing the orthogonality with | S = 2, Mg = 1) and

|8 =3, Ms=73):
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187 = 3 Ms = 3) =31+ =)+ i) = 3144 )
9

¥ is invariant under rotations, so L = 0.

W(7,7) = N(r3 +r3) e (T8 N7 - e~ (EHD) = gy 4 0.

Yy has I3 =0 and ¥ has [; =1 (it is a linear combination of x1, y1, 21 X
e_(T'f‘”g)), so the possible results are {; =0 and 1.

If the result is [; = 0, the wavefunction after the measurement is ¥y,
whereas if [; = 1 the wavefunction after the measurement is ¥;.

U, | W2
P—o= M = (W | W) = N2/(7“411+T‘21+2T%7"§)e_2(r%+r§)dV1dV2
4<% | %)
=- = P =--
5 h=1T 5

If the result is I3 = 0, obviously m; = 0 and the state remains unaltered
(W ); if instead [; = 1, then the possible results are m; = 0,£1 (for ¥ is
a linear combination of x1, y1, 21X etc.). In order to find the wavefunction
after the measurement, it is convenient to express ¥; as linear combination
of eigenfunctions of Lq,:

Wy =2N (2122 + 3(@1+iy1) (w2 — iy2)+ 3(z1 — iy1)(z2+iy2)) e~ (ri+m3),
So,if my =0: Wy — zzge (riH72)

ifmy =41 Wy — (214 1iy) (s —iys) e iF73)

ifmy = —1: W — (z; —iy)(ze +iya) e CTH72)

10

The space of the states with [ = 1, [ =1 is generated by the factorized
states with wavefunctions >, a;x1; ¢1(r1) X Zj Bjxaj ¢2(r2) and the most
general superposition of this type is

!Z’(Fl, 7?2) = Zij Cij T4 l‘gj @(7‘1, 7”2) . (1)

Keeping the function @(ry, ro) fixed, one has 9 = 3 x 3 independent
states.

The wavefunctions of the states with L = 0 have the form (1) and, in
addition, they must be invariant under rotations, so Cj; = cd;;.

As in Problem 8.1, from the commutation rules [L;, V;] =ihe€;;, Vi one
has that the states with angular momentum L = 1 obtain by applying
a vector operator V; to states with L = 0. In this case, since P(ry, rq)
corresponds to L = 0, by applying (71 A 72); to @(ry, ra), states of the
form (1) with L =1 are obtained, then:

Lpl(Fl, 7?2) = Zici (Fl /\’FQ),'@(Tl, 7'2) .
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d) From among the nine states having the form (1), the states linearly inde-
pendent with respect to those with L = 1 are obtained from the symmet-
ric combinations Wy (71, 72) = (215 T25 + 15 T2;) P(r1, 72) . However the
latter are not orthogonal to those with L=0: ). Yy = Yo , therefore:

Wy (71, 7o) = Zij cij (21 o + @1y w2 — 2 (F1-72) 65 ) P(re, 12) -

To summarize, we have decomposed the matrix x1; xo; in its trace (L = 0),
its antisymmetric part (L = 1) and its symmetric, traceless part (L = 2):

13 2j = (71 72) 0ij + 5 (w15 025 — 215 02:)
+ %(xlixzj + 215 T2 — %(Fl' F2)5ij) :

15.11

a) P(A.) is the probability of finding particle 1 in and particle 2 out of A,
+ 2 in and 1 out, + both in; or, also: 1 in and 2 anywhere, 4+ 2 in and 1
anywhere, — both in:

T+ iA w-i— A
/ dxg/ |WA T1, T2 | dxl—i—/ dxl/ |@A T, 1'2)| CLCCQ

34
T+5A z+1A
2
7/ dxl/ |LDA(I’1, I2)| d.CCQ.

-ia -ia
b) P(A;)=(A|EL 9P +1'®E4 —E4 ®E3 |A).
¢) Putting EY*=FEYo1?+1'® E3 - EY ® F%, one has
2 1,2 2
ElAlUAQ = EAl + ElAQ - ElAl ® E2A2 EAQ ® EAl # EA + EA

d) ma, is given by 1x (the probability of finding particle 1 in A, and particle
2 out + 2 in and 1 out) +2x (both in):

fia, =(A|Ey @1P+1'®F% |A) :/ (p1(z") + pa(a’) ) da’

x

—+oo —+oo
p(z) = / WAz, 22)Pdey,  pola) = / s (1, @) das .

— 00 — 00

So, in a probabilistic sense, p1 (x)+p2(x) represents the density of particles.

15.12
a) (Ax | flqgr, g2) | Ax) = / |p(21) x(22)|? f(21, 22) do1day
+ / 6" (1) x(@1) F(@1, 72) X" (22) d(2) derders

(Ao | Flar, a2) | Ao) = / 16(a1) x(@2)? (a1, 22) dzrdas
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The difference among the three mean values is given by the exchange
integral.

b) The exchange integral is vanishing, so the three mean values are equal to
one another. Even if the two particles are identical, in this case either the
symmetrization or the antisymmetrization are not necessary.

15.13

a) As the initial states | Ag) and | By) are orthogonal to each other, such
are also the final states; so, up to a phase factor:

|Bo) — J(1B) - | A)).

b) If the two particles are distinguishable, the initial state is | Ag, By ), so:
| Ao, Bo) — 5(1A) + [B))(|4) - | B))
therefore the probability for having a coincidence is % + i = % .
If the two particles are identical particles:
|A,A)— |B,B)) (bosons)

|A,B)— |B,A)) (fermions)

1
5
7
V2
so for bosons the probability for coincidences is 0, whereas for fermions it
is 1: in fact two identical fermions cannot be in the same state.

%(\AO,BOHZ | Bo, Ao )) —’{

15.14

a) Each photon has a probability % to be revealed by any of the counters; if
the photons are sent one at a time, the probability P, ., is given by the
binomial distribution:

n! 1\
Pnl,ng - nllng! (5) .

If the photons are sent together, each of them in the state | Ag ), the initial
state is | Ag --+ Ag) and | Ag) — %(|A)+ | B)), so:

n times

T o) = () (14)+ 1B)) - (14) +1B)).

In order to calculate the required probability we must take the scalar
product between the vector to the right and the vector in which ny photons
are in the state |A) and ng in the state | B), namely the normalized
vector:

n1 times no times

n! —1/2 P e U

Ini,na) = <7) S|A,--A, B, B)
77,1!77,2!
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ni1 times no times

/—M ,—/h . . . .
where S| A,--+- A, B,--- B) is the symmetric combination of the
n!/nilng! vectors in which A appears n; times and B appears ng times:

Pana =| (%) (A1 +(BY) - (A1 + (B [n,m)|

1\7/ nl! -1 nl \2 n! 1\
=) Gr) > Gor) =2 (B)
2 'le!’fLQ! nl!ng! ’I’Ll!’ng! 2

as in the case when the photons are independent.

One has 1 =7y = %n

n—1 n—2
- 1 (n—2)! 1\ -2
= Z minz Fusny = 4 nln—1) Z o (n1 =1l (ng = 1)! (5)

n1:1 n1—1:
1

1
:Zn(n—l) = g(2):1—g-

The absence of quantum fluctuations is equivalent to ny = 7y, ng = Tig,
whence ¢ = 1. The smaller the number of sent photons, the greater the
difference between the classical and the quantum result (the fluctuations
are more sizable).

[Quantum fluctuations were given the first experimental evidence by Hanbury
Brown and Twiss in 1956.]

15.15

2)

In the triplet state H' = V(r) = =V, x(r) (potential well of depth Vj).
Taking h*/mrg = 10MeV as unit of energy (see Problem 6.11: the re-
duced mass of the n—p system is £ m) and putting vy = Vo /(B2 /mr3),
eq = Eq/(h?/m73) = 0.22, the equations that determine V are:
& &

tan® & tan? ¢
whose solution, found numerically, is £ = 1.82 = V3 ~ 36 MeV. Alter-
natively, since the system is weakly bound, & ~ 7/2 whence £2/tan? ¢ ~
(7/2)%(¢ — 7/2)? and in this way & ~ 1.87 obtains.

In the singlet state H' = [V, + 4a] x(r) (well of depth Vo —4a) and

since such a state has got energy ~ 0, one has £ ~ /2 = Vj —4a ~
(7/2)2 K% /mr? = a=~2.7MeV.

€eq (E>m/2); vo = &2 +

The singlet states are associated with states that are symmetric under the
exchange of the orbital variables, and vice versa for the triplet states. If
q, p and @, P respectively are the relative and centre-of-mass variables
and II, the operator that exchanges the orbital variables, one has:

I,qI; =~q, I,flI;" =—p; H,QI;'=0Q, II,PI;'=P.
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Therefore 11, coincides with the space inversion of the relative variables.
Recalling that for a particle the parity of the states of given L is (—1)%,
the states with even L are symmetric in the orbital variables and those
with odd L are antisymmetric: so the possible pairs are (L even, S =0),

(L odd, S =1). Of course also superpositions thereof are allowed.

¢) As the unique bound state for the two particles interacting through H’
is a state with L = 0 and S = 1, it cannot be the state relative to two
identical fermions.

15.16

a) The state of the system is the pure state (|+) and |—) eigenvectors of
any component, say 7, of &, see Problem 15.5):

X )= d5Im 1L . (140 1= ) = =) +).)

whereas (see Problem 15.4) the state of particle 1 is the statistical mixture
{Ir, )1 +) 55 Im t)]=), 5}

b) If the measurement of &5 -7 yields the result +1, the system immediately
after the measurement is in the state |7, t), |, t),|—), |+),, therefore
particle 1 is in the spin state | —), and a measurement of &1-n will yield
the result —1; if instead the measurement of &5-7n has given the result
—1, the measurement of &1-n will give the result +1.

¢) If for ¢t <t particle 1 were in a pure spin state, e.g. | — 7 ),, then particle
2 should be in the state | +7),, both by symmetry (no measurement has
yet been made) and because the component S,, of the total spin is vanish-
ing. So 50% of the couples should be in the spin state | —7), | +7), and
the other 50%, in the state | + 7 ), | —n),, i.e. the system would be (for
t < 1) in the statistical mixture {| —A), | +n),,5; | +7n), | —7),, 3},
whereas by assumption the system has been prepared in the singlet spin
state. In addition, since different n’s correspond to different mixtures, the
state (mixture) of the system for ¢ < ¢ would depend on which component
of the spin one will decide to measure at time ¢. Therefore, according to
quantum mechanics, it is wrong to assume that, in the absence of inter-
actions between the two particles, the measurement effected on particle 2
cannot produce effects on the state of particle 1 (Einstein—Podolsky—Rosen
paradox).

15.17
a) One has:
[4) = H(a(I1B1)+ |B2)) [ =), = a(1Bs) + | Bi)) | +),

+B(1Bs) = 1B1) | =)y = B(1B1) = |B2)) | +), )
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=3|Bi)(al=), = Bl+);) +3|B2)(a| =)+ B]+),)
+3Ba)(—al+), +8]=)) + 5 Ba)(—al+), —B8]-)s)

so the four results all have probability 1/4 and, for each of them, the state
of the third particle after the measurement is

[Bi): |bi)s =l =)y =Bl+); [B2): |b2)y =al=) +B8[+);;
[Bs): [bs)s=al+)y=Bl=)s; |Ba): [ba)s=al+),+8]=)s.
In the basis |+), | —) (the index 3 is hereafter omitted) one has:

|b1>~(_f); (_01 é)(‘aﬁ):(@ S ) = —ioy br).

Likewise |z) =0,]b2), |x)=0,]bs), |x)= |bsy). The operator
that performs the rotation of angle ¢ around the direction 7 on the spin
states of a particle of spin 1 is (see Problem 13.2):

Ui, ¢) = e?' 7" = cos(¢/2) +16 - i sin(¢/2)

so, up to phase factors, 0., 0y, 0, implement rotations by 180° respec-
tively around the z, y, z axes. If the result is B4 no rotation must be
performed.

2} 1+l =) = 25 (a1 Bi) + 1B2)) = )a +6(1Bs) = 1B1) 1-).)

so the probabilities respectively are 3|al?, $|a|?, 3|8|?, 1|6|?. Particle 3
always is in the state | —) that does not contain information about the
state |z ) so, in this case, teleportation of the state |z) is not possible.
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Applications to Atomic Physics

Perturbations on the fine structure energy levels of the hydrogen atom;
electronic configurations and spectral terms; fine structure; Stark and
Zeeman effects; intercombination lines.

Note. Throughout the chapter angular momenta are measured in units of h
and are, therefore, dimensionless.

16.1 Due to relativistic effects and to the quan- B3y 92py )y
tization of the electromagnetic field (Lamb shift),

the hydrogen energy level with n = 2 splits into 0.3652 cm !
three levels, respectively with [ = 1, j = 3 (2p1);
l=0,j=%(2s%); l=1,j=%(2p%).Thesepara— 25172
tions, expressed in wave numbers (see Problem 11.13)
are By — By = 0.0353cm ™!, FE3 — Ey = 0.3652cm ™! (see figure).

7)) (S —
$ 0.0353 cm !
EyV—— 2p,

a) Relying exclusively on what is reported above and summarized in the figure
above, say, for any of the following observables, which certainly is not a
constant of motion and which may be such:

Loy Ly, ey L5 oy Gy, j=i 7% 1 (space inversion); Lo

(I.:x—x, y—vy, z— —z and likewise for p,, p,, p-).

Owing to effects due to weak interactions, it may be necessary to add a term
as the following to the Hamiltonian (whose levels are those described above):

H' = 3(9(r) (5 7) + (G- 7) g(r)) -

b) Which, among the possible constants of motion found in a), certainly are
no longer such?

We want now to study the effects of H’ on the levels with n = 2.

¢) Denote by a,b --- the nonvanishing matrix elements of H’ among the
states with n = 2 (being so careful as to indicate equal matrix elements
with equal letters, etc.). Restricting to the subspace of the states with
n = 2, find the eigenvalues of the complete Hamiltonian Hy+ H’ in terms
of the above parameters.

E. d’Emilio and L.E. Picasso, Problems in Quantum Mechanics: with solutions, UNITEXT, 323
DOI 10.1007/978-88-470-2306-2_16, © Springer-Verlag Italia 2011
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d) How many lines are observed in the transitions between the energy levels
with n =2 and n=17

16.2 A hydrogen atom is subject to a constant uniform magnetic field B.
Neglecting the terms quadratic in B (the one in parenthesis is the most
important), the Hamiltonian is

o2

e h = N 52
H=Hy+5——(L+25)- B +[8 (7 n B)?] (1)
where Hj is the Hamiltonian of the atom in absence of magnetic field, whose
energy levels with n = 2 are those described in Problem 16.1. In a first ap-
proximation, the radial wavefunctions of the states Qp% and 2p 3 can be taken
equal.

m c?

a) Say which, among the eigenstates of Hy with n = 2, are also eigenstates
of H and find the corresponding eigenvalues.

Let E5;(B), i = 1---7, be the other eigenvalues of H restricted to the
states with n = 2.

b) Taking in consideration only the matrix elements of H among the eigen-
states of Hy with n = 2, find the eigenvalues FEs;(B) and say for which
values of B is the weak field approximation legitimate, and for which val-
ues, instead, is the strong field approximation more suitable. Since in (1)
the terms in B2 have been neglected, is it meaningful to keep the quadratic
terms in the expression of Fs ;(B)?

¢) How many lines are observed in the transitions to the ground state 1s 1 ?

16.3 A hydrogen atom, whose levels with n = 2 are those described in
Problem 16.1, is subject to a constant uniform electric field £ .

a) Say which is the number of levels with n = 2 in the presence of the electric
field and which is the behaviour (i.e. linear, quadratic, . ..) of such energy
levels as a function of £ for € — 0.

b) Restricting to the first nonvanishing order of perturbation theory and ig-
noring the contributions from the levels with n # 2, calculate the effect
of an electric field € = 600V /cm on the level 2ps. In order to calculate
the matrix element of the electric dipole operator use the value that is
obtained from the nonrelativistic theory:
(n=21=0,m=0|z|n=2,l=1,m=0)=3ap
and the results of Problem 15.8b.

Since E3— Ey ~ 10 (Ey— Ey), for suitable values of £ it is possible to calculate
its effect of the on the levels 2py and 251 neglecting the matrix elements
among the states of the mentioned levels and those of the level 2p3



Problems 325

¢) In the above mentioned approximation (and a fortiori ignoring the contri-
butions from the levels with n # 2) calculate the effect of the electric field
on the levels 2p% , 23% and say to what extent for & = 600V /cm the
suggested approximation is applicable.

16.4 The He atom has the levels (notationz (configuration) 25+1LJ) 152515,
and 1s2p 'P; separated by a fraction of eV. A method to determine the value
26 of such a separation consists in making measurements of spectroscopic
type on atoms in a constant, uniform electric field: if the atom is subject to
an electric field, even an intense one, the latter will perturb the two levels,
without however appreciably mixing them with other states of the atom. The
calculation of the effect of the electric field may, therefore, be made limiting
oneself to the subspace spanned by the states belonging to the two considered
levels.

a) Assume 0 and the matrix elements of the perturbation are known. Find the
stationary states in presence of the field and the corresponding energies.

The 7 lines (i.e. corresponding to transitions with AM = 0), spontaneously
emitted in the transitions from the considered levels (in presence of the field)
to the lowest energy level, are observed. The difference between the frequencies
of the mentioned lines corresponds to AE = 0.75eV and the ratio R between
the intensities is R ~ 1/9.

b) Find the separation 20 between the unperturbed energy levels.

c¢) If the electric field is absent, how many lines are observed in the transitions
from the considered levels to the lowest energy level? In what region of the
electromagnetic spectrum does the transition line between the two excited
levels 1525 1Sy, 1s2p'P; fall? Explain why, in the absence of the electric
field, it is difficult to measure 26 .

16.5 Consider atoms with two electrons and nuclear charge Z > 2 (helium-
like ions). The first ionization energies (namely the minimum energy necessary
to extract only one electron) from the neutral helium (Hel) to the four times
ionized carbon (CV) are, in eV:

11 I11 v

He' Li Be B C
24.58 75.62 153.85 259.3 392.0
Since we are interested in the ground state of the above atoms, we shall ignore
the spin of the electrons.

v

a) Demonstrate that the Hamiltonian:

=2 ZeZ =2 Z€2 62
HZ:pilf7+p72,7+7
2Mme 1 2Me T 19

is unitarily equivalent to:
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~ 7.2 2 =2 2 2/ 2/
HZ:ZQ(pl_e+172_e+€/):Z2<H(0)+€/) (1)

2me T 2me T2 12 12

and, as a consequence, that the energy of the ground state is given by the
series:

1
EZ:ZZE<0>+Za+b+Zc+

b) Find E© and a. Use:

2 5 2

(1,0,0; 1,0,0 | — | 1,0,0; 1,0,0) = = —

12 8 ap
where |1,0,0) is the ground state of the hydrogen atom (Z = 1) and,
neglecting the terms b+ ¢/Z + ---, find the first ionization energies for
Z =2,---,6. Compare the results with the experimental data given above.

¢) Show that the correction to the first ionization energy due to the terms
—p}/8m3c? (see Problem 12.20) is of the order of Z%a? x (€?/ag) and use
the results of Problem 12.20 to calculate this relativistic correction from
helium to carbon.

A simple way to obtain, with a good approximation, the energies of the lowest
energy levels of the two-electron atoms consists in replacing the Coulombic re-
pulsion between the electrons with a smaller nuclear charge (screening effect):
7 — Z' = Z — o, namely:
=2 Z/62 =2 Z/€2
HZ_)HéOI)Epl_ +p2_ .

2me 1 2Mme T9

d) The energy of the ground state of H(Zq) has the form E(ZO,) = 7?°EO 4
Zd +V: find o in such a way that o’ = a; calculate the first ionization
energies for Z =2,---,6 and compare the results with the experimental
data.

16.6 Atoms with two electrons and nuclear charge Z > 2 ((helium-like ions)
are subject to a constant, uniform magnetic field B.

a) Calculate, in the approximation of independent electrons (i.e. ignoring the
repulsion between them), the effect of the magnetic field on the lowest
energy level to the first order in perturbation theory: exploit the identity
given in Problem 12.14, suitably adapted to the case Z # 1.

b) Calculate, in the case of helium, the first order effect of the magnetic field,

assuming as Hamiltonian in the absence of field the Hamiltonian H ©

defined in Problem 16.5.
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16.7 The first excited configuration of the helium atom is 1s2s.

a) Write the spectral terms 251 deriving from this configuration and their
energies to the first order in the Coulombic repulsion, in terms of both the
“direct integral” Ay and the exchange integral Aq:

Bo= (291, (15), | 1 (19),,26),),

2

Ay = ((1s),,(2s), | — | (15),,(25), )

b) Show that the calculations of both Ay and A; can be brought back to
the calculation of the electrostatic energy of a charge distribution p; in
the field of a charge distribution po (possibly p; = pa). Use this result
and determine the sign of the exchange integral.

For the calculations of Ay and A; it is also possible to exploit the fact that:

7 :/dQl dQq :/ dQ dQy
N S 1} + 13 — 2r17r5 cos 012

—/dQ/ dQyo
! /13 + 13 — 2r17rg cos 012

and, after performing the angular integrations, to distinguish the integration
regions r1 > ro and ro > rq.

¢) Exploit the second method and calculate Ag. Use the methods of electro-
statics (Gauss’ theorem) and calculate A;. Find the energies of the levels
1s2s and compare the results with the experimental data: the energies,
referred to those of the ion He™, are B/ = —4.76eV, E” = —3.96¢eV. Say
which is the sign of the contribution of the second order to the computed
energies.

16.8 The normal configuration of the carbon atom is (1s)?(2s)? 2p2.
a) Find the spectral terms 2°T1L associated with this configuration.

In the Russell-Saunders scheme, in which the energy levels are classified by
means of the quantum numbers L and S, the spin-orbit interaction is — to
the first order — equivalent to Apg LS , Aps being a numerical coefficient.
The levels Ep gy, with the same L, S and J ranging from |L— S| to L+ S,
give rise to a fine structure multiplet.

b) Show that the Landé interval rule Ers j— Ers j—1 = ArsJ holds.

The lowest energy levels of carbon are the fine structure multiplet 3P o
(notation 2L ) with energies Eg =0, E; =16.4cm™", Ey =43.5cm™ L.
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¢) Calculate the ratio (Es — Ey)/(E; — Eg) and verify whether the result is
in agreement with the Landé interval rule.

16.9 Consider the configuration: (filled shells) p™, n <6.

a) Show that the number of independent (spin and orbital) states correspond-
ing to this configuration equals that of the configuration (filled shells) p6—".

All the independent states corresponding to the configuration p"™ may be
obtained by calculating the determinants (Slater determinants) of the n x n
minors of the n X 6 matrix obtained by arbitrarily selecting n columns (we de-

note by |m,s); the state of the i-th electron: e.g. |1,—) = |m=1,s = —1)):
|17+>1 |17_>1 |07+>1 |07_>1 ‘ _1’+>1 | _17_>1
|17+>n |177>n |07+>n |O’7>n ‘ 71’ +>n | 717 7>n

b) Show that, for every state | M, Mg ) belonging to the configuration p",
there exists a state with the same quantum numbers belonging to the
configuration p®~™. Therefore the two configurations p™ and pS—" give
rise to the same spectral terms.

The result may be expressed by saying that the configuration p®~" is equiva-

lent to the configuration (filled shellp®)p", where p" is the configuration of

n “missing electrons”, namely of n “holes” (this holds also for configurations

consisting of d, f, --- electrons): it is indeed possible to demonstrate that,

to the first order in the Coulombic repulsion and in the spin-orbit interac-
tion Hyo =) . ¢ (ri)l: - §;, the holes behave, as far as energy is concerned, as
particles of charge opposite to that of the electron.

¢) The fluorine atom has atomic number Z =9 and, in the periodic table, it
precedes neon (noble gas). Its normal configuration is (1s)?(2s)?2p°. Find
the corresponding spectral term and the number of independent states.

d) Find the spectral terms associated to the normal configuration of the oxy-
gen atom (1s)?(2s)% 2p*.

The lowest energy levels of the oxygen give rise to a fine structure triplet with
energies Fo =0, F; = 158.5cm™", Fy = 226.5cm™ .

e) Say which are the quantum numbers L, S, J of the above mentioned three
levels and with which approximation is the Landé interval rule verified (see
Problem 16.8).
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16.10 The normal configuration of nitrogen is (1s)%(2s)? 2p3.

a) Say whether this configuration can give rise to states with orbital angular
momentum L =3 (F states).

b) The states of the lowest energy level have total spin S = 3/2. What is the
orbital angular momentum L 7

¢) Write the orbital part of the states of the lowest energy level in terms of
the sates |mi, ma, ms), the eigenvectors of I, lo., l3..

The configuration (1s)?(2s)?2p? gives also rise to P (L = 1) and D (L = 2)
terms.

d) Say what is the total spin of such spectral terms and to how many fine
structure energy levels does each of them give rise to.

16.11 Consider the excited configuration (1s)%(2s)22p3p of the carbon
atom and let Ro(r) and Rs(r) be the radial wavefunctions of the p elec-
trons, respectively with n =2 and n = 3.

a) Find the possible values of the total orbital angular momentum L and, for
each value of L, determine the values the total spin S may assume: note
that the 2p and 3p electrons are not “equivalent electrons” (Rg(r) #*

Rg(?’) )

b) Using Cartesian coordinates as in Problem 15.10, write the orbital wave-
functions of the two p electrons relative to the different spectral terms
2541, found above.

For each value of L, the energy difference between the singlet and the triplet
states — to the first order in the Coulombic repulsion — is determined by the
behaviour of the wavefunction of the two p electrons for 7 ~ 75, namely in
the region where e?/r15 is ‘large’.

c¢) For each fixed value of L, establish for which value of S does the spectral
term have the lowest energy. Is Hund'’s rule — according to which the lowest
energy belongs to the term with the highest spin — always fulfilled? Which,
among all the considered levels, has the lowest energy?

16.12 Spectroscopic analysis has established that a certain atom, whose
identity is unknown, has the following energy levels in eV ( Ey is the lowest
energy level):

Ey=0, E,=17x10"2, Ey,=4x10"2, Es=7x1072

separated by about 0.3eV from the next higher level. It is therefore reasonable
to assume that the levels Ey - -+ E3 constitute a fine structure multiplet. Even
if the Landé interval rule ( Ers j — Ers,j—1 = Aps J) is not expected to hold
with good accuracy, some pieces of information may however be obtained from
it, both in qualitative and in quantitative character.
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a) Establish whether one is dealing with a direct multiplet (Ars > 0) or,
rather, with an inverted one (Ars < 0). Say which is the value of the
total spin S and the minimum value the orbital angular momentum L
may have. Are the values of the total angular momentum J integers or
half-integers?

b) Having established whether J is integer or half-integer, determine the
value Jy of the total angular momentum of the lowest energy level that
gives rise to the best approximation to the Landé rule. Find L.

¢) Taking into account all the configurations p™ and d™2 for the electrons
external to the filled shells, say which is the only configuration compatible
with the found results. Knowing that the orbitals have to be filled accord-
ing to the following order: 1s, 2s, 2p, 3s, 3p, 4s, 3d, 4p, 5s, -+, say
which is the first atom exhibiting the found configuration.

16.13 An excited configuration of the barium atom (Z = 56) is
(15)% -+ (5s)%(5p)® 6s6p .

In the central field approximation, the Hamiltonian of the outer electrons is

szj:(

In this case, due to the high value of Z, the intensity of the spin-orbit inter-

—

action Hy, = Y, &(ri) l; - 5; of the two external electrons may be considered
comparable with the intensity of the Coulombic repulsion.

ﬁ'2 . e2
— + V(r; ili'_’i) —
BV TR )

a) Classify the energy levels of the configuration 6s6p in the Russell-
Saunders approximation, in which the spin-orbit interaction is considered
as a first order perturbation (see Problem 16.8).

b) Classify the energy levels of the configuration 6s6p in terms of the quan-
tum numbers ji, jo (7= [+ §) of the single electrons, in the approxi-
mation in which the Coulombic repulsion is totally neglected and find the
relative degeneracies.

¢) Find the possible values of the total angular momentum J for each of the
levels found in b). Which is the effect of the Coulombic repulsion on these
levels?

16.14 Consider the barium atom in the configuration: (filled shells) 6s 6p, as
in Problem 16.13. The energies in cm ™' of the four levels generated by this
configuration, referred to the lowest energy level, are:

Ey =12266, Ey = 12637, E5 = 13515; E,; = 18060.

In the central field approximation the Hamiltonian of the electrons 6s6p is
that given in the previous problem: however, in order to make quantitative



Problems 331

predictions and since we are interested only in the states 6s6p of the two
electrons, the Hamiltonian can be approximated as:

where A is a numerical positive coefficient given by (6p | £(r) | 6p) .

2
e
FAL-E )+ —
) ) 12

a) Exploit the identity [ -5 +1lo -5 = S(L-S+ (1 — ) - (51 — &))
and calculate, in terms of A and in the Russell-Saunders approximation,
the fine structure separations of the levels belonging to the 6s6p config-
uration, determined in Problem 16.13 a). Compare the value of the ratio
(E3 — Eq1)/(Ey — Ey) with the theoretical prediction.

Take for known the value of the exchange integral:
2
e
Al = < (68)27 (6]))1 ‘ E | (65)17 (6p)2 > .

b) Write the matrix representing H' = Hy, + €2/r15 in the basis 25t1L;
of the four spectral terms deriving from the 6s6p configuration: in order
to find the matrix elements that would require explicit calculation, it is
convenient to exploit the fact that, in absence of Coulombic repulsion, one
must find again the results of Problem 16.13 b). Once the rows and the
columns of the matrix have been suitably ordered, find its eigenvalues.

c¢) Use the expressions of the eigenvalues in terms of A and A; found in b)
and find two linear equations that allow one to determine the values of A
and A; from the experimental data. Calculate numerically the value of
the ratio A/A; and estimate the error one makes in treating the spin-orbit
interaction in the Russell-Saunders scheme.

d) From the results of the preceding point, find a theoretical prediction for
FE, — E5 and compare it with the experimental datum.

16.15 The first excited energy levels of mercury (Z = 80), generated by
the configuration: (1s)2 - (5s5)2(5p)%(4f)**(5d)*° 65 6p, referred to the normal
configuration: (filled shells) (6s)?, expressed in eV, are the following:

E, =4.667, FE,=4.886, E3=5461; FE,;=6.703

respectively classified — in the present case not appropriately, but according
to the tradition — as 3Py, 3Py, °P»; 'P,.

a) Show that the perturbative (first order) treatment of the spin-orbit in-
teraction, particularly the Landé interval rule, cannot reproduce the fine
structure of the 2P levels with an approximation better than about 20% .
If the classification of the energy levels in terms of L and S were correct,
how many lines — in the transitions from the above mentioned levels to
the lowest energy level — should one observe?
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The correct answer to the above question, concerning the number of lines,
actually disagrees with the observed number. In the light of this situation,
the classification by means of the total spin S is inadequate, and we want
here to find the correct expression for the stationary states. Since the other
energy levels of mercury are not too close, one is allowed to take the spin-orbit
interaction Hy, into consideration in a nonperturbative way, limiting the cal-
culation to the only states generated by the configuration: (filled shells) 6s6p .
In the present case, contrary to what we have done in the case of the barium
atom (see Problem 16.14), due to the higher value of Z, we shall not try to
establish relations among the matrix elements of Hg, by considering the two
external electrons as independent.

b) Assume that both the separation § between the levels 'P and 3P in
absence of Hg, and the nonvanishing matrix elements of Hg,, are known.
Find the stationary states and the corresponding energies (up to a common
additive constant E ).

¢) Find the value of § and of the nonvanishing matrix elements of Hy, in
terms of the experimental values of the energy levels (better: in terms of
their differences). Use the result and write the normalized stationary states
with numerical coefficients.

At this point, some theoretical predictions can be made.

d) Calculate the Landé factors:
gJEI+(J(J+1))_1<EJ7J7MJ|§'j‘EJa']7MJ>7 J#O
of the above energy levels with J > 0 and compare the results with those
observed in the Zeeman effect, that are, respectively: 1.479, 1.503, 1.019.

e) Calculate the ratio between the lifetimes (reciprocal of the transition prob-
abilities per unit time) of the levels Es and Ey; the observed values are
Ty~ 1.08 x 1077s, 74 ~1.30 x 107 9s.

(The transition from the level FEs, improperly classified as 3Py, is called an
intercombination line (or forbidden line) inasmuch as it is — apparently — a
transition between states with different spin.)
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16.1

a)

By just looking at the figure one can deduce that 72 and L2 may be
(and indeed are) constants of motion because the states are classified by
means of these observables; certainly the components of 7 are constants
of motion because the levels are degenerate on j, (on the other hand,
the atom is isolated), the space inversion I because its eigenvalues are
w = (—1)". Certainly the components of L are not constants of motion,
otherwise the states p 1 and ps should have the same energy. 1,0, may
be a constant of motion — and indeed it is — because its matrix elements
between states belonging to different energy levels are vanishing: indeed it
commutes with L2 and with 72 =L2+52+2L-§ (l.0. (Lyy) Lo, =
—L,,, I.o.(L;)I,0. = L, and likewise for the spin); or else: I,o, is
the product of I times a rotation by 7 around the z axis, both for the
orbital and the spin variables.

H’ does not commute with I and, since it instead commutes with rotations,

it does not commute with I,0,; it does not commute either with L2 (p
has nonvanishing matrix elements between states with AL = +1).

H' commutes with 7 (therefore with 7'2), whereas it is odd under space
inversions: so its only nonvanishing matrix elements are between the states

25% and 2p% with the same j, and, in addition, those between the states
with j, = +% equal those between the states with j, = —1 (invariance

2
under rotations). Putting:
a=(2s1,j. =+5 | H' | 2py,j. = +3)

(a could be taken real), one must diagonalize the matrix:

1
(B 2) = m=i(meme BT,
a*  Fs 2

So the level 2ps is not perturbed, whereas states with the same j, from the
levels 2p 1 and 25% mix and the corresponding eigenvalues move apart.
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d) The ground state 1si is not perturbed. In the absence of H’ one has
only two lines between the levels n = 2 and the level n = 1, thanks to
the selection rule on the space inversion (2p3 — 1s1, 2p1 — 151) now
instead, owing to the mixing between the states from the fevels 2p1 and
25; there occur transitions from all the three levels with n = 2.

16.2

a) Take the z axis along the direction of B. The eigenvectors of Hy that are
also eigenvectors of L, and s, are eigenvectors of H: such are the states
|2p3,J= = +3) and | 251,85, = +1). The corresponding eigenvalues are:

Eopy)y, +372 = E3 £ 205 B Ess, )y, 2172 = B2 £ g B

b) The magnetic interaction has nonvanishing matrix elements among the
states Zp% and Qp% with the same value of j, = i%. For j, = % one
has (see Problem 15.8b):

1 1 1
1 - 1
(2py, 5 1Ge 52120y, 3) =5 -5 =3
2
<2p352|jz+3z|2p372> g
V2
<2p%’§|j2+82|2p%7%> <2p%7%|sz|2p%a%>:?

so one is left with finding the eigenvalues of the matrix:

Ey+imB  PusB N
V2B Es+2uB
3 25: 3 3,u'B

1
iy =3 (Eg Y B+ usB

+ \/(E3 —E1)?+ 3 (B3 — E1) usB + (MBB)2> :

Forj, = —%, always from 15.8b, it ap-
pears that changing up B into —ug B
is sufficient.

The weak field and strong field
approximations respectively require
,uBB < E3—E1 and [LBB > E3—E1
(the states 25 are exact eigenstates),
whence respectively B < 8.5 x 103 G
and B> 8.5x 103G. B—(Es—FE1)/nn

The quadratic term in the Hamil- |
tonian (1) brings a contribution of the ' [
order e2B2a2 /8me ¢ (ag = h?/me €2 |
is the Bohr radius), whereas the terms

Vv
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proportional to B? in the expression of FEs,;(B) are of the order
(usB)?/(Es — E;) whence it appears that the ratio of the first to the
second is of the same order as the ratio of E5 — F; ~ 4 x 107°eV to
e?/ag ~ 27eV.

Only transitions from the energy levels with [ = 1 are possible: ten lines
are observed, four of them being 7 (Aj, = 0) and the other six being
o (Aj, = +1).

16.3

a)

Taking the z axis parallel to g , the Hamiltonian writes H = Hj + €€ z.
Since H commutes with the reflections with respect to each plane that
contains the z axis, one has the degeneracy j, — —j., so one has four levels
(two from 2p3z, one from 2p1 and one from 2s 1) Since the eigenstates of
Hy have definite parity under space inversion, there is no first order effect.
There is effect only from the second order on, so the behaviour of the levels
as functions of £ for £ — 0 is quadratic. In addition, as H commutes with
Jz, the energy of the states 2p% with j, = j:% stays unaltered (at least

aslong as efag K Ej—3 — Ej,—0 >~ (i — %)xlS.GeV = £ < 10®V/cm).

In the second order one has (the states have the same j, = i% and for z
the selection rule Al = 41 applies):

[(2ps | 2] 251 ) 6(eap€)?
AFEs i 19~ —e2E2 2 AL B —0.012cm™!
35 =£1/2 ‘ Ey — B3 E3 — Ey o

As suggested, the contribution of the levels with n # 2 has been neglected.

Ignoring the level 2ps, the effect of a field of intensity 600V /cm on the
levels 2p; and 2s; is of the order of (e€ap)?/(Ey — Ey) ~ 0.026cm ™!,
whereas the effect of the level 2p3 on the level 231 at the second order
isequal to —AFE3 ; _41/0 = —0. 012 cm~!. As a consequence, the approxi-
mation suggested in the text is barely legitimate. Anyway, let us determine
approximately the effect of the electric field on the levels 2p1 , 28 1:to this
end it suffices to diagonalize the restriction of H to the states of the levels
2py and 251, One has (see Problem 15.8b):

FEy V3eag€
(\/§6a38 FEo ) = Bx

therefore:

1
R (E1 B+ /(Bs— B2+ 12(ea35)2> — E; —0.030 cm ™!

1
-2 (E1—|— By + /(B2 — B )2+ 12(eaB5)2)

1
By =B+~ (E1 By + /(B2 —E12 + 12(eaB5)2) — E +0.030 cm ™!

Note that the energy levels repel each other and that the calculation to
the order £? would provide level shifts given by F 3(eag€)?/(ES — EY) =
F0.056 cm ™! respectively.
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If the presence of the level 2p% is taken into account and the problem of
finding the eigenvalues of the restriction of H to the states of the levels
2p% 2p 1 and 2s 1 is solved numerically, one finds (in em™1!):

AE?),jz::l:l/Q ~ (0.011 N E_ = E1 - 00377 E+ = E2 + 0.026

therefore the previous results for F, and FE_ present, as expected, an
error of about 20%.

4

Taking the z axis in the direction of the electric field, the term of interac-
tion with the field is H = e€(z1 + z2). In the basis (notation | L, M )):

|070>7 |1’0>’ ‘171>a |1»_1>
thanks to the selection rule on M (AM = 0) and on the parity (the

states |0,0) and |1, M ) have definite parities), one must diagonalize the
2 x 2 matrix (the states |1,1), |1,—1) are not perturbed):

(ZO Eal) _(E0+5)x11+<‘j g)

where a = (0,0 | H' | 1,0) can be taken real; the eigenvalues are:

E+ =FEy+0F 0%+ a?

and the corresponding eigenvectors (not normalized to 1, but equally nor-
malized) are:

|E_)=a]0,0) + (5 — /3% +a2)[1,0)
|Ey) = (6 - V6% +a%)[0,0) —all,0)

(the eigenvectors, not being normalized, can be written in different ways:
only the ratios of the coefficients is relevant). In addition, as already noted,
the states |1,1) and |1,—1) both have the unperturbed energy Ej .

AE = 2/ 6% + a?.

The probability transitions between the states | F1 ) and the ground state
(15)2 1Sy receive contribution only from the state |1,0), so their ratio
(ignoring the term (v_ /v )3 inasmuch as 0.75eV < 20eV) is
(V02 +a?2—0)?> AE—-26 1-R

2

_ 95 = AE—— " — 0.6eV.
a AEr2s % TR 6eV

In the absence of the electric field it is not possible to determine 2§ from
the difference of the frequencies in the transitions between the lowest en-
ergy level to the two levels under consideration, because the transition
L =0 — L =0 is forbidden (therefore only one line is observed). The
direct transition between the two levels falls in the far infrared region of
the electromagnetic spectrum, so it is not easy to measure.

R =
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16.5

a)

Hy is obtained by means of the canonical transformation p; = Zp;; ¢; =
Z~1 ;. Perturbation theory applied to Z=2H, = H© + (¢2/7) )/r12, in
which (e?/Z)/r12 is considered as the perturbation, gives rise to Ez in
the form Z2x (power series in Z~1).
EO — g, & _ _979eV:  a=2 < _rev.

2ap 8 ap
The first ionization energies are given, to the first order, by:
Ez* EZfZ2ﬂ — (1Z27§Z)6—2«

2 2 8 ag

One obtains (in the third line the difference from the experimental value
is reported):

1 I 111 v v
He Li Be B C
20.40 71.40 149.6 255.0 387.6
4.18 4.22 4.25 4.3 4.4

If H; — Hy — Y, p}/8m3c? then Z2Hy; — Z 2Hy — Z2 Y, p*/8m3c?
whence the first order correction to the first ionization energies (the term
(€?/Z)/r12 is neglected) is proportional to Z* and, owing to the results
of Problem 12.20, is given by (5/4) Z*a? x (e?/2ag):

He' Li Be B c’

0.014 0.07 0.23 0.57 1.17.
As a consequence, trying to improve the agreement between the first order

results found in b) and the experimental data, e.g. by calculating the ¢/Z
term (see text), is not very meaningful — particularly for Z > 5.

11 111

d) The energy of the ground state of H (ZO,) is
A /262 e2 e2
EY) = —2x = (Z*°-20Z+0)— = 20— =a = o=
z 2(1]3 ( 7 + 7 ) ag g ag “ 7= 16
The result E(ZO, = —(Z — 1—56)2 e?/ag coincides with the one obtained by
making use of the variational method with the trial functions:
i (Z71>3 4 e—Z/ ri/ap e—Z/ r2/ap
4
where Z’ is the variational parameter.
EI (1 Z 5 Z + 25 ) HeI LiH BeIII v \%
z=\54"—3 = 231 741 1523 2577 390.3
2 8 256 1.5 1.6 1.6 1.6 1.7
16.6

2)

Let us take the z axis parallel to B and A(7) = 1 B AF. The Hamiltonian
of the atom in the presence of the magnetic field is (see Problems 13.8 and

"ol

16.2 where § is replaced by the total spin 5)
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eB

2 N2
(LA42S.) + B

H = H,
O+2mec 8m. 2

(23 +yi + 23 +y5) = Ho+ H'+ H”
where Hj is the Hamiltonian of the atom in the absence of magnetic field.
In the approximation of independent electrons the ground state 1Sy is an
eigenvector of Hy+ H': H'|L =10,S =0) =0, therefore to any order
the perturbation to the lowest energy level is given only by H” and one
has (notation |n,l,m; Z)):

6232
§E0:—2><<17O,O;Z|x2+y2|1,0,0§Z>
8m. 2
o2 B2 9 e?B?
- 2% 2(1,0,0; Z 12 ]1,0,0; Z) = ——— 2 x = —3a2 =
8mec2 X3<777 ‘T|”’ > 8m602 X3Z2 g

1
OEo[eV] = 5 2.4 x 10715 x (B[G])*.

As a consequence helium is diamagnetic and this is true for all the atoms
whose ground state is 1Sy (noble gases and alkaline earth atoms).

b) (S/EQ = (5E0 X (Z/Z’)2 =1.4x 6E0 .
16.7

a) L=0; S=0,1. To the zeroth order in the Coulomb repulsion the terms
38, 1S have the same energy E, (exchange degeneracy); to the first order
the energy of each term is determined by the orbital part of the state:

1 1
128) — —(|1s,2s) —|2s,15)), |'S) — —2(|1s,2s>—|—|2s,18>) =

V2 V2

2
E@%=%+@ﬂﬁjﬁw:%+&wAh

2
E(15)=E0+<15|f—|1s>=EO+AO+A1;
12
2 Z2 2
B—_p L2
2(1]3 4 2@]3

2

b) Ag = /1/)iks(7"1)¢§s(7”2) %1/115(?”1)1/}23(7"2)(“/1 dVs

= /P2(7’2) L p1(r1)dVi dVa
T12
p1(r) = elyrs(r)?, pa(r) = e|has(r)?.
Do = [0 pr) AVidVa, plr) = ) ().

Ag >0 (p1>0,p2>0); Ay >0 for it is twice the electrostatic energy
of the (complex) charge distribution p(r).
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¢) Calculation of the direct integral Ag: the angular integration suggested in
the text gives:

1
I:/dQl27r 2\/r12+7“22—2r17“2x
27’17’2

r=-—1

r=+1

e Titre o 1 Lo
= (47) T — (47) <7”1 0 —r2) + (s 7«1))

where 0(z) = 1 for x > 0 and §(z) = 0 otherwise. Whence:

oo T1 62
Ag = / dry 7"12/ drg 7’22 — Rlzo(rl) R220(T2)
0 0 ™

[e%s) [e'e] 62
+/ dry 7"12/ dray 7y o R7(r1) Ry(ra)
0 r 2

1

17 Ze?
= — — =1142eV Z =2).
81 ag ¢ ( )

Calculation of the exchange integral Aj:

3
e ([ Z 2 Zr
— (= 2 (9_ 7) —3Zr/2ap
p(r) 47 (GB> 23/2 ( ag c

Q(r) = 4n /Orp<r'>rf2drf:eﬂ<z7">363z7~/2a3; By~ 20

3 ag

2 2 Ze2 [
Ay=— [ B*(ndV=="— [ a'e3d
1 877/ (r) 5 an /o e T

16 Ze?
:77:1.2 Z:2.
729 an v )
2 Z2 62
EGS)— 72 S = 2 C LA — A, = —338eV
9) 2an 1 2q, TD0T A eV

E('S) = E(®S) +2A, = —0.98eV

where —Z2€?/2ag is the energy of the ion He™.

The result is rather disappointing. The contribution of the second order
is negative in both cases, so it makes the disagreement with the observed
data smaller: indeed the level 3S is the lowest energy level of orthohelium
and the contribution of the second order on the ground state always is
negative; as for the level 1s52s%S, the contribution of the level (1s)? is
positive, but since it is as far as 20eV, it is overwhelmed by the negative
contributions of the levels 1s3s - --.

16.8

a) The filled shells (1s)?(2s)? do not contribute either to the orbital angular
momentum L or to the total spin S. The two p electrons give rise to states
with L =0, 1, 2 and spin S = 0, 1. As the two p electrons are equivalent
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(n1 =mng, I3 =ly) and the states with L =2 and L = 0 are symmetric
in the orbital variables (see Problem 15.8a), owing to Pauli principle they
are singlet states (S = 0); the states with L = 1 are antisymmetric, so
they are triplet states (S = 1). One then has the following spectroscopic
terms (ordered with increasing energy): *P, D, 1S.
[.§=1(2-[>-5%) =
Ers;=FErs+ (Ers| ArsL-S| Ers)

=Ers+ 3 Aps(J(J+1) — L(L+1) — S(S+1))

= Ers.g — Ers,y-1=ArsJ.
Ey — E 43.5
20 2 965,
E,—FEy 164
In the Russell-Saunders scheme, from the Landé interval rule:
Ej—2 — Ej=
Ej=1—Ej=o
therefore the difference with the experimental data is less then 10%.

=3

9

The Pauli principle requires that each state can be occupied at most by
one only electron. The number of ways one can choose n states out of the
six available states is

(o) = = (o)

The determinant of each n x m minor has a well defined value of both
My =>"m; and Mg = >_s; and, since for any state | m,s) there exists
| —m,—s), also the minor with —M; and —Mg exists. Once a n x n
minor has been chosen, the determinant of the (6 — n) x (6 —n) minor
formed with the remaining 6—n states has M; = —M}, and My = —Mg:
indeed My + Mj =>"m; + ZSL m; = Z? m; = 0 and likewise for spin.

The equivalent configuration is (1s)?(2s)22p (the same as for boron),
therefore the spectral term is 2P and the number of independent states is
(2S+1)x (2L +1)=6.

As 4 = 6 — 2, the spectral terms are the same as for carbon: 3P, D, S.
The order in energy of such terms is determined by the Coulomb repulsion
between the holes; the latter is positive as in the case of the electrons, so
also the order in energy is the same as for carbon.

The multiplet of fine structure is “inverted”: 3P27170 (Ars < 0: the dis-
tance between adjacent levels decreases), inasmuch as it is determined
mainly by the interactions of the holes with the nucleus: the latter inter-
action has the sign opposite to that of the electrons. The Landé interval
rule is verified to about 10% of accuracy:
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Ey—Ey 2265
= =3.3.
E, — Es 68

10

No: the states with L = 3 are completely symmetric (among them there
is the state with m; = mg = m3 = 1), and among the spin states of three
electrons there are no completely antisymmetric states (see Problem 15.8).

The states with total spin S = 3/2 are symmetric, so the orbital part
must be completely antisymmetric and this is possible only if the electrons
occupy different orbital states: in the present case m =1, m =0, m = —1
so L, = 0, no matter how the z axis is chosen, therefore also L = 0. In
conclusion, the lowest energy level is 4S.

The orbital state is obtained by means of a Slater determinant: denoting
by |m); the state of the i~th electron, one has:

1), 10), [ —1),
[L=0)= det [ [1), [0), |—1),
|1>3 |0>3 |_1>3

s~ g~

= (11021 + 10.-1.1) + [-1.1,0)

—11,-1,0) = [0,1,-1) = | -1,0,1)).

The only possible values of the total spin are % and %; as seen above
S = % = L = 0, so the total spin of the spectral terms P and D is
3: 2P, 2D . Note that the total number of states of the terms S, 2P, 2D
is 44 6+ 10 = 20, as it must be. Each of the terms 2P, 2D should give
rise to a fine Structure doublet: 2P1 3 D3 3 However, as the p orbital
is exactly half filled, the effect of the Spln—orblt interaction is vanishing to
the first order (see Problem 16.9): the experimental data are consistent
with this result.

11

The filled shells (1s)?(2s)? do not contribute either to the orbital angu-
lar momentum L or to the total spin S. The two p electrons give rise
to states with L = 0, 1,2 and spin S = 0,1. As the 2p and 3p elec-
trons are not equivalent, for each value of L both the singlet and the
triplet spin states are possible. So one has the following spectral terms:

1S, 38; P, 3P; 'D, *D.

The singlet states have symmetric orbital wavefunctions, the triplet states
have instead antisymmetric orbital wavefunctions. Therefore:
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1’35 : fl . 722 (RQ(’I“l) Rg(’l“g) + R3(7"1) RQ(TQ))
L3p. (’f‘l /\722)1‘ (RQ(Tl)Rg(TQ) $R3<7‘1)R2(7‘2))

YD (i Poy 4 Prj o — 2(F1-F2) 0iy) (R2(T1) R3(r2) & Rs(r1) R2(T2)) :

Note the F sign in the radial part of the wavefunction of the P states: it
is due to the antisymmetry of the angular part 71 A 7.

E(S) < E(!S) because Ra(ri) R3(r2) — Rs(r1) Ra(ra) vanishes for 7 =
75 so that the effect of the Coulomb repulsion is smaller. For the same
reason E(3D) < E(!D). Also in the case of the P terms, the one with
wavefunction Ra(r1) R3(re) — R3(r1) Ra(r2) has a smaller energy, but —
owing to the antisymmetry of the angular part — the wavefunction is sym-
metric, so in this case it is the singlet term that has the lowest energy.
In the first two cases Hund’s rule holds, whereas for the P states it is
violated, at least in the form given in the text.

Thanks to the ‘double antisymmetry’ of the 'P states, one may expect
that the latter have energy smaller than the others. Indeed, the observed
energies (in eV) of the levels we have considered are, neglecting fine struc-
ture and taking the lowest energy level as reference point:

p 3D 39 3p D 19
8.53 8.64 8.77 8.85 9.00 9.04.
12

As the distance between adjacent levels increases, one is dealing with a
“direct multiplet”. The number of levels of a fine structure multiplet is the
least between 25+1 and 2L+1 (|L—S| < J < L+S5): as the levels are 4
and 2L+1 is odd, it follows that 4 =2S+1,s0 S=3/2, L > S = L > 2.
The values of J are half-integers.

One may proceed in several ways. It is convenient to eliminate Apg by
taking ratios:

Eg—E27J0+37 3 EQ_E17JO+272.3

Ei—Ey Jo+1 1.7 F1—Ey Jo+1 1.7
13Jp—21=0 = Jy=1.6; 06Jy—11=0 = Jy=1.8

whence it follows (but the method of the least squares could be used as
well) that the half-integer that best solves both equations is Jy = 3/2,
then L — S =3/2 = L =3 (spectral term *F).

As S = 3/2, the number of electrons must be odd and > 3; in addition, the
multiplet being direct, the outer orbital must be filled for less than its half
(p? with L =3 and S = 3/2 is excluded also because it is a completely
symmetric state; d° because Hund’s rule would require S = 5/2). There

remains the configuration d3. The first atom with such a configuration
has Z = 23: (15)%(25)%(2p)%(3s)2(3p)®(45)%(3d)3, so it is vanadium.
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16.13

a)

The two outer electrons give rise to the spectral terms P and 'P. As
the exchange integral is positive (see Problem 16.7), E(*P) < E('P). The
term 3P gives rise to states with total angular momentum .J = 0, 1, 2 that
are split in energy by the spin-orbit interaction. One then has, in order of
increasing energy, the four levels E(3P,), E(°Py), E(P); E(1P).

If the Coulomb repulsion is neglected, the Hamiltonian of the two outer
electrons is separable, so the states can be classified by the quantum
numbers n;, l;, J;, Ji» of the single electrons: while for j; the only pos-
sible value is %, one has jo = %, %, whence the two energy levels:
Ejlzé,gé:% , Eﬁ:%’jz:%, with degeneracies (2j; +1)(2j2 + 1), i.e. 4 and
8: as the two electrons are not equivalent electrons, the antisymmetriza-
tion demanded by Pauli principle does not reduce the number of states
(as instead it happens for the normal configuration (6s)?, that gives rise
to the only state: j; = 3, jo =4 — J =0, J=1).

The states belonging to the level E; _1 ; _1 have J =0, 1; the states be-
longing to F; _

1, ja=3 have J =1, 2. The Coulomb repulsion commutes

with J = 71 + 72, but does not commute either with 77 or with 75, so it
removes the degeneracies on J and gives rise to two doublets of levels:
E. _1

=t ga=t0=00 Bji=y ja=ti0=15 Fji=y ja=gi0=1> =g jo=g;7=2-

16.14

a)

The term (I3 — l3) - (51 — &) is antisymmetric both in the orbital and
in the spin variables, so its matrix elements among P states vanish. As
L-S=1(J%-L?-52), calling E(°P) the energy in the absence of
spin-orbit interaction, one has:

E(Py) = EC(P)-2A, ECP)=ECP)-A, ECP)=ECP)+A =
E(P) - E(P) B3 — By

2 03 —87 1 337,
ECP) - E(P,) ' Ey—Ey

Let Ey be the value of the energy common to the 'P and 3P terms, inclu-
sive of the “direct interaction” Ag, but in the absence of the “exchange
interaction” that splits such terms by 2A; (see Problems 16.7 and 16.13):
E(*P) = Ey — Ay, E(*P) = Ey + A;. The nonvanishing matrix elements
of L - § are those calculated in a); the residual term in Hy, has the nonva-
nishing matrix elements only between the 3P, and 'P; levels, we denote it
by (real) B: ordering the basis according to 3Py, ®P,, 3Py, 'P;, one has:

Eog—A; —24 0 0 0
[ 0 Eo— A1+ A 0 0
0 0 Eg-Ai—-A B

0 0 B Eo+ A,
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In order to calculate B one can observe that for A; = 0 the matrix must
have only two distinct eigenvalues, so:

—-A B

B 0
must have the eigenvalues —2A4 and A. This implies that B = /2 A.
Therefore one has:

E(P)) = Ey — Ay — 24 o

A A2
E(3P1):E0—2—\/<A1+2) +242 %2

ECP) =Ey— A1+ A

AJA1=0.17

A e
E(lPl):EO—2+\/(A1+2> ye

where not appropriately, but according
to the use of spectroscopists, we have kept on calling 'P; and 3P, those
states that are such only to the first order in A.

¢) One has (in order to identify the levels, recall that A; >0, A >0):
E(P) — E(GP)) =3A = E; — E,
{ ECP) + ECP) — (ECPy) + ECPy)) =20, = Ey + Ey — (Ey + Bs)
A; =2458cm™t, A =416cm™; A/A; ~0.17.

In the Russell-Saunders approximation the terms quadratic in A (due
to the matrix elements between 'P; and 3P; ) are neglected, so the error
is of the order of (A/A1)? ~ 3% (see the figure above: the dashed lines
correspond to the Russell-Saunders approximation).

d) E(*P))—E(®P) = 5461 that differs from E4— Fy = 5423 by less than 1%:
an agreement with such a degree of accuracy should be, to some extent,
considered fortuitous.

16.15

a) A first order perturbative treatment of the spin-orbit interaction gives:
E(°P) — E(°Ry)
E(*P) — E(°Ry)
(Landé interval rule: see Problem 16.8), whereas the observed value is 3.63.
If the classification of the energy levels in terms of the total spin S were
correct, owing to the selection rule AS = 0, only the transition from the
level 'P; to the lowest energy level 1Sy should be observed.

b) Hs, has § Aps[J(J+1)—L(L+1) —S(S+1)] as diagonal matrix elements
(in particular, those among the 'P; states are vanishing), whereas it has

=3
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nondiagonal matrix elements only between the 3P, and 'P; states, all
equal to one another (inasmuch as independent of M ;). We shall denote
them by B (that we will take real), and shall put A = Ar—; g—1. Calling
E the (unknown) energy common to the P and P levels in the absence
of both the Coulomb repulsion and Hg,, we have to diagonalize the matrix
(the basis is 3P;, Py ):

—-A B
E><]1+<B 6)

whose eigenvalues and (nonnormalized) eigenvectors are:

Eyy=E+35(6-AF/(0+A)?+4B?)
|E2)=BI[*P1)+3(6+A— /(6 + A2 +4B2)|'P)
|Eq)=B|'Py) —3(6+ A— /(6 + A2 +4B?) |°P).

In addition, the spin-orbit interaction being diagonal on the states P, and
3P,, one has:

E,=E—-2A, E;=FE+A; |E1) = |°Py), |Es3)=|°Py).
One has:

Es—E =34 = A=0.265eV

E,+ FEy— (Eh1+ E3) =0 =1.461eV

E,—FEy=\/(0+A)?2+4B?> = DB=0284eV
whence, after normalizing:

| Ey) = 0.987|3Py) — 0.159|'P1), | Es) =0.987|'Py) +0.159 %P, ).

=1+ 55 E j2+S2-L?|E

|Ey): g(Es)™ = (0.987)%g,_ 1,L=1,5= y +(0.159)%g,_ 1,0=1,5—0 = 1.487
| E3) : Q(EB) =9j=9,1=1,5=1 = 1.D
| Ey) 9(E4)th = (0~987)29J:1,L:1,S:0 + (0'159)29J:1,L:1,S:1 =1.013.

The transition probabilities between the |FEs) and | Ey) states and the
ground state 1Sy receive contribution only from the state |L = 1,8 =0)
(1Py), therefore their ratio is (see Problem 14.12):

Wy Ey 0.987 (TQ )th To \CXP

o = () ~o99; (—) ~ 83.

Wo <E2) <0159) T4 T4

So the forbidden line is about 80 times less intense than the allowed line
|Eys) — 1Sp. The “mixing of spin” (i.e. the violation of the Russell-
Saunders approximation) explains the intercombination lines present in

many atoms, e.g. the alkaline earth atoms that have the sp excited con-
figurations.



Appendix A

Physical Constants

Electronvolt eV 1.6 x 1072 erg
Speed of light c 3 x 10 cm/s
Elementary charge e 4.8 x107%esu=1.6 x 1071 C
Electron mass Me 0.91 x 107%" g = 0.51 MeV /c?
Hydrogen mass my 1.7 x 107 g = 939 MeV /¢?
Planck constant h 6.6 x 1072 ergs =4.1 x 107 eV s
h
Reduced Planck constant h= 7 1.05 x 102" erg s = 0.66 x 10~ eV s
™
Bolt tant k 1.38 x 10" erg/K ~ V/K
oltzmann constan B X erg/ 12000 ¢ /
Avogadro constant N, 6.03 x 10% mol ™!
e? 1
Fine struct tant =— 73x 1077 ~ —
ine structure constan a=- 137
B2
Bohr radius ag 3 0.53A =0.53 x 10"% cm
mee
ch 20 -9
Bohr magneton g = 0.93x10"* erg/G=5.8x10""eV/G
2mec
Rydberg constant Ry= c 109737 cm ™!
2aghc
h
Compton wavelength Ae= 0.024 A
MeC
o2
Classical electron radius r.= 5 2.8 x 1073 em
MeC
o2
Atomic unit of energy — = a®mec? 27.2 eV
ag
A useful mnemonic rule  he¢ 12400 eV A
E. d’Emilio and L.E. Picasso, Problems in Quantum Mechanics: with solutions, UNITEXT, 347

DOI 10.1007/978-88-470-2306-2, © Springer-Verlag Italia 2011



Appendix B

Useful Formulae

Normalized Gaussian wavefunctions:
[4) 25w, (2) = (ra?) e
1A) M 0, (p) = (12 /a?) T et/

— 344, p? =1%/2a>,  p* = 3h%/4a*.

Normalized eigenfunctions of the harmonic oscillator:

1 mw\1/4 2
_— —(mw/2h)x
p(x) = \/QT(WTL> H,(v/muw/hz)e

HO(g)zlv Hl(f):2£7 H2(§):4€2_2

Spherical harmonics: / ‘Yl m ‘ dP2 =1, df?2 =senfdfdo
Yoo(0,0) = %
m
Yi1(0, ) = 8% sen f ™! \/;xily
Yio,6) = \/iocosh = ﬁf
Y2 42(0, ¢) = 31257r sen? fet?® = % (x j;;y)
Y2410, ¢) = ;—i senfcosfetl? = 81% z(@ jly)
Yao(0,9) = \/16T7T(1—3COS 6) = 16% z +yr2—22
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Energy levels of hydrogen-like ions: (infinite nuclear mass)
me et e? a’me c? Ry he 13.6
E,=-7°——=-7? =7 =7 =7 eV.
2h%n2 2n2ap 2n?2 n? n2 ¢

Radial functions for hydrogen-like ions:

o 2
/O!Rn,z(p)| pPdp=1,  p=Zr/ay

Rio(p) =2e7"
Roo(p) = —= (1= £p) ¢
NASEE
Ro1(p) = L p/2
2,1(P 276 pe
2

- - fg 3 2) o—r/3
Rs,o(p)—g\/g (1 3p+27p)e

8 1 _
RS,I(/)) = mﬂ(l - 6[)) e P/3

4
R = 2e=P/3
372(P) 81\/%p
oo, 7 \3/2 2
Note: / ’() Rni(Zr/ag)| rdr =1.
0 as

Pauli matrices:

0 1 0 —i 1 0
Cl C) B D R Y



Index

Aharonov—-Bohm  (see Effect)

Angular Momentum

Cartesian basis 8.2, 8.3, 8.11;
12.15, 12.16
centre of mass  15.1-15.3
commutation rules  4.12
composition  15.8-15.10
orbital 8.5, 8.7, 8.9, 8.10; 15.10
selection rules  8.8; 12.14
spherical basis 8.1, 8.3
spherical harmonics 8.1, 8.6, 8.7
states with [ =1 8.1, 8.2, 8.4, 8.6
states with | =2 8.6, 8.11
Anharmonic corrections 6.2, 6.3;
12.6, 12.7
Bender-Wu method for gz*  12.9
Anomaly
p—meson  13.11
electron  13.9
Approximation

adiabatic  7.17

dipole  (see radiation)
impulse  7.14-7.16
strong field 16.2
sudden  7.17

weak field  16.2

Baker—Campbell-Hausdorff identity
4.13; 5.8; 7.8

Bessel equation/function  11.6, 11.7
Bohr magneton 2.4, 2.9; 13.3

Bohr—Sommerfeld quantization
2.6-2.10

Bragg reflection  2.14; 7.9

Classical limit  5.17; 7.2, 7.3, 7.6

Coherence
length 3.3
time 5.25

Coherent states

7.16, 7.17

Completeness

5.9-5.11, 5.15; 7.5,

5.18; 6.17, 6.19
Crystal (one-dimensional) 1.8-1.10

De Broglie wavelength  2.14, 2.15; 3.4,
3.5; 13.7

Density matrix  (see Statistical
mixture)

Deuterium  2.3; 11.13

Deuteron (n—p bound state)  2.5;
15.15

Diffraction 3.6, 3.7, 3.12

Dirac delta

potential  (see Potentials)

normalization  5.14, 5.23; 6.17, 6.19

Effect
Aharonov-Bohm
Compton 2.4
Hanbury Brown—Twiss
photoelectric  14.3
Sagnac 3.5
Stark  12.13; 14.8; 16.3, 16.4
Zeeman  13.12; 16.2, 16.6

13.13

15.14
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Einstein—Podolsky—Rosen paradox

15.16
Electromagnetic
transitions 2.1
coherent radiation  14.1, 14.2
incoherent radiation  14.1, 14.2

in black body radiation  14.6, 14.7
Electronic configuration  16.8-16.11
13.5; 15.4, 15.16
12.3, 16.7
Exchange integral  12.3; 15.12; 16.7

Exotic atoms 2.4, 2.5; 12.19

Entangled states

Exchange degeneracy

Fall in the centre  11.10; 12.11

Fermi energy/temperature  2.13

Fine structure

constant  2.2; 12.20; 14.1, 14.11;
multiplet  16.8-16.10, 16.12, 16.14,
16.15

Forbidden line  16.15

Gauge transformation (see Transforma-
tion/s, gauge)

Gyromagnetic factor  13.9

Gaussian wavefunctions  (see also
Coherent states)  5.17, 5.19; 7.6,
7.7,7.9;94,95, 9.9

Harmonic oscillator

one-dimensional 2.6

coherent states  5.10, 5.11; 7.5,
7.16, 7.17

eigenfunctions  5.14

forced  7.15-7.17

mean values 4.14, 4.15; 5.7, 5.12

perturbations  12.5-12.9

retarded Green’s function  7.15,
7.16

time evolution 7.1, 7.5

variational method 6.7
with center uniformly moving 9.7
three-dimensional 2.6, 2.7; 11.4;
14.1, 14.2, 14.4, 14.5
two-dimensional  10.1, 10.6-10.8;
11.4

Helicity  13.11

Helium atom and Helium-like ions
1.3; 12.19; 16.4-16.7

Hydrogen atom Hydrogen-like ions
electromagnetic transitions  14.3,
14.7, 14.8, 14.10
energy levels  5.6; 7.3; 11.9; 12.10,
12.20
external perturbations
14.7, 14.8; 16.2, 16.3
internal perturbations
12.20; 16.1
isotopic shift 2.3
lifetime 1.2; 14.12;
radial wavefunctions
relativistic effects

12.13-12.16;

12.17, 12.18,

11.9
12.20
scale transformations  5.6; 11.9;
12.11

variational method  11.8

Hund’s rule  16.11, 16.12

Identical particles 15.12, 15.13

Interaction representation  7.11-7.13

Intercombination line  16.15

Interference
of neutron/s (Bonse-Hart)
13.6, 13.13
of photon/s (Mach—Zehnder)
3.1-3.3
two slits (Young)
3.13; 4.11
visibility 3.1, 3.9; 4.1
Invariance group
of the cube  12.16
of the equilateral triangle
of the square  10.2
of the two-dimensional isotropic
harmonic oscillator ~ 10.7, 10.8

3.4, 3.5;

3.7, 3.9, 3.12,

5.24

2.9; 13.9, 13.10

(see Spin—orbit interaction)

Landau levels

Landé

Level repulsion
no-crossing)

Lifetime  1.2; 2.4; 3.3, 3.14; 14.5, 14.7,
14.11, 14.12; 16.15

(see Theorem,

Malus’ law 3.8



Minimal
substitution  13.8
for two-particle systems  13.12
Minimum uncertainty  5.9; 6.16; 7.16

Muonium  (see Exotic atoms)

Normal modes of vibration 1.3,

1.8-1.10
Observables
as measurement devices 4.3, 4.4
compatible 4.4, 4.5

representation 5.1

Particle
in a segment 2.6, 2.8, 2.10, 2,12;
7.2; 10.2; 11.2; 12.1

in a sphere  11.2
in a square  10.2
in a triangle 10.3

Pauli principle
16.13

Perturbations

2.13; 15.13, 15.15;

in hydrogen-like ions ~ 12.13-12.20;
16.1-16.3

in one-dimensional systems
12.9

third and fourth order formulae

12.5

Polarization
state  (see also Statistical mixture)
3.8-3.11; 4.2, 4.3; 5.4
degree 5.2, 14.10
in electromagnetic transitions  1.1;
14.4, 14.10, 14.13

12.1-

photons  3.8-3.11; 4.2, 4.3; 5.4
Positronium  (see Exotic atoms)
Potential /s

in one dimension
Dirac delta  6.18, 6.19, 6.23-6.26;
12.1, 12.2

double well  6.21, 6.23-6.25; 7.4

anharmonic az? (+bz?) 6.2, 6.3,
6.8
infinite potential well 2.6, 2.8,

2.10; 6.11; 7.2, 7.3
rectangular  6.9-6.13

Index 353

reflectionless (oc cosh_Q(x/a))
6.17
o (z/a)** 2.8
radial in two dimensions
11.7
radial in three dimensions
11.5, 11.8-11.10; 12.11
ocr—®  11.10; 12.11
superpotential ~ 6.22

Probability density  5.19, 5.21, 5.22;
6.16; 10.4; 15.11

11.4, 11.6,

11.2,

Quantum fluctuations  (see Effect,
Hambury Brown—Twiss)

Radiation in the dipole approximation

angular distribution  14.4, 14.10,
14.13
polarization  1.1; 14.4, 14.8-14.10,
14.13
Radiation of classical systems 1.1-1.3
Reduced radial function  11.1-11.6,
11.9, 11.12
Reference frame 9.2, 9.3
in free fall 9.9
in translational motion 9.8
in uniform motion  5.8; 9.6, 9.7
rotated 9.5
rotating  9.10; 10.5; 11.11, 15.3

translated 9.4

Reflection and transmission coefficients
6.12, 6.14, 6.15, 6.17, 6.19

Representation/s
of states and observables 5.1, 5.3,
5.5
momentum  5.14, 5.15, 5.20; 6.18
Schrodinger  5.13-5.16, 5.18, 5.20;
6.18
Relativistic effects  (see Hydrogen
atom)
Rotational levels of polyatomic
molecules  15.2, 15.3
Rotation operators 8.3, 13.2
Scattering
Rutherford 1.4, 1.5
matrix  6.15
states  6.17, 6.19



354 Index

Schrodinger equation

in polar coordinates  11.1, 11.3

in dimensionless form 6.2, 6.3
Selection rules

parity  6.1; 12.15

angular momentum  8.8; 12.14

12.6
2.7, 10.1-10.4,

n (harmonic oscillator)

Separation of variables
10.6

Singlet and triplet states = 15.5-15.7
Slater determinant  16.9, 16.10
1.6, 1.7; 2.11

(see Electronic

Specific heats

Spectral terms

configuration)
Spectroscopy and fundamental
constants  2.1-2.5
Spin %
states  13.1, 13.4
rotations  13.2, 13.6
Spin—orbit interaction  16.9
Landé interval rule  16.8, 16.9,
16.12
Landé factor  16.15
LS coupling 16.8, 16.10, 16.12
jg coupling  16.13, 16.14

Statistical mechanics
classical 1.6, 1.7
quantum  2.11-2.13
Statistical mixture/operator — 4.6-4.9;
4.14; 5.2, 5.19; 14.10, 14.13;
15.4-15.7, 15.16
Stern—Gerlach (apparatus)
15.7
Superposition principle 4.1
(see Potential/s)

13.3-13.5;

Superpotential

Teleportation  15.17

Theorem

degeneracy
12.3, 12.16

Feynman—Hellmann
no-crossing  12.12
nondegeneracy 6.1
virial ~ 5.7; 12.11
von Neumann 5.6, 5.8; 10.8
Wigner 9.1

Thomson’s atomic model

5.20; 7.10
6.14, 6.19-6.21

5.24; 6.1; 10.5; 11.11;

12.10, 12.11

1.1-1.5
Time reversal
Transfer matrix
Transformation/s

canonical 5.7, 5.8, 5.24; 8.8; 9.4, 9.8,

9.10; 10.1; 13.7, 13.8, 13.12

Galilei  5.8; 9.6

gauge 13.7-13.9

of states and observables 9.2, 9.3

scale 5.6, 5.23; 6.2; 11.9; 12.11; 16.5
Translation operators 5.8

Triplet states
states)

(see Singlet and triplet
Tunnel effect  6.13; 7.4

Two-level system  2.11; 7.13

Uncertainty relations  3.12-3.14; 4.12;

5.9

Variational method
11.5, 11.8, 11.10

Vibrational and rotational levels of
linear molecules  11.12, 11.13

von Neumann postulate (wavefunction
collapse)  3.3; 4.5, 4.10; 5.25; 8.9

1.8; 6.4-6.8, 6.24;

10.4; 11.7
13.12; 16.2

Waveguide

Zeeman multiplet
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