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FORWARD

These notes are for the two-semester graduate level quantum mechanics class taught at Michi-
gan State University. Although they are more terse than a typical text book, they do cover all
the material used in PHY 851/852. The notes presume a familiarity with basic undergraduate
concepts in quantum mechanics.

Anybody is welcome to use the notes to their heart’s content, though the text should be treated
with the usual academic respect when it comes to copying material. If anyone is interested in
the IXTEX source files, they should contact me (prattsc@msu.edu). Solutions to the end-of-chapter
problems will also be provided on the course web site, https://people.nscl.msu.edu/ pratt
/phy851. Please beware that this is a web manuscript, and is thus a living document and subject
to change at any time.
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1 States and Operators

1.1 States

Quantum mechanics consists of states and operators. For any finite system, states are discrete
and can be assigned labels. The discrete nature of states is what is what is meant by the word
“quantized”. For some systems the number of such discrete states is finite, e.g. a particle in
either spin-up or spin-down state, whereas in other systems the number of states are infinite,
e.g. levels of a harmonic oscillator. In this chapter we concentrate on those systems where the
number of states are finite, and proceed to the latter case in the next chapter.

Any physical state can be assigned a label, in this case 1. This state can always be expressed as
a linear combination of basis states, |), in an orthonormal basis. These states can be expressed
as vectors in a vector space of size n,

1 0 0
0 1 0

y=1=]0{, 2y=2=|0 ], .- ny=n=|0 (1.1)
0 0 1

By inspection, the basis is orthonormal,
(ilg) =" - j = &5 (12)

In quantum mechanics the vector algebra is complex, and the adjoint vector (¢ | is represented
by the complex transpose. Any orthonormal set of vectors can be expressed in this basis. The
notational choice of using (1| to refer to the adjoint vector and |t) to denote the vector is known
as bras and kets respectively (a take on the word “bracket”), and is known as Dirac notation,
though it derives from Hermann Grassmann’s work, https://en.wikipedia.org/wiki/Herman
n_Grassmann, one hundred years earlier.

Whenever the notation has a bra followed by a ket, it implies the dot product between the two
vectors, i.e.

(v|u)y = vrui, (1.3)
i
and is sometimes referred to as an inner product. A sum over vector indices is not implied if the
ket precedes the bra, and
) o] = i} (14)
is known as an outer product. However, if one sees the notation,
) {al, (1.5)

a sum over the vectors a is implied (unless otherwise stated), as the summation ), is implicit.
Ultimately, for any physical observable, all bras and kets will be closed with a bra being the first

1
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to the left and a ket being the last to the right, with all vector indices being summed over within
each bra-ket factor.

One can form new states by taking linear combinations of basis states |z). For example,
) =D ay,lé)
i
(Wl =) ayil,
i
where a; 4, is a complex number. By taking the overlap of |1) with (%], one sees that

Qi = (i 9). (1.6)

If the basis states |¢) are orthonormal and complete, one can state that
> iy =1 (1.7)

This is known as the completeness relation. It is easy to see that completeness relation holds for
the simple basis in Eq. (1.1). Any other orthonormal basis can be related to this simple basis by
a basis transformation, which is an example of a unitary transformation. A basis transformation
relates a set of basis states |7) to a set of basis states |j). One can express the state |¢) in terms of
the basis 7,

i) = Zj 17)(44). (1.8)

If this is to work for any state ), the completeness relation in Eq. (1.7) must hold.

Furthermore, by taking the overlap of v with itself (the norm),
(Wle) =D _(¥l3)(ilv) (1.9)

= S KD =3 lavl®.

If the state |1) is normalized, i.e. (¢|p) =1 =, |(¢|)|? = Y, |ay,i|? the squared element,
|(2]1)|?, can be interpreted as a probability because each term is positive and because the sum
yields unity. Thus, if one prepares a state |1), the chance one finds that one is in a state |¢) is
|(z]y)|?. Up to this last sentence, where the connection to probability is stated, the discussion
has been one of standard linear algebra and notation. Of course, once one is in the state 2, you
know that the system is in the state %, and any knowledge of being in the original state ) is lost.

Associating the squared overlap as a probability is the profound intellectual jump that makes
quantum mechanics physics. Most of the expressions applied in this course are derived, almost
inexorably, from this conceptual leap combined with arguments about symmetry and the need
to reproduce classical mechanics in some limit.

Equation (1.9) also suggests the completeness relation,

Z i) (i| = L. (1.10)
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This is easy to see with the simple basis states in Eq. (1.1). In that case

10 0 00 --- 0
00 --- 0 01 .-+ 0

1) (1] = : » 2)42] = : g ue (1.11)
0 cee, 0 0 cee, 0

The completeness relation will also work for any set of basis states, because the basis can always
be transformed to the simple basis, and because ), |2) (| = I and the unit matrix is unchanged
by a transformation of basis, a.k.a. a unitary transformation. This will be demonstrated ahead.

As mentioned previously, all states can be expressed as vectors. For instance, if a basis has two
states, the two states might be defined in terms of vectors as,

|T>=<é>, |¢>=(‘1)> (1.12)

The choice of these two vectors is arbitrary. As long as the two vectors are orthonormal, any
state can be represented as a linear sum of the two states. Any set of orthonormal states that
spans the space is known as a “basis”, with each orthonormal state being a basis state.

Example 1.1: Probabilities and Overlaps

Consider the state
1 1

a) Find Z so that the state is normalized.
b) What is the probability that |¢)) would be measured in the | ) state?

Solution:
a) Squaring |v),

wivy =5 (1 i) ( ;)
2
=
Z = 2.
b) The probability is
P() = {4 [9)[?
1 K
=3[0 0 (3)
11
= 5(—1)(’0) ~ 5
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1.2 Operators

Operators operate on vectors and return another vector. All operators may be described in terms
of bras and kets as a linear combination of outer products,

A= ayli)l. (1.13)

Just as any state can be equivalently expressed as a vector, any operator can be represented by a
matrix, in this case a;;. Just as a state’s expression in terms of a vector depends on the basis, so
does the expression of an operator in terms of a matrix. Knowing the coeficients a;; is sufficient
to define the matrix. If the basis is defined by

1 0
|1> = 0 ’ |2> = 1 ’ R (1.14)

the matix and the coefficients are synonymous A;; = a;;. Otherwise, one can express the states
|2) and |j) as vectors, v(%),, and v(J),. In that case

Amn - Z aijv(i)mv*(j)na (115)

where v (%), is the m* component of the basis vector v ().

1.3 Hermitian Conjugate:

Consider a matrix element, (¢|.A|y). Expressing the operators as matrices and the states as
vectors, then taking the complex conjugate one sees that,

(Pl A|Y) = @jaiv; (1.16)
(| Alp)" = (¢faij¢j)*
= jai;®;-
Thus, if one wishes to define an operator At such that
(Bl AT¢) = (DAl¢)", (117)

for any states |¢) and |1)), the operator AT must be represented by the complex-conjugate of the
matrix that represents .A, then transposed.

AT = "(ah)y1i) (s (1.18)

(ah)i; = aj;

The operator AT is known as the Hermitian conjugate of .A. A Hermitian operator is one that
obeys the relation,

A=A (1.19)

4
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The eigenvalues of a Hermitian operator are real, i.e. one can always find a change of basis
that diagonalizes A, with the elements all being real. To see this, assume the operator A has
eigenvalues a; and eigenvectors |z).

Ali) = aili), (1.20)
(i| AT = aj (i,
(il (A — AN]i) = a; — a;.
If A is Hermitian, A = AT, and a; must equal a;, so the eigenvalues are real.

Hermitian operators are important for two reasons,

1. They yield real numbers as expectations, (¥|IC|y)* = (¢|K|y). Because all physical
observables are real, they need to be represented by Hermitian operators. An example is
the Hamiltonian H which represents the energy of a system.

2. They can be used to generate unitary transformations, e.g. €% An example is the time
evolution operator e~*H*. This will be discussed briefly in the next sub-section, but plays
a much larger role when we have a general discussion of symmetries.

1.4 Unitary Operators and Transformations

A class of operators that often play an important physical role is defined by those that corre-
spond to a change of basis, while keeping the new basis orthonormal. Examples are rotations,
translations and reflections. A common unitary operator is the evolution operator, U = e tHt/h
which enacts translations in time. Consider two sets of basis states |¢) and i), related by a trans-
formation operator R,

i) = Rili), (1.21)
(¢'| = Z R, (il
=Y (i|R],.

Here, the set of states |¢’) will refer to a new basis. The coefficients R;; must be constructed to
retain the orthormality properties,

('|3") = Ourjr (1.22)
= Rl R;;(ilj)
]
=Y RjuRl
= (RR")jir.

Here, the Hermitian conjugate RT was defined in Eq. (1.18). In simple words, the Hermitian
conjugate of a unitary matrix is its inverse, i.e., RR' =1, or equivalently, R = R'. An

5
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operator that satisfies this condition is called unitary. The word unitary follows from the fact
that a state U|v) has the same norm as |1), implying that the net probability is unchanged by
the unitary transformation U.

Hermitian operators are often used to generate unitary transformations,
U = e %9, (1.23)
It is easy to see that such an operator is unitary if £ = KT,

UU' = e~ *Peik'® (1.24)

— e—zKiGezKZG — e—z(lC—KZ)G

=1L

If an operator U is unitary, it represents unitary transformations, under which a vector |v)
transforms as

[¢¥") = Uly), (1.25)

and an operator A transform as
A =UAU . (1.26)

The latter definition allows the vector |¢) = A|1) to transform as

|¢") = (UAUH)U|) (1.27)
=U(Aly)) =Ule).
Summarizing, for a unitary transformation U,
Uut=u", (1.28)
[¥') = Uly),
(¥'| = (p|UT,
A =UAUT,

< YA = (PlAlP).

This last line emphasizes the fact that if you transform BOTH the operators and states, the matrix
element is unchanged. However, in some cases you transform the states, leaving the operator
unchanged, or you might transformed the operator and leave the state unchanged. This leads
to new matrix elements. It can be painful to keep track of which objects are being transformed.
This is akin to performing a rotation, where rotating an object by ¢ or rotating the coordinate
system by —¢ has the same effect. Also, if you rotate both the coordinate system and the object
by the same angle, nothing changes.

1.5 Density Matrices

First, we stop and consider what forms of matrix elements might be considered as an observable.
Observables must be real and independent of the basis, i.e. all unitary transformations that act

6
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both on the bras and kets and on the operators should leave the observable unchanged. All
observables can be expressed as either the expectation of a Hermitian operator,

(Y|Kl|p), (1.29)

or as the squared overlap of two states,
[(pltd|p) |2 (1.30)

Instead of describing a state 1 by a vector, one could describe it by a density matrix,

py = [P)(¥], (1.31)
or as a matrix
(Py)ij = Ppirj. (1.32)

By inspection, one can see that the density matrix is Hermitian. From the definition of the density
matrix, one can write the state |1) as a vector and the operator .A as a matrix, and that

(WIAlY) =D v} Aits (1.33)
= Tl; pPyA,
and that
(Pl A|) > =< |AT|p)(¢|.Al) (1.34)
= Tr py Al pyA.

Thus, density matrices are sufficient to generate all observables. The trace of any product of op-
erators, or matrices, is invariant to unitary transformations so the answer should be independent
of basis, as long as the density matrices and the operator .A are all transformed.

Example 1.2: Density Matrix for a Two-Component System
Consider the state

cos 0

) = ( €' sin 6 > '

¢ Calculate the density matrix and find the trace. Then find the eigenvalues of p,,.
Solution:
Write down the outer product of the state,

cos 6 ,
— ) —ip o3
p,p—(eubsine)(cose e smO)

_ cos? 0 e ' sin O cos 0
~ \ e*®sinfcosf sin? 0 )
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The trace is cos? @ + sin® @ = 1. The eigenvalues, )\, are found by

lpy — All =0
_ cos?20 — )\ e *“®sinOcosO
€'® sin 0 cos 0 sin? —\ ’
0 =A% + cos?0sin% 6 — A(cos?® + sin? 0) — sin® 0 cos? 9,
A2—X=0.

The eigenvalues are zero and 1, as expected for a pure state.

* What is py, if one averages over all phases ¢? Did this change the trace? What are the
eigenvalues?
Solution:
The off-diagonal terms average to zero and

[ cos? 6 0
Py = 0 sin? 0

The trace is still unity. The eigenvalues are cos? 8 and sin? 6.

For a state |1), one can always choose a basis where
1

0
vy =1 . |- (1.35)

In this basis p,, is diagonalized and has the form,

1 0 --- 0
00 --- 0

Py = | _ (1.36)
00 --- 0

A density matrix that can be diagonalized in such a way is known as a pure state. A projection
operator is a density matrix corresponding to a pure state. The reason that it is often called a
projection operator is that

Pj = Pw. (1.37)
Further, for a pure state,
Tr Py, = 1. (1.38)

Projection operators can also play the role of a filter, e.g. a polarization filter. If one has a state
that is a linear combination of various states, a|y) 4 b|¢), the projection operator Py, acting on
such a state returns a|v).
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However, density matrices can be more general. If one has a density matrix which is an incoher-
ent sum over several states, the resulting diagonalized density matrix could have more than one
non-zero element, though the trace would have to remain equal to unity. Thus, density matrices
can be used to express non-pure states such as unpolarized beams. For instance, one can define
the following density matrix,

1 1
p =LA+ S12)¢ (1.39)

As with the pure state, the trace remains at unity, but after being diagonalized the strength is
spread along the diagonal. This density matrix describes being in state |1) 50% of the time and
in state |2) 50% of the time. A way to write a state that is described by this density matrix, would
be 1 1
i ip_~
VIR
with ¢ being treated as a random phase to justify ignoring the off-diagonal terms in the density
matrix. When performing calculations with such a state, one would ignore all terms in the
density matrix with a leftover phase, €'?, to account for the randomness of the phase. Note that
a density matrix p for an impure state is not a projection operator, i.e. p? # p.

2), (1.40)

Density matrices play an essential part in thermodynamics. In that case, one considers incoher-
ent sums over many states weighted by the energy. If one is in a basis where the Hamiltonian is
diagonalized, the density matrix takes the form

e BE1 e 0
1[0 e PEz 0
Pthermal = E . . ) (141)
O oo e O e_ﬁEN

Z = Z e PP,
i

where 3 is the inverse temperature.

One might ask the question whether it makes sense to do quantum mechanics in terms of den-
sity matrices rather than with wave functions. Density matrices are Hermitian, and given the
constraint that the trace is unity, and N X N density matrix can be represented by N? — 1
real numbers. A wave function has IN complex components, and given the normalization, have
2N — 1 components. Of course, there is also a meaningless phase, so a wave function can be
physically represented by 2IN — 2 numbers. Clearly, the wave function is more efficient. How-
ever, the density matrix can also account for incoherent mixtures of states. This explains the
need for additional information.

1.6 Rotations of Two-Component Spin-Half Systems

As an example of a unitary transformation we consider rotations in a two-component system.
For spin-1/2 systems the spin operator is

S =_gz. (1.42)

NS
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For two-component systems, all operators can be written as a linear combination of the Pauli o
matrices and the unit matrix.

az:((l)gl),awz((l)é),ay:<g;i),ﬂz((l)(1)). (1.43)

As we will see later, under rotations the three Pauli matrices transform like components of a
vector. For now, we only notice that each matrix is Hermitian and that when each sigma matrix
is squared it gives the unit matrix. Note that the Pauli matrices have the properties,

o2 =1, (1.44)
{O'i, O'j} = 251']',
[O'i, O'j] = 2i€ijk:0'k:a

0,05 = 61’3’ —|— 1€ijkOk-

where the anti-commutator is noted by {A, B} = AB + BA for operators A and B, and the
regular commutator is noted by [A, B] = AB — BA. From these expressions one can readily
show that for a unit vector n,

(¢-n)? =L (1.45)
For 7 # j one can see
00 j+; = 1€, 0k, (1.46)

Ox0y = 10, O0y0, = 104, 0,0, = 10y.

For a state with spin-up or spin-down along the z axis, we choose the basis

|T>=((1,), |¢>=<(1’). (1.47)

Rotations by an angle 6 are given by:

—

R(0) = e 09/2, (1.48)

where the direction of 8 is along the axis of rotation 7, or equivalently, 0 = 0n.

From performing a Taylor expansion, and using Eq. (1.44),
e 07 "/2 = cos(0/2) — isin(8/2)& - . (1.49)
This trick comes in handy for a large number of physics examples, not just rotations.

Example 1.3: Rotating Spin-1/2 Systems
Consider a fermion’s spin to originally be in the spin-up state, where “up” is defined by the z

axis.
|¢>=|T>=((1))-

10
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a) Find |¢) after rotating by angles of 8 = 90,° , 180° and 360° about the z axis.
b) What are the expectations of (1|o;|1) for each rotation.
c) What is |v) if it is rotated by an angle ¢ about the z axis?

Solution:
a) Inserting o, into Eq. (1.49),

R(0) = cos(0/2) — isin(0/2)0,,

and the answers are:

R(®=90°)| 1) = (o0 = = ( 1, ).
waso) = (2 ).
w(as0) = (' ).

b) Just stick in the Pauli matrices,
(1(0°) ]9 (0°%)) = 0, ((0°)]oy|¥(0°)) = 0, (¥(0°)|o|(0°)) = 1,

(¥(90°)|02|1(90°)) = 0, (¥(90°)|oy|¥(90°)) = %, (¥(90°)]0=[4(90°)) =

1
57
(¥(180°)|0|1(180°)) = 0, (1)(180°)|oy|1(180°)) = 0, (1)(180°)|0-|¢4(180°)) = —1,
(¥(360°)[05|9(360°)) = 0, (1(360°)|oy[1(360°)) = 0, (4(360°)|0-|4)(360°)) = 1.

c) Just reading it off from Eq. (1.49),

we =90 = (<3 ).

which is simply the original state multiplied by a phase factor. One odd feature here is that
the rotating by 360° returns the same state multiplied by —1.

It is important to contrast the behavior for rotating spin 1/2 systems, which are two-component
systems in a three dimensional world, to rotating normal vectors in a two-dimensional world.
For normal vectors, the rotation matrix would be

[ cos¢p —sing
R($) = ( sing  cosd ) (1.50)
— e—i¢0'y

cos ¢ — 10, sin ¢.

Note the lack of the factor 1/2 in the argument, and that o, is being used even though this is a
rotation about the z axis. Also, for a rotation of 360°, one returns to the same state, without the

11
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additional factor of —1. The fact that both kinds of transformations represent the same rotations
is something that will be discussed during the brief discussion of group theory in 4.2.

1.7 Polarization of Photons

Electromagnetic waves are comprised of quantized photons. For an electromagnetic wave trav-
eling in some direction, the light can be polarized, with the electric field oscillating being in some
direction perpendicular to the direction of propagation. If the light is moving in the z direction,
the field might be oscillating in the = direction. For a photon the spin is quantized into two pos-
sible polarization states. For a photon propagating in the z direction, those states might be |x)
or |y), which would correspond to light polarized in the x or the y directions. The two states
might be represented by the vectors

|w>=((1)),|y>=<(1))- (1.51)

Note that one switches from the |z) to the y) if rotated by 90°. This is in contrast to spin-
half particles, where one rotates by 180° to switch to the orthonormal state. Of course, the
other difference is that for photons we are considering only rotations about the direction of
propagation, whereas for spin-half particles, one must consider three dimensions of rotations.

The wave function for photons moving in the z direction has the form

p(z,t) = etttk ( Z ) ’ (1.52)

where the vector is known as the polarization vector, which we consider to be normalized a? +
b? = 1. The following polarization vectors describe linearly polarized photons,

( (1) ) , linear polarization along the x axis

( (1) ) , linear polarization along the y axis (1.53)

% ( i ) , linear polarization along a direction 45° from x axis.

Another linear combination of |x) and y) states are right- and left-circularly polarized photons.
Those states are

1 . 1 1
R) = (o) il = = (7 ). (154
1 1 1
D=l -l == 1),

To see why these are called linear polarized photons, one uses the fact that the electric fields are
proportional to the corresponding components of the wave function. Looking at those points

12
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with z = 0, for the polarization with upper and lower components a and b, the electric fields
behave as

E, = ReEjae ™", (1.55)
E, = ReEybe ™",

For a = 1/+/2 and b = i+/2, this becomes

B, = 2 t, B = 20 Gn ot (1.56)

r = —=COSWw = —sinwt. .
V2 Y V2

At t = O the electric field is pointed along the positive z axis, but after one fourth of a pe-

riod it is pointed along the positive y axis. At this fixed value of z, the direction of the field
is then rotating about the z axis and is called right circularly polarized. If one had considered
the polarization vector a = 1/4/2, b = —i/+/2, the polarization vector would have rotated
in the opposite direction, and be called left-circularly polarized. As long as one fixes the mo-
mentum of the photon, there are two polarizations and the polarization states can be described
in a two-component basis. If one wants the polarization vector to describe the direction of the
polarization even when the photon is propagating away from the z axis, polarization vectors
must then become three-component vectors. But because polarizations are perpendicular to the
direction of propagation, p, one must project away the contribution of those vectors in the p
direction.

Example 1.4: Photon Polarization

Photons are traveling along the z axis and are polarized along the x axis. They pass through
a polarization filter which only permits passage of photons whose polarization is at an angle
30° to the x axis. What fraction of photons pass through the filter.

Solution:

Consider a single photon. The original polarization vector is

|¢=0>=(3),

and the state that passes through the filter is

V3
_opoy [ COS® \ [ X2
pman=(5e)=(1):
The probability of being in the new state is the squared overlap,

3
_ o _ 2 __
(9 = 30°1¢ = 0)[? = .

13
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1.8 Evolution in Time

Any function of time can be expressed as a Taylor series. For a state,

2 2 n

d T ar
19 (to + 7)) = [¥(t0)) + Tallp(t))t:to + ?@|¢(t)>t=0 +-e+ E%W(t»t:to +(.1;7.)

Using the fact that the Taylor expansion fore®* =1+ x + --- + x™/n! + - - -, one can see that
[ (to + 7)) = Ul(to,to + T)|%(t))e=t0 (1.58)
d
U(to,to +7) = exp {Ta} .

The operation U (to, to+ 7) is referred to as the evolution operator as it evolves the state forward
(or backward) in time by an amount 7. The norm of a state, (1/|1), represents the probability so
it which must remain equal to unity. This puts a condition on U,

(P (t)|p(t)) = (¥(0)|(0)) (1.59)
= ((0)|U1(0,£)U (0, t)|(0)),
Ut (0,t)U(0,t) = 1.

Thus, the evolution operator must be a unitary operator.

For small times,
d
U(t,t+0t) =1+ 6ta, (1.60)
where d/dt returns the derivative w.r.t. at time ¢. We can define an operator H as
H(t) =1ih d (1.61)
= 1h—, .
dt
. d
H(t)|4 (1)) = ih— (1)),

which is Schroainger’s equation in general form and is nothing more than a definition of H. The
evolution operator for small times is

H(t
Ut,t+6t) ~1—1i é )5t, (1.62)

H(t) — H(t
Ut(t,t +ot)U(t + ot) =1 — i ®) p ()5t.

Because U is unitary, one can state that H(t) = H'(t), or that H (t) must be Hermitian.

If H is independent of time, one can take inspect the Taylor expansion in Eq. (1.57) and see that
U(t,t +71) = e HT/N, (1.63)

For many considerations, e.g. in time-dependent perturbation theory, H depends explicitly on
time, which then invalidates the simple expression above.

14
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1.9 Evolution of Two-component Systems

Many problems in quantum mechanics can be reduced to two-state problems. Aside from the
“spin-up spin-down” problem, the two-kaon problem (see Baym), the solar neutrino problem
along with many other examples are really simple variations of the two-state problem.

The two-state problem is especially nice because all two-by-two matrices can be written as a
linear combination of the unit matrix and the three sigma matrices. For convenience, we repeat
the properties of the Pauli matrices,

az:<(1)gl),amz((l)é),ay:<?0_i),]lz((l)[1)). (1.64)

As presented earlier, the Pauli matrices are Hermitian, traceless, and obey simple commutation
relations,
[O'i,O'j] = 2i€ijk0'ka {0'2', O'j} = 2(5,'3'. (165)

In fact, as we will see later, the matrices 76°/2 obey the same commutation rules as angular
momentum. From the anti-commutation relations, the square of any o matrix is unity,

(@ -n) =1 (1.66)

The evolution of states under a Hamiltonian,
H = 3¢ - n, (1.67)
is especially simple. In this case the evolution operator is

U(t) = e tHY/" (1.68)
=1—iBté - n + (—iftd - n)’ /2! + -+ + (i6t& - )Y /N1 4 - ..
= cos(Bt) — id - nsin(Bt),

because

- AN __ I, N = even
(6-n)" = { 5. N (1.69)

Example 1.5: Evolving Spin 1/2 Particles
A spin-up(along the z-axis) particle is placed in an environment at ¢ = 0 where it interacts
with a magnetic field pointed along the x axis,

H = Bo,.

Find the probability of being in the “up” state as a function of time.
Solution:

15



PHY 851/852 1 STATES AND OPERATORS

[$(t)) = e™/M4(0))
= (cos(Bt) — isin(Bt)o,) ( (1) )

_( cos(Bt)
~ \ —isin(Bt) )
Thus, the probability of being in the “up” state is cos?®(3t).

Example 1.6: Neutrino Mixing
Two species of neutrinos, the v,, and v,, have masses m, and m,. The Hamiltonian that
describes these masses could be written:

. m, O
HO_(O mf).

Now, we consider an extra term added to the Hamiltonian that mixes the two flavors of neu-

trinos,
0 «o
Hmix — < a 0 ) .

First, let us find the energies of two new states, which requires finding the eigenvalues of the
Hamiltonian. We do this by writing the Hamiltonian in terms of the sigma matrices.
H = %(m“ + m )+ %(mu —m;)o, + ao,

For a three dimensional vector, one can rewrite a vector,

A=A,z +A, 5+ A2

= |Al#,
A = /A2 + A2 + 42,
f = (A.® + Ay + A.2)/|A|.

Because the o matrices rotate amongst one another in the same way as &, y and 2, we are
motivated to rewrite the Hamiltonian as

1
H = E(m“—l—m.r)]l—l—ﬂ&’-ﬁ.

Here, 3 is the magnitude of the two terms that multiply sigma matrices,

B = /a2 + (m. — m,)2/4,
and 7 is a unit vector pointing in the direction,
n = 2cos0 + xsin 0
sin 6 =

@
B

16
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Finding the eigenvalues is simply a matter of rotating the o matrices so that 7 is in the z

direction, at which point & ."= o, and the Hamiltonian becomes diagonal. The two energies
are then,

1
E, = E(m“ + m,)c’l £ Bc2.

One could also just diagonalize the two-by-two matrix, which would lead to the same answer.

1.10 Heisenberg and Schrodinger representations

Usually, one wishes to calculate expectations of operators, e.g. (¢|AB - - - C|1p), where the states
evolve as a function of time, but the states are considered independent of time. Considering an
evolution operator, U = e *Ht/h one can express the time development of the expectation of
AB - - . C in either of two equivalent representations,

(p(t)|AB -+ - Cl3p(t)) = (#(0)|[UTAB - - - CU|%(0)) (1.70)
= (¢(0)|UTAU U'BU ---U'CU |v(0)).

The upper line of Eq. (1.70) is known as the Schrodinger representation, with the states evolving
while the operators are fixed. The operators above will be labeled Ag(t) = A, with the subscript
referring to the fact that one is in the Schrodinger representation and distinguish it from the
operators in Heisenberg representation. The time dependence of Ag(t) only exists if there is an
explicit time dependence added to the problem, e.g. a time-dependent potential. In the lower
line of Eq. (1.70), one can consider the states as being fixed, then consider the evolution of the
operators, Ag(t) = U'(t)AsU (t). Even if Ag has no time dependence, the operators A g (t)
will depend on time unless Ag commutes with the Hamiltonian.

In the Heisenberg representation, the time development of the operators can be expressed as a

differential equation, where the rate of change of the operator is given by the commutation of
the Hamiltonian with Ag.

Ap(t) = UT(t)AsU(t) (1.71)
S An() = 2 [UT0As(U )]

= %UT(t)[H (t), As(D)|U(t) + U'(¢) (% As(t)> U(t).

Here, the subscripts S and H refer to Schrodinger and Heisenberg representations respectfully.
If there is no explicit time dependence in Ag, then any operator that commutes with the Hamil-
tonian represents a constant of the motion. The most obvious such operator is H itself. Thus,
if the Hamiltonian has no explicit time dependence, the expectation of H, a.k.a. the energy, is a
constant of the motion.

Example 1.7: Spin Precession in Heisenberg Representation
The spin-precession example from before can also be described by considering how the opera-

17
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tors, in the Heisenberg representation, change with time, as opposed to how the states change
with time in the Schrodinger representation. Again, we consider the Hamiltonian, H = Bo .
The time development of o, (t) and o, (t) in the Heisenberg representation could be written
as,

L o(t) = LUT)H, 0 JU (1) 1.72)
= AU Do, 0 1U(1) = oy (1)
L (1) = LU Ofow, 0, U(E) = — 2o (1)
or equivalently,
& rtr=-"Lo. (173)
Thus, the expression for (o,(t)) must have the form
(0. (t)) = A cos (28t/h) + Bsin (28t/h), (1.74)

where A and B are chosen to satisfy the initial conditions. If the initial spin is along the z axis
A=1land B =0.

Finally, we should point out that for any two Hermitian operators A and B that commute, a set
of states can be found that are eigenstates of both .4 and B. To see this, consider eigenstates of
B,

B|b) = b|b). (1.75)

If A and B commute,
(b'| [A, B] |b) = 0 = (b —b)(b'|Ab). (1.76)

Thus, the operator .A does not mix states with different eigenvalues of B. Or in other words, one
can take the subset of states which have a given eigenvalue b, and this set should provide a basis
for simultaneously diagonalizing .A.

The implications of this simple statement are profound. For example if the angular momentum
operator £, commutes with the Hamiltonian, the subset of states with the same eigenvalue of
L, usually denoted by m, can be considered by themselves while diagonalizing the Hamilto-
nian.

This also implies that for any operator .A and a Hamiltonian H, where there is no explicit
time dependence in either operator, or equivalently the operator has no time dependence in
the Schrodinger representation, the time rate of change of Ay () is,

i _ i iHt/h —tHt/h
thH(t) = at (e Ase ) (1.77)
— %eth([H’ .As])e_th.

Thus, any operator that commutes with the Hamiltonian is a constant of the motion.

18
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1.11 Uncertainty Relations

In many examples one is interested in the expectations of the product of two or more Hermi-
tian operators. For instance, one might be interested in both the Hamiltonian and the number
operator. Here, we consider two Hermitian operators, A and B. One can choose states to be
eigenstates of either operator, but not necessarily both. This depends on whether the two oper-
ators commute. If there existed a basis where all the basis states were eigenstates of both .4 and
B, one could state that

AB|ab) = ab|ab), (1.78)
BA|ab) = ablab).

In this case the products .AB and B.A would return the same result acting on any basis state and
one could say

AB = BA, (1.79)
A, B] = 0.
Thus, the commutation of operators is essential if one is to be able to find a basis that serves as
eigenstates for both operators.

For the case where the operators no longer commute, one can find an uncertainty relation. The
non-commutation results in some non-zero operator C,

[A, B] = iC. (1.80)

The operator C must be Hermitian because the commutation of two Hermitian operators must
be anti-Hermitian,

(AB — BA)' = (BA — AB) (1.81)
= —(AB — BA).

Equivalently, multiplying the commutation by 4 results in a Hermitian operator.

To derive the uncertainty relation, one begins with the Cauchy-Schwarz inequality, https://en
.wikipedia.org/wiki/Cauchy\T1\textendashSchwarz_inequality. For any two operators 6.4
and 08 sandwiched between any state |1)),

[(¥]0.A8B[)|* < (Y|0.A%|4) (¥[0B%[1h). (1.82)

This is related to the fact that for vectors P and Q, |P|?|@|?> > (P - @)2. For our purposes, we
define

SA= A— (plAlp), 5B =A— ($|Bly). (1.83)
Next, one can see that
1 1
(|0ASB|p) = §<¢|[«4a Bl|y) + 5<¢|{5A, dB}H1p), (1.84)
) 1
= S(¥ICIY) + S (I{5A, 5B}|y).
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The first term is imaginary and the second term is real because the anti-commutator of two
Hermitian operators is Hermitian. Thus,

(BIBASBI) 2 = L (BICI)? +  (BI{5A, 5B} 1) (185

Plugging this into the Cauchy-Schwarz inequality, one obtains the Schrodinger-Robertson un-
certainty relation,

(VISAZ[) (WIOB?1) > L (BICIB)? + (b I{5A, 5B} )" (1.86)

Both terms on the r.h.s. are manifestly positive. The expectations (1|8.42|1) and (¢ |6B?|v))
represent the degree to which either operator is well determined by |v). If the state 1)) were an
eigenstate of A, A would be zero and the Lh.s. would vanish. Because the r.h.s. is positive, this
would require (1|6B%|1) to be infinite. Thus, one cannot simultaneously find any state where
both A and B are arbitrarily well determined.

The usual uncertainty relation involves ignoring the latter term, but including the latter term
strengthens the relation. For the famous Heisenberg uncertainty relation, the operators are the
position and momentum operators, X and P = —ihd,, so C = h, and ignoring the last term in
the Schrodinger-Robertson uncertainty relation,

2

B
(Y6 X32|ah) (|6 P?|ap) > T (1.87)

Example 1.8: Uncertainty Relations for Angular Momentum
Find the uncertainty relation for the angular momenta S, and S,,.
Solution: Use the fact that [S,, S,] = #A4S. (which is true for any spin, not just spin 1/2).
Here,
C — —i[S.,S,] = nsS..

Further, {S,, Sy} = 0. The uncertainty relation is thus

h2
(PIOSZ|0) ($18S,19) > —-($16S 1)

1.12 Exercises

1. Photons, traveling along the z axis can be polarized either linearly along the x or y axis, or
a linear combination of the two states.

(a) Write the operator that rotate states by 45° about the z axis in terms of |z), |y) and
the corresponding bras.

(b) Continuing with the photon moving in the z direction, and choosing the basis,

@) = (o) = (7).

write the matrix that rotates the states by ¢ about the z axis.
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(c) Right-hand circularly polarized (RCP) light is made of a linear combination of  and
y polarized light.

1
V2
Light traveling along the z axis passes through a thin slab of thickness Z whose index
of refraction, k = nw/c, is different for light polarized in the « and y directions. In
terms of n,, n, and Z find the polarization vector for light which enters the slab as
right-circularly polarized.

HINT: The wave has a form e~ %= The two components have the same w but
different k while in the medium.

|R) = —= (|=) +ily)) -

(d) Find the density matrix for right-circularly polarized light in the basis defined above.

(e) Using the basis described above, write the density matrix for light that is an incoherent
mixture, 50% polarized along the x direction and 50% along the y direction.

2. Considering a photon’s polarization for a photon moving in the z direction, calculate
(x| R(¢)|x) for ¢ = = /2, m, 27, where the rotation is about the z axis.

3. For a spin 1/2 particle, calculate (z, +|R(0)|z, +), for the same angles, 8 = = /2, w, 2™,
when the rotation is about the y axis.

4. Show that the unit matrix I, which can be considered as an operator, is unchanged by a
unitary transformation. Begin with the fact that for any matrix M, MI = IM = M.

5. Consider the rotation matrix for rotating Pauli spinors by an angle 90° about the z axis.
Using Eq. (1.49),
1

V2

(a) Using the commutator and anti-commutator relations for the o matrices, show that
the transformation of o, is

U=e="/*= __(1—i0,).

Uo,U' = oy

(b) Show that rotating the state, |4, ), which refers to an eigenstate of o, with eigen-
value of +1, gives

Ul+,z) = |+, 9),

which is the eigenstate of o, with eigenvalue +1.

6. Consider some Hermitian IN X N matrix K, with eigenvalues A and the corresponding
normalized eigenvectors v(™,
Ko™ — X\

The N eigenvectors each have IN components, vgn). Create an IN X IN matrix
— *(®
Uij = ’Uj .
Thus, one is making a matrix by having each row be one of the eigenvectors.

(a) Show that U is unitary.
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10.

(b) Show that the j*® component of the vector Uv(™ is
(Uv™); = 8y

Thus, the vectors Uv(™ are

1 0
0 1
(U'U(l)) — 0 (UU(Z)) — 0 y, e
0 0
Now, consider the matrix
K' = (UKUY),

and have it act on the vectors above. Show that
K'(Uv™) = X, (Uv™).

This shows that the vectors (Uv(™) are eigenvectors of the matrix K’ with eigenval-
ues \,,. Given that the eigenvectors are of the simple form above, the matrix (UKUT)
must be diagonal. Thus, the matrix U defined above provides the unitary matrix for
transforming the matrix K into its diagonal form.

. Consider the matrix:

(a) What are the eigenvalues of M?

(b) Find eigenvectors of M?

. Consider the 2 X2 matrix

(a) What are the eigenvalues of IC?
(b) What are the eigenvectors of KC?

A beam of light with wavelength 660 nm is sent along the z axis through a polaroid fil-
ter that passes only x polarized light. The beam is initially polarized at 30° to the x axis,
and the total energy of the pulse is exactly 10 Joules. Estimate the fluctuations of the en-
ergy of the transmitted beam, ((E — E)?2)/2. Express the fluctuations as a fraction of the
average transmitted energy. (Hint: Consider the binomial distribution, with IV tries with
probability p of success of each try.)

Consider light moving along the z axis and using the following definitions for | R) and |L)
in terms of « and y polarized light,

B) = (o) +ily), 1LY = —=(I2) — ily)),

V2 V2
22



PHY 851/852 1 STATES AND OPERATORS

(a) In terms of | R)(RCP) and |L)(LCP) write the states |45) and |135) which are linearly
polarized at 45° and 135° relative to the x axis.

(b) Calculate the 2 x 2 transformation matrix from the 45, 135 basis, where

1 0
15)= (o ) ss) = (7).
to the R, L basis.

(c) Show that this transformation is unitary.

11. The probability that a photon in state | ¥) passes through an x-polaroid is the average value
of a physical observable which might be called the x-polarizedness..

(a) Write down the operator FP,, as a matrix in the XY basis where

0-(3)m-(8)

The projection (¥ |P,|¥) is the probability that | ¥) makes it through the filter.
(b) What are its eigenvalues and eigenstates?
(c) Write the matrix P, in the RL basis, where RCP and LCP states are

®) = (o) m=(1):

and show that the eigenvalues are the same as in the XY basis. Also, show that the
this matrix is a projection operator by explicitly multiplying P, by itself.

12. The trace of a matrix A is defined as:

(a) Show that the trace of A is invariant under a transformation of basis,

A—>UTAU
(b) Show that TrAB = TrBA.

13. A plane polarized photon at & = 45° enters a special crystal with indices of refraction:
1n,=1.50 for photons polarized along the x axis
n,=1.52 for photons polarized along the y axis.
Assuming the wavelength of the light is 660 nm before it enters the crystal, choose the
thickness of the crystal such that the outgoing light is right circularly polarized. Assume
the dispersion is linear, k = nw/c.

14. Consider the matrix for rotation about the z axis,
R(¢p) = e~ ¥0=%/2, (1.88)
Show that after rotation about the z axis,

R($)0.R™($) = 0. cos(¢) + o, sin(¢) (1.89)
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15. Consider a basis for spin-up and spin-down electrons (along the z axis),

m=(p) 19=(1)

(a) Write down the 4 vectors describing an electron with spin pointed along the posi-
tive/negative directions of x and y axes.

(b) Write the six density matrices describing electrons polarized along the positive/neg-
ative directions of each of the three axes.

(c) Write the density matrix describing an incoherent mixture of 60% spin-up and 40%
spin down.

(d) Using the density matrix, calculate < y, +|S.|y, +).

16. Neutral Kaon Oscillations: There are two kinds of neutral kaons one can make using down
and strange quarks,

|K°®) = |d3), |K°) = |sd).

If it weren’t for the weak interaction, the two species would have equal masses, and the
Hamiltonian (for a kaon with zero momentum) would be

M 0
HO:(O M).

However, there is an additional term from the weak interaction that mixes the states,

0 €
= (0.

The masses of a neutral kaon are 497.6 MeV, without mixing, but after adding the mixing
term the masses differ by 3.56ueV. The two eigenstates are known as Kg (K-short) and K,
(K-long), because they decay with quite different lifetimes.

(a) What is €?
(b) If one creates a kaon in the K state at time ¢ = 0, find the probability it would be
measured as a K° as a function of time.

(c) A beam kaons is created in the K, channel and has a kinetic energy of 600 MeV per
kaon. Plot the probability that the kaon is in the K state as a function of the distance
traveled, x. Ignore the fact that the kaons decay.

(d) Repeat (c), but take into account the decays. The states
1
V2

1 _
[K2) = —=(IK°) - |K°),

7

|Ks) = —=(IK°) +|K?),
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known at K-short and K-long, represent the eigenstates of the Hamiltonian. The
lifetime of a K, is 51.2 ns, and the lifetime of the Kg is 0.0896 ns. Note that the wave
function should be modified by the factor e~/ (27) to take decays into account decays
of lifetime 7. It is often convenient to remember that 7c=197.327 MeV fm = 197.327
eV nm.

FYI: If the above were exactly true, the Kg state would be even under CP while the K,
would be odd under C'P. Here, CP is an operator that changes particles to anti-particles.
If the particle-antiparticle symmetry were exact, the CP operator would commute with
the Hamiltonian and the eigenstates of the Hamiltonian, Kg and K, would have to be
eigenstates of CP. The Kg would then decay to two pions and the K, could decay to
three pions. However, there is an additional small CP violating term in the Hamiltonian
which allows K, to have a small probability of decaying to two pions. This was the first
experimental laboratory observation of CP violation. CP violation is required to explain
the preponderance of matter vs. anti-matter in the universe.

17. Neutrino Oscillations: There are three kinds of neutrinos corresponding to the three lepton
families, and recent evidence has suggested that they may oscillate between generations.
Here we consider two flavors, the p neutrino and the T neutrino. Suppose that the Hamil-
tonian can be written as a free term plus a term that mixes the 1 and 7 neutrinos, which is

proportional to c.
2 2
3 — [ VFE T 0 +a<0 1>
0 /k2+m3_ 1 0

(a) Supposing you are in the rest frame of the neutrino and that the momentum k is zero,
show that the evolution operator e ~***/" can be written as

e~ mutmo)t/2h Loos Wt — o, sinwt}

where
m
hw:\/az—l—( T 5 £z
o, 4+ ao,
o, =
hw

(b) If a neutrino starts as a p neutrino, what is the probability, as a function of time, of
being a T neutrino?

(c) As a function of the masses and «, what is the oscillation time? L.e. the time to return
to its original flavor.

(d) If the neutrinos are extremely relativistic, k >> m, describe how the oscillation time
translates into an oscillation as a function of the distance from the creation.

Note: Here the “masses” are the rest energies (mc?).

18. Show that

where the subscripts refer to Schrodinger and Heisenberg representations.
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2 Coordinate and Momentum Space

In the previous section we considered problems with a finite number of discrete states. If there
were N discrete states, the problem was reduced to a linear algebra exercise involving IN-
dimensional vectors to represent the states, and N X IN dimensional matrices to represent the
operators. For particles confined to a finite volume, such as a harmonic oscillator or a infinite
potential well, the system still has discrete levels, but the number of such levels is unbounded as
the states can have arbitrarily high energy. A vector space, where the dimensionality approaches
infinity is known as a Hilbert space. Thus, linear algebra is not applicable without some sort of
truncation. In its place, differential equations often provide the dominant mathematical tool to
represent the physics.

Having the number of states approach infinity is typically the result of either (a) a continuum of
points in coordinate space or (b) an infinite extent to coordinate space, or (c) both. An example
of (a) is an infinite square well or a harmonic oscillator. The solutions to these problems lead to
an infinite number of discrete states. An example of (b) would be an infinitely long chain with
sites separated by some distance £. In this case there is a continuum of momentum solutions,
e.g. phonons, but with a maximum momentum of the order i/£. Finally, for (c), one has a
continuum of solutions, and no upper bound on the energy or momentum. For problems with
a continuum in coordinate space, the physics is often described by some sort of wave equation,
most famously Schrodinger’s wave equation. The qualifier wave is invoked to distinguish it
from Hv = E1, which is not necessarily a wave equation, and might also be referred to as
Schrodinger’s equation.

2.1 Schrodinger’s Wave Equation

One of the most famous equations in physics is Schrodinger’s wave equation,
.. 0 h? 8?2
(@) = = ——tp(w) + V(@)i(a), 1)

2m Ox2

where 1 is a complex function of the continuous variable . Rather than thinking of ¥(x) as a
wave function, it is more revealing to recognize it as overlap of the state |1) with the state |x).

P(z) = (z[y). (2.2)

The only difference between a label in coordinate space and a label that denotes a discrete vari-
able such as spin, is that because the x label is continuous, the normalization has to be changed.

(z'|z) = é(x — '), (2.3)

where d(x — 2’) is a Dirac delta function, as opposed to the usual Kronecker delta function, d,,,
used for discrete states. Dirac delta functions are zero when & # «’ and infinty for x = " such
that

/dm' d(x — ') =1, (2.4)
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whereas for Kronecker deltas

> bmn =1 (2.5)

n

Equation (2.3) implies that |z) has dimensions of inverse length to the one-half power. The
completeness relation becomes

/dw |z) (x| =T, (2.6)
/ dz (p|z) (x|v) = (D).

Next, we wish to show that the Schrodinger equation is merely the continuum limit of a matrix
equation, with g, 11 « « - YN representing ¥ (x) at x = 0, dx, 20x - - - . To do this we write the
second derivative as

o? 0 ox/2) — — 0x/2
By = i 2@+ 83/2) — bl — a2 -
Ox? dx—0 Jx ox
o, Y@+ 80) = 26(2) + (o — 6a)
o dccu—I)lO ox? )
Thus, by making the substitution,
(@) > i @8)
x i—— .
Vox
the normalization becomes:
> lil? = 1. 2.9)
One may now rewrite Schrodinger’s equation in terms of discrete vectors,
o 2
i Pi(t) = ———— (VYit1(t) — 293 (¢) + ¥i-1(t)) + V(x)9i(2). (2.10)
ot 2mox

If one takes the limit of dx — 0, the number of states |x) within a finite length approaches
infinity.

For the case where d is finite one may also write the Hamiltonian as a matrix.

12 cee =2 1 0 .- cor V(miy) O 0
H = — 5 i -2 1 ... + 0 V(x;) 0
2mox . 0 1 -2 ... oo 0 0 V(CBH_l)

(2.11)
Here, the potential term is diagonal while the kinetic term is band diagonal.
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2.2 Momentum States

A momentum state is no more than a linear combination of coordinate-space states,

Ip) = / dz e*/"|z), (2.12)
(elp) = [ do’ €7/ (ala)

= /da:’ ei”m//hé(w —x')

= eP/h,
With this definition of the state |p), the normalization becomes
(p'lp) = /da:da:' e Pe=P'T) /N (0! | ) (2.13)
— / dx et®P—p)z/h
= 2mhé(p — p'),

and the dimensionality of |p) is length to the one-half power.

Aside: Fourier Transforms and Delta Functions

The relation above is often used to manipulate Fourier transforms. To derive the fact that inte-
grating the phase e?** gives a delta function, one can add a factor e~¢I*! to the integrand and
take the limit e — 0. The proof then proceeds,

oo 0 oo
/ dx eik:m — / dx eem—{—ikm _|_/ dx e—em—}—ikm
—oo —o0 0

1 " 1
€ + 1k e — 1k
2¢
€2 + k2

(2.14)

e—0

e—0

The r.h.s. is clearly zero when k # 0, but is infinity for k = 0. To see that this is proportional to
0(k), one need only integrate the function and see,

R 2€
/ dk e = 27wd (k). (2.15)

2
oo €

To perform this last integral, one can do a trigonometric substitution, k = e tan 6.

The inverse transformation is
1 .
|z) = —/dpe_zm/fﬂp). (2.16)
T

28



PHY 851/852 2 COORDINATE AND MOMENTUM SPACE

Expressed as a completeness relation,

dp no_ dp ip(x'—z) /h
| o @Bl = [ B 17
=6(z' — x) = (z|z').

Thus,

P dp |p){p| = L (2.18)

Sandwiching this between some normalized state 1,

o7 | P {PIp)(plv) = ($l¥) (2.19)

dp ¥*(p)¢(p) = 1,
¥(p) = (plvY).

Thus, the probability per differential momentum for observing a particle with momentum p in
some state 1 is

2nh

dP,

1
d_p = %1/’ (p)¥(p)- (2.20)

Changing the problem to n dimensions only affects the expressions here by changing dp to d"p
and replacing (27h) with (27h)™.

The label p here refers to a continuum of momentum states. If a system is confined, then no
eigenstate of the momentum operator really exists, but one still uses the label p to point to
eigenstates of the momentum operator within the volume, but with discrete values of p rather
than a continuum. In that case the normalizations are different. It is the duty of the watchful
reader to accurately interpret the notation.

Momentum and position are also operators, and as operators can be expressed in terms of bras
and kets.
X = / dx z|z) (x| (2.21)
P = / > PIp)(pl-
From the definition of X, one can see that
(@121) = [ do (le)ateld (@) 2.22)
_ / di ¢ (z)z)(x).
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One can also perform a similar operation with the momentum operator.

(D|Pl) = / %¢*(p)p¢(p), (2.23)
P(p) = (p|vY)-

However, the customary way to view the momentum operator is not in momentum space, but
as a derivative in coordinate space. Expanding |p) in terms of coordinate space states, one can
use completeness to express the (¢|P|y) in terms of wave functions,

d
($IPIY) = [ dudy_ " (9l2) (alp)p(ply) (y]9) 2.29)
d )
— [ dedy_ " (@lz)e = plyly)
Th

The factor p can be changed into a derivative of the phase e ~*¥/" with respect to y,
dp . ip(x— il
($IPI9) = [ dudy_ 7 (i10,e7@ 01" (gla) (y[) (2.25)

dp .
— /dmdy% eP@/M( |y (—ihd, (y|yP)) .

One can now perform the integral over p to get a factor of §(x — y), which then allows one to
integrate over y,

(¢IPl) = / da (plz) (~ihdy) (|) (2.26)
= /d:l: ¢*(CIJ) (—iham) ¢(m),
p_ /da: ) (—ihdy) (x|.

This algebra also shows that the one can express the momentum operator as a left-acting deriva-
tive, but with a change of sign.

Thus, the momentum operator can be thought of a —¢hd/0x. With some algebra, one can see
that commuting P with X yields,

P, X] = / da|z) (—ihd,) (@(z]) — / da ) (z(—ihdy)) (x| (2.27)
= —ih/dm |x) (x|
= —zhl.

One should keep in mind that in many applications the definition of a momentum state in Eq.
(2.12) is replaced with

(eI, 0<a<L
(lp) = { 0, otherwise (2.28)
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where L — oo. For this definition, (x|p) has dimensions of length—'/2, and the values of p are
discrete. The normalizations of the momentum states are then

<p|p/> = (spp’a (2.29)

which are Kronecker delta functions instead of Dirac delta functions. These states are not ac-
tually eigenstates of the momentum operator because —2h9,(x|p) # p(x|p) when = < 0 or
x > L. Typically, this choice is useful when one is considering emission into a continuum of
momentum states, and the density of such states factors into the answer. Because the density of
states is proportional to L, the arbitrarily large lengths typically cancel from the answer. In prac-
tice, when reading texts or literature, or the later chapters of these notes, the choice is usually not
explicitly stated, and the reader must discern the choice of convention based on whether factors
of the length or volume appear.

Aside: Schrodinger’s Wave Equation as an Operator
Before we find solutions, we regress to consider the notation and vocabulary associated with
Schrodinger’s equation. One often writes the Hamiltonian in this way,

Hy(x) = Byx), H=—" 2 1 v(a). (2:30)
m Ox

Referring to the Hamiltonian H as an operator is actually incorrect, as it does not represent
the fact that the Hamiltonian is an operator and should be sandwiched between a bra and ket.
Operators are defined by matrix elements, and should referenced by two labels. In this case
(z’'| H|x), which should be considered a function of both « and «’. More correctly, beginning
with H defined as an operator, then using completeness,

H|vy) = E|¢) (2.31)
/ da' (x| H|a') (2 |v) = E{als).

Now, one assumes that H does not mix |z) with |2’) unless  and «’ are a the same position
(or neighboring positions in the limit that one discretizes coordinate space). In that case one can
define a function h(x) as,

(z|H|z') = h(x)d(x — '), (2.32)
and Schrodinger’s equation becomes
h(z)(z|) = E(z|y), (2.33)
h(z)(x) = Ey(z),
h(x) = _h_8_2 + V(x)
ox

This is not simply an exercise in notation. It emphasizes that the Hamiltonian operator does not
mix states with « far from x’. Without such a constraint, one would not have local current con-
servation. Local conservation of current requires that charge cannot instantaneously transport
across non-zero distances.
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2.3 Local Charge Conservation and the Equation of Continuity

The equation of continuity is omnipresent throughout physics,
Bup(7yt) = =V « j(7,1). (2.34)

To see that this infers that charge conservation is local, one applies the divergence theorem. For
any volume V/,

9, / d*r p(7,t) = — / d*r V - j(7,t) (2.35)
\%4 \ %4
tQ=—fad j@y
- = — cJ\r,t),
dt J

where @ is the charge within the volume V. By considering arbitrarily small volumes, this
shows that the change in charge within that volume can be identified with the current density
j exiting the surface of the volume. Thus, charge cannot leave a small volume in East Lansing,
only to instantaneously appear in Kalamazoo. Instead, it appears in the neighboring volume,
and might then make its way to Kalamazoo over time.

Schrodinger’s equation allows one to identify both the charge and current densities. First, con-
sider Schrédinger’s wave equation and its complex conjugate,

" (71, )Y (Ta, t2) + V (7o, t2) Y™ (71, t2) Y (72, ta) = —th——™ (71, t1)Y (72, ta),
2m 8t2
(2.36)
_B2¢72 o
5 Lop* (71, t1) P (Fay t2) + V (7, t1) ™ (71, £2) 9 (Fay ta) = th—* (71, t1) (72, t2).
m 8t1

The second equation is found by taking the complex conjugate of the first equation, then switch-
ing (1 <> 2). Subtracting the two equations, and using the fact that V2 — V2 = (V; — V,) -
(Vi+V2),

2

- ;—m(vl + V) - (Vi — V) [ (P £2)0 (P )] 2.37)
+ [V (71, t) — V (72, t)] [ (71, t1) (72, t2)]
_ i (i + i) " (7 £2)8 (7 £2)]

oty Ot,
Then dividing by A,
—1th
(Vi+V2): %(Vz — V)™ (71, t1) Y (72, t2) (2.38)
—1
+ E[V('F},t) — V (7, t)] [¥* (71, t1) (72, t2)]
o o
_ (a—tl + B_tz) B (7o 1) (s ).
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Setting 7; = 72 and t; = t,, one finds

dp(Fyt) = =V - j(7,t), (2.39)
p(’l" t) - ¢ (T13t1)¢(r2’ t2)
J(F t) = ——¢ (7, £) Vap (7, ) + —[w (7, )] (7, t).

If one associates ihV /m with the velocity, then the current looks like the velocity density. For
Schrodinger’s equation, the net number of particles is a conserved quantity. If the described
particle has some charge g, then the charge density is gy *1).

2.4 Potential Problems in One Dimension

Although few physics applications are in one dimension, many problems reduce to one dimen-
sion due to symmetry. For example, once there is rotational invariance, a three-dimensional
solution to the Schrodinger wave function can be factored into products of a radial and angular
pieces. The radial equation can then be mapped into a simple one-dimensional equation with an
effective centrifugal potential. One-dimensional solutions form the foundation for understand-
ing a wide range of physics beyond one-dimension.

Consider Schrodinger’s wave equation in one dimension,

_%83_22\1;(;,; t) + V(x)¥(z,t) = zhaﬁ\If(m t). (2.40)

If ¥(x,t) is an eigenstate of the Hamiltonian with eigenvalue E, the solution becomes
U(z,t) = e Py (), (2.41)

and the time derivative 120 /0t can be replaced by E in Schrodinger’s wave equation. Because
the time dependence is then simply a phase factor, all observables become fixed in time for eigen-
states. For many applications, we will consider the steady-state case by looking for eigenstates.
However, the fact that these are eigenstates does not necessarily imply that the currents are zero.
An example is a momentum eigenstate. One can set boundary conditions such that current en-
ters and exits the boundary, thus resulting in a steady-state solution, but one where the charge
moves.

To find solutions for problems where the potential is continuous, it is sufficient to find solutions
of the wave equation that have the correct behavior at  — Foo. If the potential is discontinu-
ous at certain points, boundary conditions must be enforced at every point where a discontinuity
is formed.

If the discontinuity is finite (not a delta function or an infinite potential wall), the boundary
conditions at the discontinuity are:

1. 4 (x) is continuous.

2. 8, Y (x) is continuous.
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If 9 were discontinuous, the derivative would be infinite at that point and the current would be
infinite at the discontinuity, which would make it impossible to enforce the equation of continu-
ity. If the first derivative were discontinuous at some point y, the second derivative would be
infinite at that point. To understand the second boundary conditions we integrate Schrodinger’s
equation from ¢ = y — e tox = y + ¢, where € — 0. This yields

h2 y+e

o o
- <£¢(w)|y+e - %xb(wm_e) _ / do(E — V(@)p(@).  (242)

2m —€

For finite potentials, the integrand in the integral of the r.h.s. of this equation is manifestly finite,
thus as € goes to zero, the r.h.s. must vanish, which demonstrates the boundary condition. One
should note that for an infinite potential step the boundary conditions can be met by simply
having the wave function vanish. In this case it would appear the slope changes suddenly, but
because the wave function is zero there is no energy in the infinitesimal region.

Example 2.1: Sudden Disintegration of Square Well
Consider the simple potential,

o0, Tz < —a
V(x) = 0, —a<z<a
oo, x> a

The ground state wave function is

() = \/gcos(ﬂ'w/2a), E= % (;—a>2

If the well suddenly dissolves, what is the probability the particle will be observed with mo-
mentum p?
Solution: From Eq. (2.20), the probability of observing p is

dP,
dp

WWZ/M@M@M
= /dac e_ipw/hz,b(:l:)

-t 2
= (el

= L dx [cos(k) — isin(kx)] cos(kox)]

Va)-a
1 a
= Jal. dx cos(kx) cos(kox),
T p
ko= —, k= —.
0 20,, i
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0.3

0.0

—37 —2m —T

6 ™ 2m 3‘7r
pa/h
Figure 2.1: Differential probability of observing particles of momentum p from a suddenly disintegrating
square well of width 2a, solved in Example 2.1.

The term with sin(kx) was discarded by symmetry. Integrating,

@l = 5= | do{cos((k + ko)z] + cosl(k — ko)al}
1 (sin[(k + ko)a]  sin[(k — ko)a]
~ Va { ktko | k—ko }
1 1
= Vacos(ka) {kza + 7/2  ka — 7r/2}

(ka)? — 72 /4

= vacos(ka)

The dimension of |{p|)|® is that of length, and given that the units of h are
momentum Xlength (or energy X time), the probability dP,,/dp indeed has units of inverse
momentum. The probability is displayed in Fig. 2.1.

For many exercises a potential is chosen that is constant within some range of ¢, e.g. 0 < < L.
In that region the form of the wave function is either sinusoidal or exponential, depending or
whether the energy is above or below the potential If the energy is above the potential, i.e. the
kinetic energy would appear positive, the form of the wave function is sinusoidal,

P(z) = Ae™*™ 4+ Be %, (2.43)

or equivalently
= C cos(kx) + D sin(kx).
The wave number k is chosen to match the kinetic energy,
h?k?

2m

—KE = E — V(x). (2.44)
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If the energy is below the potentia., i.e. the kinetic energy would be negative, the form is expo-
nential, or equivalently in terms of hyperbolic sines and cosines,
P(x) = Ae "% 4+ Be"®, (2.45)
or equivalently

= C cosh(kz) + D sinh(kx).

The exponential scale k is again chosen according to the energy
h2k?
2m

For the latter case the particles are energetically disallowed, but can penetrate into the disal-
lowed region with an exponential form. In both cases, the constants A, B, C or C can be com-
plex coefficients.

= V(z) — E. (2.46)

Example 2.2: Finite Potential Well
Consider the potential,

oo, <0
Vz)=¢ —Vp, 0<x<a
0, x> a

Solve for the binding energy and wave function of the lowest energy state:

Solution: Assume the energy is negative. In the region of the well solutions of Schrédinger’s
equation are sines and cosines with wave number, k = /(2m(V, — B)/h?), where B is
the binding energy (a positive number between zero and V;). The boundary condition at the
origin is that the wave function must go to zero due to the infinite potential. Thus, only the
sine piece remains in region I (0 < = < a),

Yr(x) = sin(kx).
We have chosen an arbitrary normalization constant of unity.
In the second region, (x > a), the potential is zero and E — V' < 0, so the solutions
are exponentially growing or decaying. They are characterized by a decay constant of
q = /(2mB/h?). The exponentially growing piece can be thrown out as we wish to find a
solution where some probability is near the origin.

’l/)[[(a’}) = 146_11m
Thus far, we have neglected the two boundary conditions at x = a, which are necessary to

determine the two unknowns, the binding energy B and the normalization factor A. Writing
the two boundary conditions,

sin(ka) = Ae™ ¢ (2.47)
k cos(ka) = —qAe ¢
Dividing the two boundary conditions eliminates A and gives the relation,

—k
tan(ka) = —,

k=+/2m(Vy, — B)/i2, q = \/2mB/h2.
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This is a transcendental equation for B (or equivalently for k or q) which can be solved
graphically, or on a computer, and keeping in mind that k must be between zero and
kmax = /2mVy/h2. In order for the two functions above to intersect and have the same
slope, the wave function must have a negative slope, and because k < kmax = /2mVp/h2,
this can only happen when kpaxa > 7/2. Thus, the solution disappears if the depth, Vj,
is too small or if the the width a is too narrow. At the point where knaxa = /2, the solu-
tion has binding energy zero and ¢ — 0. Using the expression for tan(ka) one can see that
tan(ka) = oo, or ka = 7 /2 as just stated.

In one dimension, if a potential remains zero or below zero for all x, there is always at least
one bound state even if the potential depth or range become infinitesimally small. However,
in this case the potential is positive, and in fact infinite, for * < 0, and the potential needs to
have sufficient strength and extent to result in a bound state.

Example 2.3: Plane Wave Incident on Finite Barrier

Consider a plane wave of wave number k incident on a positive barrier,

. 0, <0
V(m)_{VO, x>0

Find the reflection and transmission probabilities for a particle with energy E which is greater
than V.

Solution: In region I (xz < 0) the solution consists of both an incoming, < e**, and a reflected,
o e~ component. Whereas in region II (z > 0) one only has a component moving in the
positive  direction.

pr(x) = e*® + Ae ™, k = \/2mE/h2,
Yir(x) = Be'?, q = \/2m(E — Vo) /h2.

The boundary conditions yield
1+ A=B,
k(1 — A) =¢gB.

Here, k and g are known, and the unknowns are A and B. Solving for A and B,

:k:—l—q’ :k:—l-q

k—gq B 2k

Thus, one quickly obtains the reflection and transmission probability.
In order to check the answer, one can see that the outgoing fluxes sum to the incoming flux.

hk hq hk
—|AP + —|B|* = —.
m m m
Fluxes are given by the square of the amplitude, which represents the probability density,

multiplied by the velocity, or in this case the momentum divided by the mass.
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We now consider a discontinuity at y, and perform the integral over an infinitesimal range cen-
tered about y. From Eq. (2.42) one could see that if the potential is finite in the neighborhood of

y one obtains
h? o
s (5e ¥ @lyse = 5o v@y—c) =0. 2.48)
m ox

However, if the potential is a delta function, integrating the right-hand side of Eq. (2.42) over
the infinitesimal range can yield a finite value. Thus, if

V(z) = Bé(x —y), (2.49)
the boundary condition becomes
h? 0
o (et @lue = 5ot @) = ~Bu(). 250)
m ox

The slope of the wave function is then not continuous at the delta function discontinuity.

Example 2.4: Delta Function Potential
Consider the potential,

V(x) = —B4(x), B> 0.

Find the binding energy of the bound state.

Solution: Assume the existence of a bound state of binding energy B. The solutions are
exponentials with decay constant k = /2mB/h2, and the requirements that they go to zero
at x = £oo, and that they are equal at z = 0 demands

[ exp(—kx) >0
W) = { oxp(kz) @ < 0

Plugging them into the boundary condition at « = 0, Eq. (2.50), gives

h2k

— =3 (2.51)
m
The binding energy is
r’k? 3*m
B — = —,
2m 2h2

and a bound state exists for any value of 3.

2.5 Wave Packets

A plane wave confined to a finite region can be written as

0, <0
Ypo(x) =4 (2lp, L) = 7z, 0<a <L (2.52)
0, x > L
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which is normalized in the length L, but is not really an eigenstate of the momentum operator
due to the sharp cutoff at the boundaries. A more physical description of a wave that is confined
to a finite region is a wave packet, which confines the probability to a finite region, and because
of the uncertainty principle is accompanied by a spread in the momentum. This state |Q) will
NOT be an eigenstate of the momentum operator, but will instead be a linear combination of

states |p), which are eigenstates of the momentum operator P = —ii V.
dp
Q= [ 29— Q) 253)
27h
9(p — Q) = (rlQ)-
For our purposes we will assume g to be of a Gaussian form,
—(p— Q)z)
— = —_— . 2.54
g(p— Q) anp( 1A (2.54)

As an exercise, one should check that this resulting wave packet is properly normalized by

o= (277)1/4\/%. (2.55)

With this definition, the width of the wave packet in momentum space is A, i.e.

@IP - PI@) = o [ dp (0 — PYlg(p - QP 256
= A2,
P=(@IPIQ).

To understand the spatial shape of the packet, one can see that
dp
Yo(@) = (1Q) = [ S7-(alp) (pIQ) 257)
Th
— dp ipx/h
= / oer, € 9P~ Q)

_ aA \/?eiQm/he—m2A2/h2’
h T
2A 1

o)l = 25 oo e {-22E L,

Rz 2
which is also of Gaussian form, with the spatial spread being /(2A).

Thus, the product of the spread in momentum space multiplied by the spread in coordinate
space is h/2, exactly the minimum allowed by the uncertainty principle. If the packet had been
described with e — e®(@=z0)/1 the packet would be centered at ¢ instead of the origin.

For the wave packet at arbitrary times,

dp

27rhe—iEpt/h+im/ﬁg(p — Q), (2.58)

vo(at) = |
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we expect the packet to move in time. The packet has contributions from all momenta which
represent differential additions with a wide variety of phases for each p. At most values of x
these phases vary to the degree that the resulting wave function is near zero. However, at any
given time ¢ there is a point « for which the phases are constant as p is varied near Q. At this
point, the differential contributions add in-phase and the wave function in coordinate space is
a maximum. To find that point we take a derivative of the phase with respect to p at Q, and
require it to be zero.

d . .
d—p(—zEpt + ipx)|p=q = 0, (2.59)
dE
T = Pt.
dp

Given that dE /dp|p,—q = v, even for relativistic particles, one sees that
xr = vt (2.60)

which is not surprising. Here, g(p) was assumed to be a real function, but if it were given a
momentum-dependent phases, e*®®) then the same condition would lead to

x = vt — hdo/dp|p=q, (2.61)

and the additional term would set the position of the wave packet away from the origin, even at
t=0.

Example 2.5: Wave Packet Reflecting off Finite Barrier

As an example where wave packets are involved, we will consider a packet as described
above, incident on a potential barrier. The goal is to find the time delay of scattering. We
consider a simple square well potential of the form,

. 0, >0
V(a:)—{vo, <0

We also assume that the packet is narrow and that V; is larger than Ey, so the wave packet
should completely reflect (assuming that g(p — k) is narrow).
The incoming wave packet can have the form,

1 , .
'lpin(ma t) - / dp e—'LEpt/h—'pr/hg(p . k).
2mh
Such a packet should have a reflection, with the reflected wave packet,

Yout (X, 1) = _L dp e~ iBrt/Itipe/het26(P) g _ k),
2mh
The negative sign is chosen so that in the limit of an infinite potential 6 (p) = 0. The reflected
packet has the same amplitude, because the flux must be the same both ways given that the
reflection is total. However, there could be a phase factor that might be momentum depen-
dent. The factor of two in the phase is a convention which we will encounter again when we
discuss scattering theory.
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Solving for the phase shift, we assume the solutions in regions I (z > 0) and II (x < 0) are
Pr(z) = e~ wpz/h _ eipm/h+2i5(p),
Yrr(z) = Be?™", g = \/2m(V, — E).
The boundary conditions give
1—e* =B
—ip(1 + €**) = ¢B.
The solution for the phase shift is
tand = 1—)
q

Looking for the point  where the phase is stationary, one finds the expression
d
x = vt — 2—4J(p).
dp

Using p? + ¢ = 2mV), one finds

dé _ 2mV,

dp ¢
From the equation for 14, One can see that the condition for a stationary phase in the outgo-
ing wave packet becomes

d
——A{=iByt/h + ipx/h + 2i6(p)} = 0, (2.62)
P
d
Az = —2h—4(p),
dp

h d d
At =2——9(F) = 2h——0(E).
vp dp dE

This time delay is relative to the case where V;; = oco. The same ideas will be applied to spher-

ical waves when we cover scattering theory, where the phase shifts, §, provide a standard, and
insightful, means for understanding the effects of a potential in scattering.

2.6 The Harmonic Oscillator

The harmonic oscillator provides the basis for much of physics. In fact, quantum field theory
considers every point in space to have it’s own oscillators for every type of quantum field. We
begin with a single oscillator with the Hamiltonian,

P2 mw

H =
2m+ 2

X2, (2.63)
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where the spring constant is expressed in terms of a frequency w, k = mw?. Here, X and P are
operators.

Dirac’s solution to the problem involves first defining two new operators,

= T = 2.64
a\/th”’tha\/ 2hm (2.64)

The operators are known as the annihilation (or destruction) and creation operators respectively
for reasons to be seen below. In some texts, these operators are referred to as ladder operators.

The operators satisfy simple commutation relations,

[a,a'] = 2i, /% %1 [P, X] = 1. (2.65)

Furthermore, by substituting the expressions for X and P in terms of a and af,

X =1/ (a+ah), (2:66)
h
P = T;Lw (a’ - a'T)a

into the Hamiltonian, Eq. (2.63), the Hamiltonian may be expressed as

2 0 2
h
H=— [—z (a — aT)] + me [\/ (a + aT)] (2.67)
2m 2 2mw
:T[ a’ + aa' + a'a — (a')? + a® + aa' + a'a + (a')?]
hw

= ?(anr +a'a)

= hw (aTa—I— 1)
= 5 )"

To see that the creation operator does exactly what it sounds like it should do, consider an eigen-

state of the Hamiltonian such that
ataln) = n|n). (2.68)

At this point we do not know that the eigenvalues, n, of a'a are integers. By using the commu-
tation relations, aa’ = a'a + 1, one can see that

a'a(a’|n)) = a'(a’a + 1)|n) (2.69)
= (n+1)al|n)

by commuting the a' to the far left. Doing the same with the state a|n) one finds

a‘a(a|n)) = (aa’ — 1)a|n) (2.70)
= (n —1)(aln)).
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Thus, to within a normalization constant,
a'|n) < |n +1), a|n) x |n — 1). (2.71)

To calculate the normalization constant Z,

a'ln) = n 4+ 1), (2.72)

Z

(n]aa’|n) =

g

= (nl(a'a +1)In) =n +1,

n—|—1’
a'ln) = vn + 1|n + 1).

Similarly for the destruction operator,

i

aln) = \/LEM — 1), (2.73)
(n|ata|n) = n,
7 _ 1
= 7
aln) = v/n|ln — 1).

The operator a'a is referred to as the number operator, and because the energy is expressed in
terms of the number operator, and because that energy must not have arbitrarily small negative
values, the values of n cannot be arbitrarily negative. Thus, the sequence of repeatedly applying
the operator a to some state n must terminate at some point. This only happens if there is a state
withn = 0,

aln = 0) =0, (2.74)

which constrains all the n to be integers. With the constraint that n is an integer, the normaliza-
tions can be expressed as

(a)™0) = V/n!|n). (2.75)
and the eigenenergies are
E,=(n+1/2)hw, (2.76)
n=20,1,2,---

We will see later on that similar tricks are used with angular momentum raising and lowering
operators.

Finally, it is straight-forward to find the ground state wave function if one is sufficiently prescient
to guess that the form of the solution is a Gaussian with some as-yet-undetermined width b.

Po(x) = e =7/ (2%, (2.77)
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For the moment, we neglect the normalization. To show that this is a solution we first take
derivatives with respect to x.

2

d d? 1
E‘ﬁﬂ(m) = —%@00(33), E‘PO(*’L‘) = :—4¢0(w) — §¢0($)- (2.78)

Plugging this into the Schrodinger equation,

h? [x?
—5 [F - —} Yo () + = ¢0(w) Ero(x). (2.79)
allows one to determine b and E by inspection.
h 1
b=4/—, E=—hw. (2.80)
mw 2

Indeed, the energy is what was expected from the earlier arguments with creation and destruc-
tion operators. One may also calculate the normalization Z by enforcing the constraint

Po(x) = Z V2 2/ 7 — / dxe /%", (2.81)

This gives Z = (w'/2b).

If one were to consider an n dimensional problem,

h? d? h? d? h? d? mw? mw? mw?
HY = — v — ..o — — ¥4 —afV 4 oW+ W,
2m dx? 2m dx? 2m dx? 2 2 n
(2.82)
one would write the solution as
‘I’(331, D TR wn) = 1/J1(‘L'1)1/J2($2) ce ¢n(wn)a (2.83)

where ; are the solutions to the 1-d Schrodinger equation with eigenenergies hw(n; + 1/2),
and the total energy is

E=hw) (n;+1/2), (2.84)

with the ground state energy being for n = 0, Eq = fw /2. For a three-dimensional oscillator,
one can consider the x, y and z motion as three separate oscillators, and the ground state energy
would be 37w /2.

Example 2.6: Practice with Creation and Destruction Operators
Evaluate the following matrix element:

(m|aa’a’aaln).

Solution:
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Using the facts that a|n) = v/n|n — 1) and af|n) = v/n + 1|n + 1),

(m|aata’aa|n) = vn(m|aa'ata|n — 1)
= (n — 1)v/n(mlaa’|ln — 1)
= (n — 1)n(m|a|n)
= (n — 1)n%2(m|n — 1)

=(n— 1)n3/26m,n_1.

2.7 Propagators, Green’s Functions and Integral Equations

A propagator is merely an incarnation of an evolution operator and is often confused with being
the same as a Green’s function, which it sometimes is. A propagator in coordinate space is

defined as N
—1 (h_ )1 |.’13/>, (2.85)

and represents the amplitude from evolving from a position |x’) at time ¢’ to a position |x)
at time ¢. Rather than propagating from z’ to x, one can also define propagators from some
momentum state p’ to some final momentum state p. Propagators form the basis of diagram-
matic perturbation theory, and in that application provide a physical understanding of specific
processes.

K(z,t;2',t') = (x| exp [

If the eigenstates, |a), of H are known the propagator may be written as

K(z,t;a',t') = e “"(z|a)(alz’). (2.86)

Because K is the evolution operator, one sees that determining the propagator is equivalent to
solving the Schrodinger equation,

Y(x,t) = / 'K (x,t; ', t')p(x’, t). (2.87)

In fact, the propagator is a solution of Schrodinger’s equation for ¢ > t’ with the boundary
condition that at ¢’ the wave function is at o/,

h2V2 ’ / 4 a / /

— +V(z) | K(z,t; ', t') = ih— K (x,t; 2, t'), (2.88)
2m ot

while being zero for t < ¢’ and equal to §*(z — =’) when t = to..

We now consider the simple case of a free particle in one dimension. In that case the eigenstates
of the Hamiltonian are momentum states and

1 ip-(x—x') ipz(t—t’)]
Ko(z, t;a/,t)) = [ —— /d — 2.89
of@, ta', ) <27rh) pexp { h 2mh (289

= Vo= = ooy )
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The integral in the last step was performed by completing the square. Note that the phase in the
exponential looks (1/2)mwv?t/h, where the velocity is given by Axz/At. A similar expression
can easily be found in higher dimension. To see that this form approaches d(x — «’) ast — t’,
one can check:

1. that [ dzK (z,t;2’,t') = 1 for any time ¢t > ¢’

2. that at small time differences the phase oscillates infinitely quickly with varying = except
when & = z’. This rapid variation of phases would cause any integral of the propagator
over a finite interval to vanish unless that interval includes * = «'.

Adding a potential makes finding the propagator much more difficult. One can see that if the
propagator is expressed as

1
K(xz,t;2',t') = Ko(z, t;2',t") + E/dt”dm"KO(m,t; ", YV (2", YK (2", t"; 2, t"),

(2.90)
the Schrodinger equation will be satisfied. This expression for the propagator can be viewed
as the integral representation of Schrédinger’s wave equation. Note that the second propagator
in the right side is the “full” propagator which means that solving the equation is not simply a
matter of performing an integral. Instead, one must find a self-consistent solution.

By replacing K with K, in the right-hand side of Eq. (2.90), one has found the “first-order
perturbative corrections to the propagator”. We will see this again later.

2.8 Phase Space Density and Wigner Functions

We have seen that |y (x)|?> = |(x|1)|? can be identified as the density dN/dx, and |y (p)|? =
|(p|Y)|? can be identified as the number per dp/(2mwh). One can also get a measure of the
number per dpdx, which simultaneously expresses a probability of observing the particle with
both a specific momentum and density by performing what is called a Wigner transform of the
wave function,

f(p,x) = /ddaz P (x + 0z /2)p(x — dx/2)ePo%/h, (2.91)
With this definition,
d_p — * — E ipdxz/h
/ 271_hf(p, x) = /déw P (x4 dx/2)Y(x — dx/2) / mF © (2.92)
= ™ (x)p().

Further, one can express f(p, x) in terms of ¥ (p),

dp —ip1(z+déx * dp ip2(x—ox ipdx/h
f(p,x) = /d&n/ 271—;16 pi(@+0m/2)/hy), (pl)zﬂ—;e p2(z—§ /2)/711#(1)2)e poz/h (2.93)
Integrating over dzx,
d(sp * —idpx/h
Fpia) = [ 5200+ 6p/2)(p — bp/De0r 0, 299
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and integrating over x,

[ e £p,2) = v o). (2.95)

Thus, when one integrates over either x, as seen in Eq. (2.92), or if one integrates over p, as in
Eq. (2.95), it appears that f(p, ) behaves like the phase space density,

dN _ f(p,x)
dpdx onh

(2.96)

This is called the phase space density, or occupancy, because it can be related to the number of
particles per single-particle level. To demonstrate this, we consider the limit of a large box of
length with an infinite square well potential confining the particle to within 0 < x < L, the
boundary conditions give solutions of

Yn(x) = sin(p,x/h) = sin(nwx/L), n=1,2,3,:--, (2.97)
pn = nwh/L.

The number of states with momentum p within some range Ap is

L
AN = —Ap. (2.98)
Th

If one uses plane waves, which allows the states p to be both positive or negative, one alters the
expression to

L
AN = —Ap. 2.99
e (2.99)
Because f(p, x) gives the number of particles per unit AzAp/(27h), and the number of states
is AxAp/(2wh), f(p, x) can also be viewed as the number of particles per single particle level.
Of course, this interpretation is based on the idea that Az = L is large enough so that An can
be treated as a continuous function.

The interpretation of f(p, ) might seem to violate the uncertainty principle, which forbids the
simultaneous measurement of p and . However, simply having an expression for f(p, ) does
not mean that you can measure both p and « simultaneously. In fact f(p, ) can be negative, or
greater than unity, for some values of p and «, and for some wave functions. This disqualifies
it as a probabilistic measure because probabilities must lie between zero and unity. It can only
be identified probabilistically in the classical limit, where the averaging is over a sufficiently
large range of p and « to include many quantum state. Nonetheless, even away from the clas-
sical limit, f(p, ) has the property that if it is integrated over p one obtains the probabilistic
density in coordinate space, and if one integrates over x, one finds the probabilistic density in
momentum space.

Example 2.7: Wigner Transform of Harmonic Oscillator Wave Functions
Here, we find the phase space density, a.k.a. the Wigner transform, of the ground state of the
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harmonic oscillator.

1

- _ - —x2 /2b?
Po(z) = 71_1/4b1/2e )
f(p,x) = +2b /d(s:l: Pz /ho—(z+o2/2)?/2b% ,—(z—b2/2)? /2b
™
= 1/ e—a;z/b2 /d&n 6ip5x/he_5w2/4b2
wl/2p

— 2e—zcz/b2—p2b2/h2

One can check the normalization by showing that

dpdx _
/ oy (P @) =1

2.9 Numerically Solving Schrodinger’s Equation

Here, we provide algorithms for solving one-dimensional Schrédinger’s equations for two types
of problems. For both types we consider potentials that are infinite for < 0. This bound-
ary condition also applies for spherical wave decompositions in three dimensions, where for a
particular spherical wave the problem reduces to a one-dimensional problem with an effective
potential for angular momentum, but because there are no negative radii, one sets a bound-
ary condition that ¢(r = 0) = 0. The first type of problems to be considered is solving for
a bound state energy for a finite (for © > 0) potential that vanishes beyond some position,
V(x > a) = 0, and the second type of problem involves finding the phase shift for the same
kind of potential.

To find a bound state energy numerically, one must first guess at a binding energy B. For the
sake of convenience, instead of B we will refer to q, where h?¢?/2m = B. For x > a, the
bound state wave function behaves as Ae~ %%, where A is an unknown constant. For x < a, we
solve the problem numerically on a grid of resolution Az,

P(x=0) =0, Pp(x=Ax) = ;. (2.100)

Here, 11 can be any value. Normalization will be chosen later. For the sake of convenience, one
might choose a real value such as dx. Next, one uses the discrete representation of Schrodinger’s
equation,

—1 2mV (x,,
(ACB)Z (¢n+1 - 2¢n + Ipn—l) - (_q2 - mT(m)> 'ana (2101)
to solve for ¥, 41,
P = 20p, — Py — (Ax)? (—q2 - W} Y- (2.102)
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One can iterate this forward, first solving for 2, then ultimately for ¥n, where N = a/dx.
At that point one can consider the boundary conditions. By comparing logarithmic derivatives,
(dv/ Ax) /1, one can ignore the constant A, and see that

PYNy1 — YN-1
2(Az)Yn

The difficulty is finding the value of g that satisfies this boundary condition at * = a. This
involves guessing a value, then comparing the equivalence. One then adjusts g until one finds
a satisfactory fit. This can be done with Newton’s method, or with a root-finding package. The
bound state energy is then E = —B = —h?¢?/(2m).

= —q. (2.103)

The second class of problem to be considered is that of finding the phase shift for a given in-
coming wave number k. This is easier because, the energy is given. Again, discretize the wave

—ikx

function, and assume that the wave function behaves like the incoming wave, e ,

d)N—{—l e—ik(N+1)Am, d)N — e—ikNAm. (2104)

One then iterates forward,

_ zm_V("’")) . (2.105)

¢n—1 = 2¢n - ¢n+1 - (A:B)z (q2 72

Ultimately, one finds ¢, which of course does not satisfy the boundary condition. Because
Schrodinger’s equation is real, one also knows that ¢* is also a solution, also not satisfying the
boundary condition. However, one can take the combination,

Y, = ¢, — 2707, (2.106)
choosing the phase shift to fit the boundary condition,
Juis _ 90,
o
With this choice of §, the net wave function at £ = 0 vanishes. This method even works for cases

where the potential blows up at the origin, although one may have to extrapolate the phase to
x = 0fromz = Az and x = 2Ax.

(2.107)

2.10 Combining Coordinate Space and Spin

The overlap ¢ (x) = (x|¥) describes the overlap of the a state |¥) with a state located at «.
The wave function 1 (x) can be thought of as having values at each point . For spin-half, one
represents the overlap with the | 1) and | |) states with a two-component vector. Of course,
states can vary in both position and spin, and the spin might be correlated with position. In that
case, one must consider the overlap, (s, x|¥), where s refers to the spin. In general, it can be
represented by a two-dimensional vector, with each component depending on z,

_ (¥t (%)
(s, z|T) = ( zbZ(w) ) (2.108)
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The functions ¥4 and 4, can be any functions as long as the overall wave function is normal-
ized,

@) = [ do (v @91 (@) + ¥]@)u(@) = 1. (2.109)

If the position and spin information are independent, i.e. the upper and lower components have
the same spatial wave function, one might represent the overall wave functions as

(s, z|¥) = P(z)x, (2.110)

where x is some two component wave function. But, this last form is not as general at that in
Eq. (2.108), which accommodates the possibility that the spin features varies with position. For
particles of higher spin, one needs to increase the dimensionality of the vector. For example,
for massive spin-one particles, there are three spin states, m = —1,0, 1 and one needs to use
three-dimensional vectors.

2.11 Exercises

1. Proof that i = 0: Consider a normalized momentum eigenstate of the momentum operator
lg), i.e. Plg) = q|q) and (g|P = (g|q. Consider the expectation,

(q|(PX — XP)lq) = (q|(¢gX — Xq)|q)
= q{q|(X — X)|q) = 0.
However the commutation relation, PX — XP = —1th, so we also have

(9|(PX — XP)|q) = —ih.

Comparing the two equations, 7 = 0.

What went wrong?
2. Prove that the average kinetic energy is always positive, i.e.

K292 h2
%y = T [ dz ()02 () > 0.
2m 2m

{

3. Consider the one-dimensional potential,

0, r < —a
V()= —Vo, —a<z<a
0, x> a

For fixed a, find the minimum V;, for the number of bound states to equal or exceed 1,2,3....
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4. Consider a particle of mass m under the influence of the potential,

2

V(@) = Vib(—2) — 33w —a), Vo> o0, B> 0.

(a) Find the transcendental equation for the energy of a bound state?
(b) What is the minimum value of 3 for a ground state?
(c) For increasing 3 can one find more than one bound state?

5. Consider a plane wave moving in the —& direction to be reflected off the delta function
potential, For(x > a) the plane wave will have the form

e—zkm _ eZzéezkm.

(a) Find the phase shift d as a function of ka, and plot for Ba = 0.5 and for 0 < ka < 10.
Because addition of nw to the phase shift is arbitrary, translate all phases to angles
between zero and .

(b) Repeat for Ba = 0.99,1.01, 1.5.

6. Consider a particle of mass m interacting with a repulsive é function potential,

h2
V(x) = —p0B6(x).
2m
Consider particles of energy E incident on the potential.

(a) What fraction of particles are reflected by the potential?
(b) Show that the currents forz > and for & < 0 are the same.

7. Consider a three-dimensional harmonic oscillator with quantum numbers n,, n, and n..
How many states are there with a given N = n, + n, 4+ n.? Find a closed expression (no
sum). Test it for all n < 3.

8. Calculate (O|aaataata'|0) and (n|atatata|m).
9. Find 4 (x), the wave function of the first excited state by applying a', defined in Eq. (2.64),
to the ground state.

10. Consider a particle of mass m in a harmonic oscillator with spring constant k = mw?.

(a) Write the momentum and position operators for a particle of mass m in a harmonic
oscillator characterized by frequency w in terms of the creation and destruction oper-
ators.

(b) Calculate (n|X?|n) and (n|P?n). Compare the product of these two matrix ele-
ments to the constraint of the uncertainty relation as a function of n.

(c) Show that the expectation value of the potential energy in an energy eigenstate of the
harmonic oscillator equals the expectation value of the kinetic energy in that state.

11. (a) What is the representation of the position operator in the momentum basis — how is
(p|X|®) related to (p|®¥)? Use the completeness relation, [ dx|z)(xz| = I and the
fact that (p|z) = e~P%/",
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12.

13.

14.

15.

16.

(b) Suppose that the potential is v(x) = (k/2)x?. What is the Schrédinger equation
written in momentum space; i.e. what is the equation of motion of the amplitude

(p|¥(¢))?
Consider a potential

0, < —a
V(iz) = u(z), —a<z<a
0, T >a
where u(x) is an arbitrary real function. Consider a wave incident from the left. Suppose
that the transmission amplitude, defined as the ratio of the transmitted wave at x = a
to the incident wave at x = —a, is S(F). Now consider a wave incident from the right.

Show that the transmission amplitudes, |S(FE)|, are the same for both directions. (Hint: the
Schrodinger equation in this case is a real equation, so the complex conjugate of a solution is also a
solution.)

Consider the creation and annihilation operators for the harmonic oscillator in the Heisen-
berg representation, af(t) and a(t).

(a) Derive and solve the equations of motion for a(t) and af(t) for the harmonic os-
cillator. Le., first find (d/dt)a(t) and (d/dt)a’(t). Then write the solution of the
differential equation given a(t0 = 0) = a and a'(t = 0) = a'.

(b) Calculate [a(t), al(t")].

Calculate the correlation function (0|x(¢t)x(t’)|0) for the harmonic oscillator where |0) is
the harmonic oscillator ground state, and x(t) is the position operator in the Heisenberg
representation. Hint: use the expressions for a(t) and a'(t) from the previous problem.

Then solve for the equations of motion for both (t) and p(t).
What are the matrix elements of the operator 1/|p] in the position representation? That is,
find

1
p|

(r|

Work the problem in three dimensions.

Ir’).

Calculate the Wigner transform f(p,x) for a particle in the ground state of an infinite
square well potential,

oo, <0
V(z) = 0, —a/2<x<a/2

oo, T >a

Are there any regions with phase space densities either greater than unity or less than
zero?
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3 Charged Particles in Electromagnetic Fields

3.1 Vector and “Scalar” Potentials

Electric and magnetic fields are determined by the vector potential A and the scalar potential ®,

E=-V®d—-—", B=VxA. (3.1)

The units of e® and eA are both energy. This is consistent with cgs units, where the magnetic
and electric fields have the same units. The coupling e must change sign if the charge of the
particle is reversed, i.e. this sign would be reversed for an electron.

To add electromagnetic interactions to the Schrodinger equation, one begins with a Hamiltonian
where such interactions are missing,

1tho; = ﬂ + V(¥), (3.2)
2m

where V(1) refers to potentials other than those from electromagnetism. Next, one performs
“minimal substitution”, which is to make the replacements

—ihV — —ihV — eA/c, (3.3)

’Lhat — 'I,hat —ed.
Relativistically, the “scalar” potential is the zeroth component of the four-vector, Ay = @, so the
principal of minimal substitution becomes i78,, — ©h0,, — eA,,. Thus,there is nothing “scalar”

about the scalar potential, as it is not invariant under Lorentz transformations. Including the
electromagnetic interaction, Schrodinger’s wave equation becomes:

— 2
—ihV — eA(7,1) /c}

¢(7?9 t) = ['Lha/at - e(I)(Fa t)] ¢(F3 t)a (3.4)

2m

H(7,t) = ihdup (7, 1),

1 - eg 2
H=—"—[P-"2)| +ed(#t)
c

2m

1 — — — — 2
S [P2—5(P-A+A-P)+ (f) A?| + e®(7,t).
2m c c

Solving for the equations of motion of the displacement operator allows one to identify an oper-
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ator that represents the velocity,

dr [7, H]
a _ (3.5)
dt 1h
= L [ri(Py — eAy )Py — eA;J¢) — (Py — eA;/c)(P; — eAyjc)ri)
dt 2maih
1

= 5, \ri(Pj — eA;/c)(P; — ed;/c)

— (P; —eAj/c)ri(P; — eAj/c) + (P; — eA;/c)(ihdi;) }

9
m m

H=P—ed/ec.

Here, I1 is the canonical momentum, i.e. the mass multiplied by the velocity. It is the same
combination of P and A that appeared in kinetic energy term of the Hamiltonian in Eq. (3.4).
The momentum P = —ihV is NOT the operator associated with the mass multiplied by the

velocity in the classical limit. Instead, the canonical momentum i plays that role. In fact, the
current density from the previous chapter is also redefined,

S —ieh 24
JF ) = S (FOVHE Y — (VEFE D)D) - (@O 66

Showing that this definition is consistent with the equation of continuity is left as a homework
problem.

One can also solve for dIl/d¢, but first we calculate the commutator,

(11, I1;] = [(P — eA);, (P — eA/c);] (3.7)
= (Zh) (eBiAj/c — ijAi/c) = z'heeijkBk/c.

Moving forward,
[117, T1;] = TL;[11;, 0] + [T1;, T0,] L, (3.8)

— 7: —
H:g[H,H]
=€ (ﬁxﬁ—gxﬁ>—V¢.
2mece

d
dt

This becomes the usual, dP/dt = eE + ew x B/c, if one replaces P with Il and if one ignores
the fact that B and TI = m@ might not commute. They do not commute if B depends on #
because P has a gradient.
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3.2 Gauge Invariance

Gauge invariance in electromagnetism shows that if one alters the vector and scalar potentials
in the following manner,
~ . 10A(7,t
A(F,t) = A(F,t) + VA(F,t), ®(F,t) = &(F,t) — —%, (3.9)
c

that E and B are unchanged. However, the Hamiltonian is a function of Aand ®, not E and B,
which makes one question whether physics is invariant under a gauge transformation. Here, we
show that even though the changes from the gauge transformation to A and ® indeed yield a
new Hamiltonian, the solutions are identical to those of the original Hamiltonian after applying

a simple phase factor,
. teA (7, t) .
Y (7, t) — exp e (7, t). (3.10)

If one now considers the canonical momentum operator, altered by a gauge transformation,
acting on a wave function, also altered by gauge invariance, one can see that the result is the
same,

teA(T, 1)

(—ihV — eAc — eVA(F, t)/c) exp [ P
c

} P(7,t) (3.11)

= exp [@1 {—ihV — eAc — eVA(F,t)/c — ihVM P(7, t)
= exp [M} [—ihV — e@c} P(7, ).
c

Following through with more factors of IT one can see that (¢|II"|1y) will be unchanged by the
gauge transformation as long a both the operator IT and the states |¢) and ¢) are transformed
accordingly.
Similarly the term 270, — e® acting on the altered wave function also shows an invariance.
) 1 . teA(T, 1)
thoy — e® + —OLA(7,t)| exp | ————=
c he
teA(7, 1)
he

} (7,1 (3.12)
= exp { ] [i1h8, — e® (7, t)] (7, t).

Showing that the charge and current densities are unaffected by the transformation is left as a
homework problem.

Aside: Checking Dimensions

Checking dimensions for relations involving electromagnetism can be painful. Here, the nota-
tion is consistent with cgs units in that A and ® have the same dimension. Both e A and e® have
dimensions of energy. Both B and E also have the same dimensions, as the dimensions of eE
and eB are both energy per length. In these units, magnetic forces are given as e& x B/c.
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3.3 Interaction with Uniform Magnetic Fields

A constant magnetic field in the z direction can be described with the vector potentials,
A,=0,A,=0, Ay, = pB/2, (3.13)

which has azimuthal symmetry about the z axis as the vector potential winds around the z axis.
Through a gauge transformation, one can also rewrite the vector potential as

A, =Bz, A, =0,A, =0, (3.14)

which gives the identical magnetic field. This appears to violate the azimuthal symmetry but
has the advantage is that it is easy to solve. The wave function can be written in the form

Y(z,y,z) = =T EVp(a) (3.15)

because both P, and P, commute with the Hamiltonian.
The differential equation for ¢ then turns out to be

Boyd(@) = — 2 020(x) + _—(k, — eBr/)*o(x) 316

e’B?

- ‘;_maiqs(x) + (z — ®0) (),
xo = hck,/(eB),

E = E,, + hk?/2m.

2mc2

This is the harmonic oscillator Hamiltonian with a spring constant mw? where

eB

mc

w = (3.17)
The harmonic oscillator frequency is the same as the orbital frequency for a classical particle in
a magnetic field of strength B, referred to as the cyclotron frequency.

The solutions thus look like a particle whose x position is centered about x,, which is deter-
mined by k, and whose solutions in the y and z directions are eigenstates of the momentum
operators. It seems odd that a particle with circular motion would be an eigenstate of P,. The
solution to this paradox is that if P, is constant, it does not imply that v, = (hk, — eA,/c)/m
is constant. Instead,

muv, + eBx/c = hk,, (3.18)

where p, is the eigenvalue of P,. In fact this does describe circular motion centered about a
point (x., y.) with frequency w = eB/mec. To see this consider the general form for circular
trajectory of frequency w,

x = xg + Rcos(wt + ¢), y = yo + Rsin(wt + ¢), (3.19)
whose velocities are

v, = —wRsin(wt + ¢), vy, = wRcos(wt + @). (3.20)
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Inserting the expressions for o and w in Eq.s (3.16) and (3.17) into Eq.s (3.19) and (3.20), one
sees that that Eq. (3.19) is simply a statement of circular motion with the = position centered
around the minimum of the harmonic oscillator, which is determined by k,.. The center of the y
motion is arbitrary, as this solution is a linear combination of orbits with different y, values.

The solutions are thus that of a harmonic oscillator for the motion in the £ — y plane multiplied
by a plane-wave form for the z motion. The eigenenergies are

21.2

Bo(k:) = 5 4 (n 4+ 1/2)h, (321)

where w is the cyclotron frequency described above. Energies are independent of k,,. The energy
levels are known as Landau levels. The degeneracy of the levels with respect to k, will play the
central role in describing the integral quantum Hall effect which we will discuss next semester.

3.4 Motion with Uniform Electric and Magnetic Fields

It is interesting to study the consequences of adding an electric field directed perpendicular to
the magnetic field. Consider the case where the field is in the x direction. The Hamiltonian picks
up an extra term, —eEx. In this case the differential equation for ¢ becomes

h? 1
E.,¢(x) = —%8z¢(w) + %(hky — eBz/c)’¢(x) — eExd(x) (3.22)
h? 2B? 2 (E\? hkyE
— o O0(@) (@ = w) () — Ty () o) = 6l
hck, mc*E
T B + eB2

The x position averaged over time would simply be x,, the center of the harmonic oscillator.
One can also calculate the average v,,

Vy = — = — — (3.23)
m m mec
B hk, eBxg
Uy = — —
m mec
B Ec
B

Here, the fact that the average  was xo, as given in Eq. (3.22), was used to find the average
velocity in the y direction. In the absence of an electric field, this average would be zero as
expected given that classically, the motion is circular. Once the electric field is added, the particle
moves, on average, in the y—direction with velocity —(E/B)c.

It might seem odd given that the average motion is in the —¢ direction while the electric field
was applied in the x —direction. However, this is exactly the same result one finds for a classical
trajectory. To gain an understanding of this, one can consider the motion in the absence of an
electric field. This is clockwise circular motion of some radius R. Adding a small electric field in
the x direction accelerates the particle on the upper part (y > 0) half of the trajectory, leading to
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the speed being greatest when # = +R, and the speed being smallest when = —R. Because
the speed is higher when the particle is moving downward, and lower when the particle is
moving upward, it is not surprising that the average v, is negative. To understand why the
particle does not drift in the direction of the electric field, one has to consider that the magnetic
force acting on the particle when @ = 4 R is stronger than for * = — R because the magnitude
of the magnetic force is proportional to the speed. Thus the average magnetic force acting in the
x direction is negative, which then allows it to cancel the added electric force.

One can also understand the result by considering the relativistic transformation properties of
electromagnetic fields. If one begins with a magnetic field B, in the z direction, then boosts
in the y direction by a small velocity v,, one generates an electric field in the x direction of

strength £, = —wv,B,. Hence, if one has an electric field in the x direction, but views it in a
frame moving with velocity v, = —FE,/B,, one sees no electric field and the motion is purely
circular.

3.5 Path Integrals and the Aharanov-Bohm Effect

One way to perform Quantum Mechanics is through path integrals. Path integrals are usually a
rather inconvenient way to go, but sometimes come in handy. The name refers to the fact that a
sum over all intermediate states can be thought of as a path. To get a better idea we consider the
matrix element

Wrlem™ ) = ) (Wslem P an_i)(@n—al - - - @) (ale™ % ay) (21| e 7% |y)

L1 TN—1

(3.24)

Q

Y. (%sl(1 —iHbt) |z 1) (@N-a] - |22)(@a| (1 — iHSE)|21)

L1 TN -1

(21|(1 — iHt)[;).

Here, 6t = t/IN and the approximation becomes exact in the limit of large IV.

If the set of states ;1 — x,, correspond to positions in coordinate space arranged in a mesh of
size dx, the succesive points in the path, x; and x; 1, are constrained to be neighbors because H
is local. One can appreciate the locality by returning to the picture from Chapter 2, where space
was discretized in steps of = and the kinetic term of the Hamiltonian only mixed neighboring

sites,
2

GIH|i +1) = — (3.25)

2mox?’
and the potential terms were diagonal. This means that each term in the sum can be thought of
as a continuous trajectory where at each step in time the trajectory either remains at the same
position or moves by +dx. This motivates the name path integral, though one might more ac-
curately state that one sums over all trajectories rather than over all paths. The classical limit
of quantum mechanics comes from the constraint of choosing the trajectory for which the phase
becomes fixed with respect to small variations of the trajectory. This line of approximation is
what motivates the simple calculations of interference phenomena, such as 2-slit interference, in
elementary physics courses.
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ANNN
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Figure 3.1: Illustration of the Aharanov-Bohm effect: The magnetic field B in the solenoid changes the
relative phase of two paths of a charged particle which produce the interference pattern on the screen to
the right. This modification derives from the changing the vector potential A in the region of the paths.
The interference pattern shifts despite the fact that the paths never sample a region with non-zero B.

In principle, all matrix elements can be considered in this fashion. Lattice gauge theory, which
provides a powerful tool for numerically calculating the structure of the non-perturbative QCD
vacuum where the trajectory accounts for all possible field configurations at each point in space-
time, is built upon exactly such concepts. Path integral techniques are also often used in statisti-
cal mechanics by making the analogous decomposition,

= Y e Mlay_i){an-1|- - |az)(cale P |a)(ai|e™?H (3.26)

a1 N —1

e PH

The interaction with an electromagnetic field A also contributes an off-diagonal piece due to the
presence of the term (—zeh/ mc)A - V. The off-diagonal term to the Hamiltonian is then

(|H|i + 1) i eh 4 i (1 | teoT ) (3.27)
1 = —_— _— i = - i . .
¢ 2mdx2 2mcedx 2mdx2 he

Now, if we consider the evaluation of element (7;|e~*H*|F;) as a sum over trajectories as de-
scribed above. Each must include a series of links between neighboring sites. The effect of the
vector potential is to add a product of the terms

1edx
1T <1+ — Ai> (3.28)

links

to each trajectory.

Thus, the effect of the vector potential for propagation along a specific path from ; to 7 is to
modify the matrix element by a phase factor,

ie -
(7 |e 7 HE 7)) — (7 |eH7,) exp [ / dr - A} , (3.29)
he path
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where the path extends from ; to 7. This added phase depends only on the path taken, but
not the time-dependence of the trajectory because we have no time dependence and because the
vector potential A is contracted only with dr. Note that we have taken the liberty to jump to
three dimensions at this point.

Now, we consider a two-slit interference experiment, where between the slits lies a small mag-
netic solenoid. In the upper path, the particle goes above the solenoid, while in the lower path
the particle travels below the solenoid. Neither path samples the region inside the solenoid,
where there is a magnetic field B and a magnetic flux, g = Bo. Here, o is the cross sectional
area of the solenoid.

However, there is a vector potential outside the solenoid which must satisfy Stoke’s theorem,
fﬁ-d@: By = |Blo. (3.30)

The two path’s contributions to the amplitude have phases which differ by this factor, multiplied
by the charge,
edbp
he
Here, the difference of the two paths is the same as adding the contribution to the phase around
a closed loop, because subtracting the contribution from the lower path is the same as adding a
contribution where one returns along the lower path. Because the expression for A¢ does not
depend on the precise paths taken from the source to the screen, as long as one path is above
the solenoid and one is below, it exactly sums up how any interference is adjusted between the
upper and lower paths due to the presence of the vector potential A. When the phase difference
equals 7, the maxima and minima of the interference pattern will have traded positions, and
the interference pattern will have shifted by half a fringe. This phenomena has been observed
experimentally with a thin magnetized iron filament called a whisker, as illustrated in Fig. 3.1.

Ad) = d)upper path — ¢lower path — (331)

Thus, altering the current through the solenoid shifts the interference pattern even though there
are no magnetic or electric fields along the sampled trajectories. This makes it clear that A and

® that are the fundamental fields in nature, not E and B. Even though this means that A4 is
fundamental, gauge transformations do not change any physical observables, even though a

gauge transformation changes A. This follows because the integral $ A - df, is also independent
of a gauge transformation, i.e. A — A + VA.
If one considers an eigenstate of a charged-particle’s wave function, one can also consider the

relative phases described by Eq. (3.29). The phase must return to zero, or a multiple of 2 if the

phase is to have a single value return. For a charge q,
q
he path

di- A = 2nm. (3.32)

By Stoke’s theorem this leads to a quantization of magnetic flux,

2nmhe
bp = . (3.33)
q
Thus, the magnetic field in some fixed area cannot be assigned arbitrary values, but instead

comes in integral units, if one is to have an eigenstate. Note that the two-slit experiment is not

60



PHY 851/852 3 CHARGED PARTICLES IN ELECTROMAGNETIC FIELDS

an eigenstate. This seems peculiar because the integral units of flux depend on the charge. The
Aharanov Bohm effect plays a critical role in Josephson’s junctions. In that case the relevant
charge is 2e, the charge of a Cooper pair. This is not to state that one cannot have a non-integer
amount of flux in a loop, only that the if the charged particles are in an eigenstate that they will
affect the magnetic field in such a way that the flux in the loop settles into quantized levels. The
quantized unit of flux is

_ 2mhe

0 = = 2.068 x 107! Tm?.

2e

3.6 Exercises

1. Using the equations of motion for the wave function, show that the density and current
defined by

p(7,t) = [Y(7, t)|2a
- —ih . . o . eAd
3(7t) = o (T ) V(. t) — (V7 (7, ) (7, 1)) — — (7, £)[%
m mc
satisfies the continuity equation,
8tp + V. ; =0.

2. Consider a particle of charge e traveling in the electromagnetic potentials

A(r,t) = —=VA(r,t),  ®(r,t) = %w

where A(r, t) is an arbitrary scalar function.

(a) What are the electromagnetic fields described by these potentials?
(b) Show that the wave function of the particle is given by

Bl 1) = exp | 1A )] (e 1),

where 1° solves the Schrodinger equation with A = 0.
(c) Let V(r,t) = e®(t) be a spatially uniform time varying potential. Show that

t

Wb(r,t) = exp [—% / @(t’)dt’] o (r, 1)

— 00

is a solution if 1) is a solution with & = 0.

3. For a gauge transformation, described in Eq. (3.9), including the associated the phase
change to the wave function v, described in Eq. (3.10),

(a) Show that the charge density ew*1) is unchanged by the gauge transformation
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(b) Show that the current
— 1 —
J = 5= W7 (—ihVe) + (hVe)y] — —— Ayty.
m me

is unchanged.

(c) Show that (x|H ) is unchanged in a gauge transformation where A is independent
of time.

4. Find (or guess) the function A(#,t) that corresponds to the gauge transformation in Eq.
(3.9) responsible for re-expressing the vector potential in Eq. (3.13) to the form of Eq. (3.14),
and show that both forms give the same magnetic field.

5. The expression for the ¥, in Eq. (3.23) is only valid for non-relativistic velocities, where
|E| << |B]. For a uniform magnetic field B2, with no electric field, consider the form for
the vector potential in Eq. (3.14). Performing a relativistic boost (Lorentz transformation),
but for non-relativistic velocities, in the y direction by a velocity v,, what is the resulting
zero'™ component of the vector potential Ao? Equating this with the electric scalar poten-
tial, express the strength of the resulting electric field in terms of v, and B.

6. In this problem, we reconsider the problem of a charged particle in the presence of both an
electric and magnetic field, but do so in a different gauge. The electron is placed in a region
of constant external magnetic field B directed along the z axis and of constant electric field
FE in the y direction.

(a) Choosing the vector potential to lie along the y axis and describe both the electric and
magnetic fields, show that the Hamiltonian may be written in the form,

2 P2 1
H= -2 —|——m—i——mw2(m—w0—vot)2,
2m 2m 2

and find w, and vy in terms of E, B, e, m, k, and ¢, where hk,, is the eigenvalue of
P,. Hint: Choose a gauge such that E = —(1/¢)8,A.
(b) Show that Schrodinger’s equation, 1(9/0t)¥ = H WV is satisfied by the form

\Il(az, v, 2, t) — e—ient/h—i—imvom/h—}—ikzz+ikyy¢n(w — o — ’U()t) ,

where ¢,, refers to a harmonic-oscillator wave function characterized by the frequency
wand e, = (n+ 1/2)hw + mv2 /2.
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4 Angular Momentum and Central Potentials

Understanding the role of angular momentum in any quantum problem first requires taking
stock of what rotational symmetries are either satisfied, or approximately satisfied. Because the
understanding of symmetry is based on group theory, this chapter includes an extremely brief
discussion of group theory before we launch into the various technical skills required to classify
states based on angular momenta or to understand conservations and constraints of various
transitions involving such symmetries.

4.1 The Baker-Campbell-Hausdorff Relation

Before our brief foray into group theory, we present the Baker-Camblel-Hausdorff relation, which
is central to demonstrating the group nature of rotations. This relation expresses how two trans-
formations might be expressed as a single transformation.

The Baker-Campbell-Hausdorff relation expresses how the product of two unitary transforma-
tions, e4 and e®, are not necessarily the same as the transformation eA*5. Instead, the relation
is

1 1 1
eteP = exp {A + B+ [ABl+ _[A,[A,B]| - —_[B,[4,B]] + - } L@
If the operators commuted, one would get the simple result e4e? = e4*5. If when commut-
ing A and B one gets an operator C = [A, B] that commutes with both A and B, e.g. C'is
proportional to the unit matrix, the result is simpler
etef = eAtBeC/2, (4.2)
For angular momentum [L;, L;] = the; L, and, because L, does not commute with L, and
L, this simpler relation doesn’t apply. Nonetheless, it helps clarify the role of commutators and
is applicable in some other cases.

To demonstrate the relation where C'is a constant, we consider the expansion

et =% %. (4.3)

N

Expanding (A + B)™ gives all terms with all orderings of the n operators. For example, for
n = 5 one of the terms is ABBAB. We wish to move all the A operators to the left, which
requires commuting them past the B operators. Every time an A operator moves past a B
operator one must add a term where the BA pair is replaced by —C = [B, A]. Using the
binomial theorem, one can then write

A+ B)" A'BI n! A-1pi—l ot AT2Bi"2 ! _
ALD"_ s A AT BT GG+ (ot NG )
n. e n: tij: n. 117 n: 117
1+j=n
(4.4)
i—tBi—t pl _
+o + (=O) - Ne(iy ) + -
n! 1!7!
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where N, is the average number of ways to pick £ AB pairs from an order n term, under the
constraint that the B operators in the pair were initially to the right of the A terms. This number
is simply the number of such independent pairs times (1/2)* to account for the fact that only
half the time does a given pair start off with the B A ordering,

_ N\*iGi—1)---G—L+1)jG—-1)---(F—L+1
N, — (_) (=1 (i -+1)jG—1)---G-L+1) (45)
2 £
One can then factor the exponentials in the expression above to get Eq. (4.1),
A'Bi (—C/2)*
e(A+B):Z - (=C/2) (4.6)
— 3!7! 2!
(%14
= eteBe /2,

Example 4.1: Rotations and Translations of Operators
One can rotate around the z axis by an angle o with the operator,
> 1
_ 00y __ n
R(a) = e*% = ZO E(aad,) :

This demonstrates how the exponential form for rotations is related to a Taylor expansion.
This can also be written as e*L=#/". Similarly, one can show how translations by a distance o
are related to e*%= = e*F=2/" For an operator B(¢), show that with R(a) = e*% that

R(c)B(¢)R(—a) = B(¢ + ).

Solution:
First consider

e B(#) = Y]~ (a"8,)"B() -
— n!
The additional - - - is to emphasize that there may be quantities further to the right that of
B(¢) on which the derivatives act, i.e. there are functions of ¢ to the right of B. Next, one
moves the derivatives from the left to the right. For each term 97, one must account for m
occurrences where the derivative acts on B(¢) rather than on the quantities to the left.

e B(9) = Y 2 (@B

m=0 n=0 (n - m)'

Here, the derivatives inside the parenthesis act only on B(¢), and given the substitution
L=m —n,
£t
m Gy

a™o™
e*% B(¢) = (Z mﬁ’ B(¢)) > 7

m £

= (Z —(afﬁ)mb)) e
= B(¢ + a)e*?,
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Thus,
e“% B(¢p)e % = B(¢ + a)e*%*e=*% = B(¢ + a).

To derive a more general relation, one could follow the same steps and show that for any
operators A and B,

e‘Be 4 =B + [A, B] + %[A, [A, B]] + %[A? [A’ [Aa B]]] + e

4.2 Three-Dimensional Rotations

In quantum mechanics the angular momentum of a state, or an operator, tells us how the object
behaves under rotation. Rotations are unitary transformations which can be classified as a group,

and the operators that represent such transformations can be written in the form eL9/h where

the |6 is the angle of the rotation about an axis the § direction. If an object does not depend
on angle, then a rotation should have no effect on it. These are scalars, and examples are time,
mass, or the dot product of two vectors, @ - ¥. Under rotations, both @ and ¥ change but the
angle between the two vectors remains the same and # - ¥ is unchanged.

The rotation group consists of unitary operators,
R(&) = e'L-a/h, (4.7)

To understand why this a rotation, consider the case where & is along the z axis. One can then
see that

L,=xP,—yP, = —1ih (:flc3 — yi) = —ihi, (4.8)
oy Ox op
which means that for a rotation of angle ¢ about the z-axis,
eil=a/lf () = e (4.9)
= (1+aai+a—2 il ---)f(qb)
o¢p 2! 0¢?
= f(¢+ o).

In order to be a true group, two consecutive rotations of & and 3 must be identical to a single
rotation 4.

eii-ﬁ/heii-a/ﬁ _ eif-ﬁ’/h. (4.10)
Because the different components of I do not commute, it can be non-trivial to find the equiva-
lent single rotation v given & and 3.

Given the definition L = 7 X , it is straightforward to find the commutation relations,

[L.,;, LJ] = ’ihéijkLk. (411)

Our goal in this section is to discuss the requirement of using different operators, S,, S, and S,
to generate rotations, not in coordinate space but in a discrete vector space, meaning that S can
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be expressed as matrices. The important requirement for S to be considered a rotation is that
etSB/heiS:alh — giST/h (4.12)
where the same 7 results from a given @ and 3 as would have resulted if one had inserted

L = —ih# x V instead of § everywhere above.

We wish to demonstrate that if the components of S obey the same commutation laws of the

components of L, the rotations will be identical. To see this we divide the two rotations into N
smaller rotations with N — oo.

ei§-ﬁ/h,ei§~d’/h _ ei§-§/(hN)ei§-B'/(hN) .. ez‘S’.ﬁ/(nN)ei§~&/(nN)ei§~&/(nN) .. ei§~62/(h,N). (4.13)

To find the equivalent single rotation, one must expand each exponential then commute them in
a manner as was done for the Baker-Campbell-Hausdorff lemma earlier. There are of order N?
such commutations.

For our purposes we wish to consider the inner two exponentials,

¢iSB/0N) iSE/0N) Z 1 4 i§ . (& + F)/(hIN) (4.14)
_ 2(};\{)2 (5-@+ ﬁ))2 + 2(m\,)2[€7- a S 6+ 0(,&)3
= exp i (8- @+ A)/(N) +iglS a8 8) | + 0
— exp {z (§ (& + B)/(hN) — msjejkzakﬁe)} + O(h—;)g
- {isj (agh;Lv?j B 2(7;\7)26“”'“&)} RONE
= exp z%§ 5?} + o(h;):,)
= &;ﬁ B 2(7;\02& x5

Because there are of order N? such commutations we must perform to find 4, we may throw
away all terms of order 1/N?® or higher. The angle dv was determined purely from the com-
mutation relations. Initially, there were 21N elements, but after this reduction there are 2IN — 1
elements. One can then repeat the procedure and combine the element t5-97/h with one of the
neighboring elements to reduce it further. Eventually, one can reduce everything to a single ele-
ment described by a single angle 7. Expressing 7 in terms of & and @ is difficult, but that is not
the point here. We only need to show that determining the angle depends purely on the com-
mutation relations. Thus, if the commutation relations for the components for S are identical to

the commutation relations for L, then the equivalent angle 5 will be the same in both cases.

The simplest example of three operators, S,, S, and S, which generate such rotations is the
2 X 2 representation,

.. (4.15)
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As a homework problem, you will able to find the equivalent angle ¥, describing two successive
rotations & and 3, by manipulating Pauli matrices. The arguments above also hold for any set of
matrices where the commutation of any two such matrices results in something linearly propor-
tional to the matrices. Although in such cases the mapping of & and 3 to ¥ would differ from
this case for three-dimensional rotations, the mapping would also be determined completely by
the commutation relations.

Many physical systems exhibit rotational symmetry, which leads to the fact that angular mo-
mentum is conserved. This can be seen by commuting the rotation operator for an infinitesimal
rotation with the Hamiltonian. If L, commutes with the Hamiltonian, then the eigenstates of H
can be simultaneously chosen as eigenstates of L.. However, if the Hamiltonian has terms such

as L - §, neither L, nor S, commutes with the Hamiltonian. However, in that case the operator
J. = L, + S, does commute. We will perform such an example in class later in this chapter.

4.3 A Greatly Abbreviated Guide to Group Theory

Groups are made of elements that represent transformations. The elements of a group are NOT
the object being transformed, they are the transformations themselves. To be classified as a
group, the group of elements R; must satisfy the following conditions:

1. The combination of any two elements returns an element of the group, R;R; = Ry. This
is known as closure. Note this need not be commutative, R;R; # R,;R.;.

2. Associativity, (RZRJ)T\,,]C = Rz (T\,,]Rk)
3. There must exist an identity element I, such that IR, = R; and R;I = R,;.
4. Every element R; must have an inverse element R; ', such that R,R; ' = L.
Often the elements of a group represent symmetry transformations. For example, consider the

symmetries of an equilateral triangle, where the base lies along the = axis. The six group ele-
ments are:

R1, The identity
‘R, Rotating by 120°
‘R 3, Rotating by 240°

R4, Reflecting about an axis through the
center of the triangle in the 30° direction

Ll

5. Rs, Reflecting about an axis through the
center of the triangle in the 90° direction

The elements of the symmetry group
of an equilateral triangle are the
identity, two rotations, and three re-
flections about the dashed lines.

6. Re, Reflecting about an axis through the
center of the triangle in the 150° direction

The group is defined by the integer coefficients a(Z,j) = 1 — 6, where R;R; = Raq(,j)- The
elements a(%, j) can be expressed as an IN X IN matrix, known as a Cayley Table, https://en.w
ikipedia.org/wiki/Cayley_table.
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Rotations are an example of a Matrix Lie Group, where in this context it simply means that there
are a continuum of elements. For example, rotations can be taken about an axis in any direction,
where the direction of the axis is described by the angles 8 and ¢ in spherical coordinates, and
the size of the rotation angle can be varied. Using & to describe the rotation axis and |a| to
describe the rotation angle, the vector & represents an element of the rotation group. The Lie
groups used in physics are generally of the form

R(6) = eXn=1.5nbn, (4.16)

The group elements are denoted by the N —dimensional vector €, and the group elements are
infinite in number. The matrices /C,, are the generators of the group, and are often (but not al-
ways, e.g. the Lorentz transformation) Hermitian matrices, which makes each transformation
unitary. As long as the commutation of any two generators gives a linear combination of gen-
erators, the multiplication of two group elements will be equivalent to a single element. These
commutation rules are encapsulated by what are referred to as structure constants f;;y,

[Gi» G;] = i fijk Gk (4.17)

The commutation rules for the IN generators effectively define the entire group. Rotations are
an example of a group, and for three dimensional rotations one needs three generators, corre-
sponding to the rotations described by the three Euler angles.

To understand the role of the group conditions for the rotations of spin, one can imagine some
quantum mechanical state with spins, and also perhaps with orbital angular momentum. If one
rotates the entire system twice, by angles 6, and 6,, where the direction is that of the rotational
axis, it should be equivalent to a single rotation ©. That single angle © should not depend on
whether one is rotating a spin wave function, or the orbital wave function. Even though rotating
a spin-1/2 particle uses two-by-two matrices, and rotating a spin-one particle involve three-by-
three matrices, the mapping of 6; and 8, to ® must be the same for both matrices. This will
follow if the generators for the two cases have the same structure constants, even if the genera-
tors have different dimensionality, or in group theory parlance they are different representations
of the same group but are isomorphic.

44 The |L|? Operator

The angular momentum operator L, = —3hd/8¢ commutes with the Hamiltonian if the
Hamiltonian is invariant to rotations about the z axis, i.e. the Hamiltonian does not depend
on ¢. Furthermore, if the Hamiltonian is invariant to rotations about any axis, all three compo-
nents of L commute with H. One may then define states which are simultaneously eigenstates
of H and L., or L, or L,. But, one may not necessarily find states which are simultaneously
eigenstates of L,, L, and L, because these operators do not commute with one another.

However, the operator L? = L2 + L2 + L? is spherically symmetric and commutes with any

of the three components of L. This is because L? is a scalar, and scalars are not changed by
rotation. One may therefore define eigenstates of a spherically symmetric Hamiltonian that are
also eigenstates of both L? and L. We define the eigenvalues in terms of m and £.

L.|t,m) = mhle,m), L3|&,m) = €L+ 1)h%|¢,m). (4.18)
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The curious choice of £(¢ + 1) will become apparent in the next subsection, where it will be
shown that this choice is consistent with £ being an integer.

Example 4.2: The |L|? operator in Cartesian coordinates

Express |L|? in terms of x, y, z and P,, P,, P, with all the coordinate space operators to the
left of the momentum operators.

Solution:

One must be careful of the ordering of the spatial components r; and the momentum operators
P;, because they do not commute. Given that L; = €;;,7; Py,

|I_j|2 = €ijk€imnTj PeTmPn
= (0jmOkn — 0jnOmi )7 Pxrm Py,
= r;Pjr;P; — r; Pjr; P;
= r2P% — ihi@ - P — ryr; P,P; + 3ihi - P
— 23(P? + P?) + y*(P? + P2) + 22(P? + P?)
— 2zyP, P, — 2yzP,P, — 2zx P, P, + 21hx P, + 2thyP, + 21hzP,.

In classical physics the last three terms could be neglected because they are proportional to £.

4.5 Raising and Lowering Operators for Angular Momentum

We define operators,
Ly=L,+t:L,. (4.19)

These operators have the fortuitous property that

[L.,Ly] =[L.,L,] £i[L.,L,) (4.20)
=4hLl, + L,
= +hL4,
which means that
L.(Li|lm)) = LiL./m) + hLi|m) (4.21)

= (m £ 1) (Li|m)) .
This means that L. effectively change an eigenstate of L, to a new eigenstate with the eigen-

value either raised or lowered by h.

One can also find the normalization of the new states by noting that

(m|LzLi|m) = (m|L% + L2 £ i[Lq, Ly]|m) (4.22)
= (m|L? + L2 F hL.|m)

(m|L* — L2 F hL.|m)

= (L(£+1) — m* Fm) K.
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Here, the eigenvalue of | L|? is assigned the value of £(£ + 1), which defines £, but we have not
yet shown that £ must be a integer or half integer.

In terms of normalized states, the raising and lowering operators acting on a state |m) become
Li|m) = h[e(€ 4+ 1) — m? F m]Y?|m £ 1). (4.23)

By inspection, one sees that if the sequence of ms is to be finite that they must begin at —¢ and
end at £, thus giving 2€ 4 1 values of m for a given £. Because the ms must be separated by unit
steps, £ and m must therefore be either integer or half integer.

4.6 Spherical Harmonics

After extensive application of the chain rule, the kinetic energy term in Schrodinger’s wave
equation may be written in spherical coordinates,

_ hzvz h2<82 28) h? ( 1 92 1 0

Hy _ - =
or2 + r or

. o
sin 0—) . (4.24)

2m 2mr? \ sin? 6 8?2 + sin 0 90 00

Furthermore, the components of angular momentum may be written in terms of angular deriva-
tives,

: . ., 0
L, = —wxP, +iyP, = —zh8—¢, (4.25)

o o
L, = —iyP, + izP, = —ih <— sin q’)% — cot O cos ¢8—¢) ,

o o
L,= —izP, +ixP, = —ih (cos cp% — cot 0 sin d)B_gb) ,

. 0 13)
Ly = —ihe®™™ [ +i— — cot 0—
00 oo
Because L, = —%hdy, one can see that a Hamiltonian with rotational invariance about the z

axis, i.e. no ¢ dependence, will commute with L,. Thus, the conservation of L, is tied to az-
imuthal symmetry. Further, the conservation of L, or L, depends on whether the Hamiltonian
is invariant under rotations about the x or y axes.

Using the relation, L? = Lﬁ + L L_ 4 ihL,, one can see that the kinetic energy may be written
as

K2 R 20 L2
(4.26)

— V2 =
2m ar2 T ror

. ) 1 9 \? 1 0 ., 0
|L|* = —h — ———sinf— ;.
sinZ 0 8¢ sin @ 06 00

The last term reproduces the usual relation from classical physics for the effective centrifugal
potential. If the potential is spherically symmetric, the Hamiltonian commutes with each com-
ponent of L because they only involve angular derivatives, and each component of L commutes

9
2mr2

70



PHY 851/852 4 ANGULAR MOMENTUM AND CENTRAL POTENTIALS

with L2. Thus, we may write the solution as an eigenstate of a single component of L, such
as L, and also as an eigenstate of L?. However, one may not find a set of basis states that
are simultaneously eigenstates of two different projections, e.g. L, and L, because the three
projections do not commute amongst themselves.

If the potential V' (¥) = V/(r) is a function only of r, and is independent of both 6 and ¢, L.
and |L|? commute with the Hamiltonian and the eigenstates of H are also eigenstates of L, and
L2. These eigenstates will be labeled by m and ¢,

V(™) = ¢e(T)Ye,m (0, 9). (4.27)

Being an eigenstate of L?, the operator L? in Eq. (4.26) can be replaced with its eigenvalue
h2€(£ + 1). The spherical harmonic then factors out, and there is no mention of m in Schrédin-
ger’s equation, which justifies having ¢,(r) being independent of m. Schrodinger’s equation
for an energy F is then

h2(82 23)@@) h2£(£—|—1)

E(ﬁe(’l") = 72

Ge(r) + V(r)de(r). (4.28)

The radial function has a label £ because the radial wave function, Eq. (4.28), depends on ¥, but
not on m.

Our immediate goal is to understand the angular functions Y, (0, ¢) which are eigenstates of
L. and L? and are referred to as spherical harmonics. In terms of bras and kets,

Yem(0,9) = (R]£, m), (4.29)
which implies the normalization,

/ depd cos 0 Yo (0, B)[2 = 1. (4.30)
The eigenstates of L, must go as e"™?. Combined with the requirement that the raising operator

in Eq. (4.25) working on Y, gives zero, one can derive the expression for Y, .(6, ¢),
Yoo = fo(8)ei®?, (4.31)

0 0
(:tz— — cot 0—) fe(0)e*? = 0,

a0 o
(89 — LcotB) fo(0) =0,
Fe(8) = c;sin®(9),
Y2.0(0) = cee™® sin(6),

where the normalization is given by

co = (4.32)

( 1)¢ \/ (2¢ + 1)(2@'
252'

The factor (—1)* above is a matter of convention.
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By operating on the known Y, ,,,s with L_ one may generate Y},,,s for successively lower values
of m. Because the Y, ,,s are eigenstates of L, the m dependence is always trivial as it goes
proportional to ™%, but the 8 dependence can be messy. Examples of a few spherical harmonics
are

Yoo = —— (4.33)

Y20 =1/—(3cos?0 — 1
%0 1671'( )

15 .
Y211 = Fy/ o sin O cos feT®

iy
15 ,

Yo 10 = 5 sin? Qet%?

™

One might ask why half integer values of £ are never mentioned for spherical harmonics. The
problem is that the wave functions then become discontinuous as ¢ goes past 27. Thus, half-
integral angular momenta can only be used for intrinsic spins and not as labels for a spatial wave
function because the spatial part of the Hamiltonian involves spatial gradients.

Finally, Legendre polynomials are defined as

Py(cos0) =

Yom—0(0). 4.34
YIERL 0(0) (4.34)

The Y, s with odd £ have odd parity, i.e. under the transformation (0 — 7w — 6, ¢ — ¢ + )
the Y, s with odd £ switch sign. This will play an important role in determining that many
matrix elements will be zero. Note that the radial wave function, ¢,(r), is always even under

parity.

4.7 Wigner D Matrices

This is for the most point an exercise in notation, but it does emphasize that rotations mix states
within a given multiplet of angular momentum £, where the degeneracy is 2¢ + 1. Rather than
expressing rotations as a function of a,, o, and ., one can express a rotation as a function of
the three Euler angles, which represent consecutive rotations about the z, y and the new z axes.

DL (asBs7y) = exp (_izz“) exp (_i:yﬁ ) exp <_i:”) . (435)

The label £ refers to the dimension of the matrices, 2¢ + 1, used to represent the rotations, e.g.
for two component matrices £ = 1/2, while m and m/ refer to the components of the matrices,
—£<m<L

72



PHY 851/852 4 ANGULAR MOMENTUM AND CENTRAL POTENTIALS

For instance, for £ = 1/2,

DY? = exp (—z;’za) exp (—’L;'y,@) exp <—l;z’)’> (4.36)

= [cos(a/2) — 0, sin(a/2)][cos(B/2) — 10, sin(B/2)][cos(v/2) — to, sin(y/2)]

[ e HatN/2cos(3/2) —e HeN/25in(3/2)
—\ eleM/Z5in(B/2) e etM/2 cos(B/2) '

Example 4.3: Rotations within a Spin—1/2 Multiplet Using Wigner D matrices
Using Wigner D matrices, rotate the state,
1
- ()
about the x axis by an angle 1.
Solution:

For Euler angles, the first rotation is about the z axis, followed by a rotation about the y axis,
and the last rotation is about the new z axis. In order to rotate about the x axis, one must
first rotate the system with about the z axis by angle o = — /2, then rotate about the y axis
by 4. Finally, to restore the coordinate system, you need to rotate again about the z axis by
~ = 7 /2. Using Eq. (4.36), the rotation matrix is

1/2 _ cos(1)/2) —e /2 sin(v/2)
D / (7"/2a ¢’ _77/2) - < ein-/Z Sin(¢/2) COS(Q/J/2) ) °

One can check that this is the rotation one would expect, e~/ 23

e 7 %/2 = cos Yl — io, sin P

_ ( cos(v/2) —isin(¢/2) >
—isin(v/2) cos(v/2) )

Then, multiplying | 1),

DVa(n/2,4,0) 1) = (il )

—isin(v/2)
By inspection, one can see that if one rotates by m the state will become | |) as expected.
Further, if the rotation is by ¢ = /2 the resulting state will be an eigenstate of o, with

eigenvalue —1. Again, this would be expected for a rotation about the x axis.

The D matrices can also rotate operators, if the operators carry the labels of angular momentum,
e.g J and M. For example, if one considers the operators X,Y and Z, one can express three
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similar operators

Ry = Z, (4.37)
R, = (X +1iY)/V2,
R_=—(X —1iY)/V2.

By inspecting the form for spherical harmonics, one can see that these operators rotate just like
the spherical harmonics, Yy—1,,,,. Thus, even though they are operators, not states, their rotations
can be expressed with the same D*=! matrices used to rotate states with labels £ = 1 and m.
This may seem uneasy, as we are more accustomed to seeing operators, A, transforming as
UAU'. However, in this case the operators do not have two indices m,m/, i.e. A, and
instead have a single index m. This realization plays a critical role in understanding the Wigner
Eckart theorem later in the course.

4.8 Separating Relative and Center-of-Mass Coordinates

Consider the Schrodinger equation for two particles interacting through a potential V' (#; — 72).
The kinetic energy term,

h? h?
V2

Hyg = — _
K 2m1 1 2m2

v? (4.38)

needs to be rewritten such that the derivates are with respect to center-of-mass and relative

coordinates,
_, mi17T1 + MaTso

R = , T
mq + mo

71 — Ta. (4.39)

Using these definitions, one can show that that the kinetic energy becomes

o, h_,
e (4.40)
2p

Hy — —
K oM "

where M = m; + myand p = mimy/(my + ms).

If the potential is only a function of =, with no mention of R, the total momentum operator,
—1hV g, commutes with the Hamiltonian. The wave function may then be written as a product
of center-of-mass and relative coordinates,

U(7, B) = % Fepye (7), (4.41)

with the center-of-mass dependence being characterized by a plane wave. The overall energy is
then a sum of the eigenenergy of the relative wave function plus 2 K?2/2M.

Note that if one of the masses is much larger than the other that the reduced mass p approaches
the smaller of the two masses. If both masses are equal, the reduced mass is half the mass
of either of the two individual masses. For our purposes, we will solve problems such as the
hydrogen atom assuming the potential is fixed. For the real case, one need only replace the mass
with the reduced mass to include the effect that the source of the potential is itself mobile.
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Separating the center-of-mass coordinates is convenient whenever one has a potential that is a
function of 71 — 73 only. Writing Schrodinger’s equation,

2 2 . . .
{‘ Ve h—Vz} e RY(7) + V(r)e S Rp(7) = BeSR(r),  (442)

One can factor out %% after operating with V% and get a simple equation for the relative wave

function ¢ (7).

h2
~gp Vo) + V(1)) = Erad(7) (443)
RPK?
E = oM +Erel

The factorization above works for any non-relativistic problem whenever the potential is a func-
tion of 7 and not R.

Example 4.4: Two Masses Coupled by a Spring
One especially easy example of factorization is the three-dimensional harmonic oscillator in
Cartesian coordinates. In this case the problem is even more factorizable. Again, using R =
(’Fl + 772)/2 and ¥ = 7?1 — ’F2,
n*v3,  h*V2
LT+ V(F 4.44
o o0 + V (%), (4.44)

1 1
V(7) = §k|7_"|2 = §k [wz +y? + zz} .

H = —

This potential is spherically symmetric, and is thus a candidate to solve using wave functions
that are products of radial wave functions and Y%,,,s. However, because this potential can be
written as the sum of an z-dependent, a y-dependent and a z-dependent piece, it also works
to factorize the wave function as

D(R,7) = ¢u(@) by (y)$-(2)e' X E, (4.45)

where x, y and z are the components of 7. One can separate the Schrodinger equation for the
three-dimensional relative wave function into three one-dimensional Schrodinger equations.

2
L 2, + Lkatpu(x) = Bata(®) (4.46)
2p 2

" o2 Ly =E
_ﬂ y¢y+§ Y dy(y) = Eydy(y)

h? 1
——8z2¢z + _kzzd)z(z) = Ez¢z(z)
21 2

Here, E = E,+ E,+ E. + h?K?/2M. By multiplying the first equation by ¢, ¢., the second
equation by ¢, ¢, and the third by ¢,¢,, then adding the three equations, one finds that they
provide a solution to the three-dimensional equation.
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Thus, one is able to take a six-dimensional equation, factor out the center-of-mass motion, and
recognize the factorizability, and reduce the problem to three trivial one-dimensional equa-
tions of motion. The energies are

E, = (n, +1/2)hw, E, = (ny + 1/2)hw, E, = (n, + 1/2)hw, (4.47)
where w = /k/p. The total energy is then the sum

W K?
- 2m

E

+ (ngy + ny + n, + 3/2)hw. (4.48)

We refer to these solutions as the Cartesian-basis solutions to the harmonic oscillator. Because
the harmonic oscillator presented above has spherical symmetry, one can also write solutions
in spherical coordinates where each solution has labels £ and m and has a factor Yz, (6, ¢).
The spherical basis will be discussed in Sec. (4.10).

4.9 Coupled Oscillators in Cartesian Coordinates

One convenient aspect of harmonic oscillator potentials is that they can be solved for the N-body
case even when N > 2. Here, we consider IV particles of mass m interacting through mutual
harmonic oscillator potentials, with every mass being coupled to every other mass. Consider the
potential,

1
V(7 T = 51@ <Z |7 — ﬁ-|2> : (4.49)
i<j

This potential is independent of the center-of-mass coordinates. That is, a translation of all co-

ordinates does not affect the potential. One can therefore write the solution as a product of a
center-of-mass wave function and a wave function that depends on IN — 1 relative coordinates.

The above problem would be intractable if not for a trick which is unique to the harmonic oscil-
lator. One adds a fictitious potential that depends only on the center-of-mass coordinate.

_ Ll Lo 1., 5
Ve = SKIF 4+ 7 + oo ) = DN R (4.50)

With this choice, the sum of the real and fictitious potentials cancels all the cross terms and
becomes,

_ _ 1 2 2 2
V:cot—‘/f‘f‘v—2Nk7(7°1+7"2+"°7“N)- (4:51)
The total energy can be written as the sum of the center-of-mass energy plus the relative energy,

Eiot = (ng + 3/2)hy/Nk/m + Ea, (4.52)

where E, is the energy of relative motion which is our ultimate goal. Here the term (n¢ +
3/2)h\/Nk/m replaces the usual kinetic energy of the center-of-mass. The single factor of
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N inside the square root comes from the two factors of IN in the expression for the fictitious
potential canceled by the one factor of IV in the total mass,

N2k
M 9

wy = M = Nm. (4.53)

The total energies are those of IN harmonic oscillators with mass m and spring constant Nk,
and have eigenenergies

Eiot = (N1 +ny+-+--ny +3N/2)h/Nk/m. (4.54)

The ground state energy we are interested in is thus Ett(1; = 0) minus the energy of the center

of mass, (3/2)h/Nk/m.
3N 3
Eo e = 7h\/Nk:/m — gh\/Nk/m (4.55)

3(N — 1)

= T\/Nk:/m.

For N = 2, the ground state energy is that of a single oscillator with reduced mass of p = m /2.
The wave function of the ground state can be written as the product of all the ground state
wave functions, divided by the wave function of the center-of-mass. If one wanted to include

the center-of-mass motion, one could assign a momentum to the center of mass, P, then add

| P|2/2m to the energies, and add a factor of eiP-Bem/l o the wave function.

Example 4.5: Three Coupled Harmonic Oscillators
Consider three identical masses m, each coupled to the other by a potential k|7; — 7;|?/2.

1. What are the energies of the ground state and the first excited state?
2. What is the degeneracy of the first excited state?

Solution:
The ground state energy is found by applying Eq. (4.55) with N = 3.

E, = @\/3145/’"’& = g\/ﬁk/m.

The first excited state energy is found by taking the first excited state energy from the total
energy in Eq. (4.54),

Etot = (3/2 =+ ntot)h\/ Nk/m,
where ny is some non-negative integer. Then, one must subtract the energy of the center of
mass, noting that the center-of-mass might also be excited, i.e.,

Ecm = (3/2+ ng)hy/NEk/m.

The difference gives the energy

Eie1 = (3/2 4 ngot — ng)h/ NEk/m.
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We are only looking for the excitation energy for given state of the center of mass, so we put
the center of mass in its ground stat, n; = 0, and see that the first excited state of the relative
energy is higher by an amount 7,/ Nk/m, with N = 3.

Finally, finding the degeneracy is a bit tricky. There exist 3N possibilities of 11y 4 15 + 13 +
ny = 1. The factor of three accounts for the fact that these are three-dimensional harmonic
oscillators. However, this includes the possibility that the center of mass was excited. Thus,
the answer is 3(IN — 1). So, for three coupled oscillators, the degeneracy of the first excited
state is 6.

4.10 Solving the Radial Wave Equation for Spherically Symmetric Cases

Similar factorization ideas are applied any time one deals with a spherically symmetric potential.
In that case one can write the wave function as a product of ¢,(7) and Yz, ,,,(6, ¢) and reduce the
problem to a one-dimensional problem of the radial coordinate. The one-dimensional Schrédin-
ger equation for ¢, (r) then becomes

h2

1 (o B+ (P52

s T V(r)) de(r) = E¢y(r). (4.56)
2ur

Although this is a one-dimensional differential equation, it is not a one-dimensional Schrodinger
equation due to the extra derivative term (2/7)8,. The one-dimensional Schrodinger form can
be regained by defining

ue(r) = rde(r). (4.57)
The wave equation for u looks like a 1-d Schrodinger equation with a centrifugal potential,
h* 82 R2e(€+ 1
—— Z u(r) + (g + V(r)) u(r) = Eu(r). (4.58)
2u Or? 2ur?

The boundary condition for w is that it must go to zero at the origin so that ¢ is finite, and
analytic, at the origin. The basic strategy is to solve the equation for u(r), then divide by r to
get ¢e(r).

The wave equation is particularly simple for s waves (£ = 0) because such solutions reduce to
simple one-dimensional problems with an infinite potential for » < 0. Considering non-zero
£ introduces a divergent centrifugal potential at the origin, proportional to £(£ + 1) /r?. In the
neighborhood of = 0 the solution looks like either

ug(r) ~ rttt (1 4+ Or 4+ Or?...), the regular solution, (4.59)

or
ug(r) ~ r=t (1 +Or+0r%... ) , the irregular solution. (4.60)

Equivalently, one could state that the solutions for ¢», = u,/r behave as r* and r~*~* for the reg-
ular and irregular solutions respectively. Clearly, only the regular solution satisfies the boundary
conditions. Even when a Coulomb potential is added, which is also divergent at the origin only
less so, the behavior at the origin can be expanded as shown above. If the divergence of the
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potential at the origin is as strong or stronger than 1/72, one needs to rethink the expansion
above.

When the potential V' (r) is zero, i.e. free particles, the regular solutions are known as spherical
bessel functions, j¢(kr), while the irregular solution are referred to as spherical Neumann func-
tions, n,(kr). These correspond to solutions to the wave equations for ¢, above, rather than
for u,. Before writing these down, we rewrite Schrodinger’s equation with V' = 0 in terms of
x = kr with k = \/2mE /h?. Multiplying Schrodinger’s equation by 2p/(h%k?),

2 L6+ 1
- (224 20.) outo) + M puta) = o). )
For the first few £s, the solutions are
) sin x cos(x)
Jo(x) = , no(x) = — , (4.62)
x T
. sinx cosx cosx sinx
T T x T
, 3 1\ . 3 3 1 3
j2(x) = | — — — | sinx — —cosz, ny(x) = — | — — — | cosx — —sinw,
3 x x? 3 x x2

By taking a linear combination of j, and n,, one can find a solution which behaves like an out-
going wave at large r,

he(kr) = je(kr) + ing(kr) (4.63)
ikr
~ (—i)”le— , as T — oO.
kr

These are known as Hankel functions. As an example, for £ = 1,

hy () = e: (—1 - 3) . (4.64)

xr

Example 4.6: Spherical Wells
1. Solve for the lowest energies of the £ = 0 and £ = 1 states of an infinite spherical well
of radius R. Note that for the £ = 1 solutions, a transcendental expression will remain.

Solution: The BC and solutions for £ = 0 are

jo(kER) = 0,
sin(kR) = 0,
iy
k = E,
h27r?
EO — .
2mR?
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Foré =1,
ji(kR) = 0,
in(kR
w — cos(kR) = 0,
kR
tan(kR) = kR, (transcendental eq.for k)
h2k?
El = .
2m

The values of kR for which j,(kR) = 0 are known as the zeros of the spherical Bessel
function. The values are:

n=1| n=2 n=3
T 27 3
44934 | 7.72525 | 10.9041
5.7635 | 9.0950 | 12.3299
6.9879 | 10.4171 | 13.6980

W N = OIS

Values of the n'* zeros of spherical Bessel function of order £

From the table, one can see that the first excited state has £ = 1, and that the first £ = 2
state is also of lower energy than the second £ = 0 state.

2. Outline how one would solve for the bound state of a well of finite depth —V;, and width
Rforf = 1.

Solution: One would choose j; (k) for the interior solution (region I), with

k= +/2m(V, — B)/h2,

then match to a solution for negative energy (imaginary k) outside. The outer solution
would be chosen as

. e—ar 1
Ah;(iqr) = —A— (1 + —) ,
iqr qr

where ¢ = \/2mB/h? and A is an unknown constant. One then needs to satisfy the two BC
(continuous value and slope) at » = R by varying the binding energy B and the constant A.
This would lead to a transcendental equation for B.

411 Spherical Harmonic Oscillator — Spherical Basis

The spherically symmetric harmonic oscillator can be approached either through Cartesian co-
ordinates as performed earlier or in a spherical basis. First, we review the Cartesian solutions.
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Because the potential can be written as
1 5 1 2 2 2
V(7) = Ekr = Ek (a: +y°+ z ) , (4.65)

the solutions factorize into «, y and z-dependent functions,

U(7) = Pn, (), (Y)n.(2). (4.66)

Each piece is a solution of the 1-dimensional Schrédinger’s equation and the total energy is
E=(N+3/2)hw, N =n,+n,+n,, w/k/p. (4.67)
The N = 0and NN = 1 eigenstates have the form

¢nm=ny=nz=0("?) ~ e—'r'2/(2a2) (468)

—pr2 2
d)nm:l,ny:nz:()(’)?) ~ xe " /(2a?)

Prp=0,ny=1,n.=0(T) ~ ye "/ (20%)

2 2
gbnm:n'y:()’nz:l(lf‘) ~ ze " /(20’ )

By looking at the form of the Y, ,,s, one can see that the N = 0 state hasa £ = 0, m = 0 an-
gular dependence, and can therefore be written as a spherically symmetric function, e=""/(2¢3),
multiplied by Yy 0. The solution for the n, = n, = 0,n, = 1 state can be written as a prod-
uct of Y3 ¢ and the radial function re~"*/(2¢3), By taking linear combinations, Drg=1,ny=n.—0 L
Pry=0,n,1,n.—0, ONe finds solutions which can be written as the same radial wave function mul-
tiplied by Y7, 41.

In spherical coordinates the labels n,, n, and n are replaced by IN, £ and m. Mapping the
solutions for higher IV is a bit tricky. For N > 2, one can count the states from a Cartesian
perspective. One needs to know the number of ways to get three integers to add to IV. First, the
number of ways, d |, to get two positive integers to add to IV, is

di(Ny)= ) =N,_+1 (4.69)

nw:O,NJ_
Requiring that a third integer adds to IN gives the total degeneracy d(IV),

(N + 1)(N—|—2).

d(N): Z dJ_(NJ_): 2

N, =0,N

(4.70)

Thus, there is one way to get N = 0, 3 ways to get N = 1, six ways to get N = 2, etc.

To determine which £ multiplets combine to create the d Cartesian solutions with a given en-
ergy, (N + 3/2)hw, consider two pieces of evidence: First, creating the Cartesian state with
n, = 0,n, = n, = 0 is represented by the spherical state Y;—n,m=n, therefore there must
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be at least one £ = IN multiplet. Secondly, all the multiplets for N — 2 must have correspond-
ing multiplets which are generated by operating on those states with the spherically symmetric
operator a? + a2 + a?. We can now determine the multiplets by:

(N+1)(N +2)

d(N) = >

= (2N 4+ 1) + d(N — 2) + any others. (4.71)

Solving for the number of others, one finds there are no others. Hence the excitation N + 2
states have the same states, but with one more multiplet of £ = IN 4 2. Because one knows that
for N = 0 there is one £ = 0 state and for IN = 1 there is one £ = 1 multiplet, one can quickly
find all the multiplets for any IV.

As an example the N = 5 states are covered by one £ = 5 multiplet, one £ = 3 multiplet and
one £ = 1 multiplet. Note that all states with even IN have even parity and all states with odd
N have odd parity.

412 The Hydrogen Atom

There are three standard problems of spherically symmetric potentials where the solutions are
analytic, the inifinite well, the harmonic oscillator and the Coulomb potential. Here, we consider
the case where the potential is attractive,

62

V(r)=—— (4.72)

One may rewrite the Schrodinger equation,

( o? Jr2(6-|—1) _ Z1Z,

mara e = P Y ) = —kPue(r), 4.73)

where the Bohr radius is defined ag = h?/(pne®) and k? = —2pE /h2. For large r the potential
and centrifugal terms are negligible and the wave function must behave as e**" multiplied by
terms that vary more slowly in 7.

The solutions to the Schrodinger equation can be written in terms of associated Laguerre poly-
nomials.

1/2
" 2 \* (n—¢—1)! 2r \ ¢ 2
Rou(r) = 2mt _ ( ) (n ) e/ (nao) (—r ) Ly (—T ) . (474)
’ r nag/) 2n[(n+ £)!]3 nag nag

For a given £ there are many solutions labeled by the integer n > £. The eigenenergies can be
written simply as

e? 1
g, —-_° 1 (4.75)

2ag n?

If larger charges are used, the above expressions are modified by scaling ao by 1/(Z1Z>).
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Writing a few solutions,

Rio= — /Ze—"/ao (4.76)
ag
r

Roog=—[2— — ) e "/(a)
20 (2a0)3/2< ao)

1 r
R, . — e—"/(2a0)
2,1 (2a0)%'% agy/3

The degeneracy, where energies with different £ have the same energies seems accidental, but is
related to the similar degeneracy in the harmonic oscillator. Both degeneracies can be explained
by considering the Lenz vector, which commutes with the Hamiltonian for the special case of

the Coulomb potential.
2

- 1 e
Q= — (PXL—-—LxXp) ——T7. 4.77)
2p T

This operator is Hermitian and, if the commutation between 5 and L is ignored, is identical to
the classical expression for the Lenz vector.

R=,-23 478
= EQ, (4.78)

which is a little odd because one is defining the square root of an operator. However, because we
are considering only eigenstates of the Hamiltonian with negative energies, this is not too sick.

One can also define a scaled operator,

One can show that the components of K and the components of the angular momentum L obey
simple commutation relations,

[Kl, K]] ft ’LhGUkLk ’ [Ku LJ] = ’Lhﬁkak (479)

These commutation relations are reminiscent of angular momentum commutation relations, and
in fact, if one defines two new operators,

. L+K
M = _; (4.80)
N = 5
one can see that M and N obey the same commutation relations as L,
[M,,;, MJ] = ’ihﬁijkMk, [Nz, N]] = 'I:hEijka, [Mz, NJ] =0 (481)

Because M and N are linear combination of the L and K , they commute with the Hamiltonian,
and because they commute with one another they may simultaneously be defined.
Furthermore, some algebra reveals that the Hamiltonian may be written as

me? me?

TR+ L2+ k) 2(2M? + 2N? + h?)

(4.82)
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Finally, note that the Lenz vector is always perpendicular to the angular momentum, which
means that 7 - L = K - L = 0. From the definitions of M and N , one then sees the constraint
that

M =N (4.83)
where M and N are the quantum numbers denoting the magnitude of the vectors M and N in
the same way that £ denotes the magnitude of L. The eigenenergies are thus,

me* me?*
Ey = — = (4.84)
2h2(4M (M + 1) + 1) 2h2(2M + 1)2
Because M could be either integral over half integral, the numbers
n=2M+1 (4.85)

are integral values.

These states are not eigenstates of L, but given the fact that there must exist eigenstates of L, one
can conclude that several states of the same £ might be degenerate.

413 Adding Angular Momentum

In a spherically symmetric potential, the orbital angular momentum, L, commutes with the
Hamiltonian. Thus, one can choose eigenstates of L, and |E |? as a subset of states, knowing
that such states can also be eigenstates of the Hamiltonian. The eigenvalues of are im and
h2€(€ + 1), the labels £ and m are often called “good” quantum numbers, because they form
a basis that is convenient for diagonalizing the Hamiltonian. Many particles also have intrinsic
spin, even those particles which are currently considered as point particles such as electrons and
photons. Thus, in addition to the orbital quantum numbers two more quantum numbers may
be used to describe the eigenstates of a single particle in the potential, s and m,, which describe
the magnitude and projection of the spin angular momentum.

Often a term exists in the Hamiltonian which couples the two types of spin. One example is the
spin-orbit interaction,
H,, =aL-8S. (4.86)

This term originates from relativistic considerations which we will see later in the course. Be-
cause the term is written as a rotational scalar and does not involve an external field, which
would explicitly break the rotational symmetry, we expect that the overall angular momentum
remains conserved. Indeed, one can see that each component of the total angular momentum

J=L+ S (4.87)

commutes with the spin-orbit term, even though none of the components of L or § commute
with Hy,. individually. Furthermore, the total squared orbital and total spin angular momen-
tum, L? and S?, also commute with Hy, . Thus, there are two new quantum numbers j and
m; which replace m, and m; as good quantum numbers, while m, and m are no longer good
quantum numbers.

84



PHY 851/852 4 ANGULAR MOMENTUM AND CENTRAL POTENTIALS

A clearer insight into the spin-orbit term can be attained by rewriting it explicitly in terms of j,
£ and s.

(E+§)2:E2+§2+2E-§ (4.88)
1‘;’.§=%(ﬁ—132—§2),

which means that the spin-orbit term for a state in the basis labeled by j, m;, £ and s may be
expressed as,

oo = 2 [ +1) — (€ +1) = (s + 1)) (4.89)

The coupling of spins is a common occurrence in all branches of physics. In nuclear physics,
the spin-orbit term is surprisingly large, and is responsible for the basic scheme for nuclear shell
structure. In describing hadron spectroscopy, a spin-spin interaction is largely responsible for
the difference of the spin 3/2 delta baryon and the spin 1/2 proton which are comprised of
quarks of the same flavor. The coupling of angular momentum in physics thus often involves
changing from the ¢, s, m,, m, basis to the ¢, s, j, m; basis.

When undergoing a change of basis, the number of states involved is (2s + 1)(2€ + 1) as can be
determined by considering the number of combinations of m, and m,. However, changing to
the j, m; basis only mixes states with identical m; = m, + m. Because the states in a multiplet
described by j must be complete, running from —j to 7, we see that the maximum value of j is

j<e+s. (4.90)

Because there is only one state with m, = £ and m, = s, there is only one state withm; = £+ s
and thus only one j multiplet with j = £ 4 s. Counting the number of pairs of m, and m, that
add up to a specific value of m;, and realizing that every j multiplet must be complete lets one
see that the values of j involved are

ey = £+ 8 (4.91)
jmin = IE - SI'

These are known as the triangle relations, as they can be considered as constraints involved in
adding vectors. One cannot add two vectors of lengths £ and s and obtain a vector of length j
outside this range. A common error made by students is to only consider the j = £ 4 s and
Jj = £ — s multiplets, and forget the multiplets with intermediate values of j.

One can check that the net number of states is unchanged. Each j multiplet has 25 + 1 states.
Assuming s < £ the number of j multiplets is (2s 4+ 1) while the average j of the multiplets
is £, which means that the number of states is (25 + 1)(2s + 1) = (2€ + 1)(2s + 1). This is
consistent with the total number of states calculated in the m,, m basis.

4,14 Clebsch-Gordan Coefficients

Changing from the m,, m; basis to the j, m; basis is described by the overlap of matrix ele-
ments,
(€, 5,3, m;|€, 5, M40, m,). (4.92)
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Such matrix elements are known as Clebsch-Gordan coefficients and are referred to through
a variety of confusing notations, such as C(¥, s, mg, ms; j, m) and nearly every other possi-
ble permutation of the arguments. Sometimes the coefficients are labeled by superscripts and
subscripts and sometimes they look like matrix elements (j, m;|¢, s, mg, m;), where £ and s
are implied in the bra. The notations are remarkably confusing given that the only purpose of
not writing down eight labels, with two repeated as in Eq. (4.92), is that the labels £ and s,
which are always the same in the bra and ket, are not written down twice. To emphasize that
the coefficients behave as matrix elements we will refer to the coefficients either in the form
(g, m;|L, s, my, my) or with £ and s repeated in the bra as in Eq. (4.92).

The matrix elements are usually used as part of a basis transformation, e.g. expressing states
labeled by |4, s, j, m;) as a linear combination of |¢, s, m,, m,). Using completeness,

Z 1€, s, M, ms) (€, s, M4, ms| =1, (4.93)

My, Mg

|£739j9mj> — Z |£9samlvms><£9samlamswasajamj)

My, Mg

= Z )(E’ Sy My, mswa 8,7, mj> |£, Sy, My, ms>

MMy, Mg

= Z <.7a my; |£a Sy My, ms) |£7 S, My, ms)'
mye,Ms

The last line was justified by the fact that the Clebsch-Gordan coefficients are real (because the
raising and lowering operators don’t introduce any complex phases).

Finding the matrix elements is straight-forward, though tedious. They can be found using the
algebra for raising and lowering angular momentum. First, remember that the matrix elements
are all proportional to ,,;,m,+m,- Because there is only one multiplet with m; = £ + s that
matrix element is simple to express.

lys,g =L+s,m; =L+ s|l,s,my =L, ms; =5) =1. (4.94)

To generate the coefficients involving the same j = £ + s but reduced m, one can use the
lowering operators,

1

N Vi(g +1) —mj(m; —1)
1

N Vi@ +1) —mj(m; —1)

Applying this to the case where m; = j = £ 4 s one generates an expression for the matrix

14, s,5,m; — 1) J_|L, s, 3, m;) (4.95)

(L— + S—) |£7 D mj>'
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elements withm; =€+ s — 1,

1
|[€ys,j =L+s,m; =£L+s—1) = —— (4.96)
’ Vi +1) —my(m; — 1)
-(L_+S_)|t,s,my =€, ms = S)
B 1
Vi +1) —my(m; — 1)

. <\/£(£ +1) —my(my —1)|€,s,my =€ — 1, ms = 3)

+vs(s+1) —my(ms —1)|4,8,mp = £,m, =5 — 1)) .

One can now read off the Clebsch-Gordan coefficients. For instance,

VilG+1) —m;(m; — 1)
(4.97)

Finding the Clebsch-Gordan coefficient for j # £ + s is a bit trickier. By knowing that the
Jj = €+ s — 1 states are orthogonal to the j = £+ s states, allows one to express the j = £+s5—1
states down by inspection. For instance,

lys,j=€+s,m; =£+s—1|¢,s,my=£€—1,m; = 5)

|4,8,j =€+s—1,m; =£+s—1) = (4.98)
1

Vi(d +1) —mj(m; — 1)
—Vs(s+1) —my(m, —1)|l,s,my =£ — 1, m, = s))

. <\/£(£ 4+ 1) — my(my — 1), s,my =€, ms = s — 1)

Of course, one could multiply the states by any arbitrary phase and the coefficients would work
as well. The convention is that the coefficient (j1, j2, 7, 7|71, J2, M1 = J1, M2 = j — J1) is real
and positive.

Example 4.7: Calculating Clebsch-Gordan Coefficients
Find (j = 3/2,m = 3/2|j1 = 3/2,j> = 1,m; = 3/2, ma = 0).
First, using J_ = Jy_ + Ja _
7 =5/2,m =5/2) = |my; =3/2,m, =1)
V(5/2)(7/2) — (5/2)(3/2)|j = 5/2,m = 3/2) =
V(3/2)(5/2) — (3/2)(1/2)[m1 = 1/2,m2 = 1)

+V/1)(@) = W)(0)lmy = 3/2,ms = 0),
5 =5/2,m=23/2) =

3 2
\/;|m1 = 1/2,m2 = 1> + \/;|m1 = 3/2,m2 = 0),
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Now, because the state |j = 3/2, m = 3/2) is orthogonal to the state above,

7 =3/2,m =3/2) = \/§|m1 =3/2,my = 0) — \/?ml =1/2,my; =1). (499)

The Clebsch-Gordan coefficient is then
g . ; 3
( =3/2,m =3/2|j1 =3/2,j2=1,m; = 3/2,ms =0) = \/g (4.100)

Example 4.8: Neutron and Proton with Spin-Spin and Magnetic Interaction
A neutron and proton are each in an s wave of a nuclear potential. The two particles feel a
spin-spin interaction,

Vis = —a§p . §n

The nucleons also are in region with external magnetic field of strength B,

—

Vo= —u,B-S, — u,B-S,.

In terms of «, pp, iy, and B, find the four energy eigenvalues.

Solution:

This problem is made difficult by the fact that V;, is diagonal in the m,,, m,, basis, while V; is
diagonal in the j, m basis. (We will omit the s, = 1/2, s,, = 1/2 labels in the bras and kets
to save space.)

2

. -, , a . .
<.7am|‘/és|.7 s M > = 6jaj'6m,m' 5 (J(J + 1) - SP(SP + 1) - Sn(sn + 1))

(mp, mn|V},|m;, m;) = _5mp,m;,6mn,m’th (Hpmyp + Hnmmy,)

To proceed further, one must choose a basis. We choose the j, m basis with the following
eigenvalues,

1 0
. 0 1
|.7:1am:1>: 0 ’ |.7:1,m _1>: 0 9
0 0
0 0
. 0 . 0
|]:1,m:O>: 1 ’ |]:O,m:0>: O .
0 1
In this basis Vi, is diagonal,
—ah2/4 0 0 0
V.. — 0 —ah2/4 0 0
88 0 0 —ahz/4 0
0 0 0 3ah2/4
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while writing V4, requires first rewriting each of the states in the m,,, m,, basis.

7=1,m=1) =|m, =1/2,m, = 1/2),
lj=1,m=-1) =|m, =—-1/2,m, = —1/2),

1
i=1,m=0)=—(m, =1/2,m, = —1/2 + |m, = —1/2,m,, = 1/2)),

V2

1
|7 =0,m =0) = 7 (jlmp=1/2,m,, = —1/2) — |m, = —1/2,m,, = 1/2)) .
If the problem involved higher angular momentum, one would have to go through the proce-
dure of the previous exercise, utilizing raising and lowering operators, to write the j, m states
in terms of the m,, m basis.
From the above form, we can see that V;, will mix the two states with with m = 0 as they are
not eigenstates in the m,, m,, basis.

(Hp + Hn) 0 0 0
v.. !B 0 —(1p + pn) 0 0
s
2 0 0 0 (Hp — Hn)
0 0 (Hp — Hn) 0

Thus, the first two eigenvalues are simple to find

€1 = —ah®/4+ (pp + pn)hB/2
€2 = —ah’/4 — (pp + pn)hB/2,

while the last two eigenvalues are most easily found by writing the lower-right 2 X 2 sub-
matrix in terms of o matrices,

Vaxe = ah’/4 — (ah®/2)0. + [(kp — n)hB /2] oy

The eigenvalues of the submatrix are

ex = al?/4 £ [0t /4 + (i — pa)?h2B2/4

Energy levels of a proton and neutron ex-
2] periencing a spin-spin interaction while in
a magnetic field. The lower levels cor-

L respond to those of the deuteron, which
S has § = 1, whereas the upper line corre-
21 Tt T sponds to an excited (unbound resonance)
\\\\\\\\\\\\ state.
—4 S~
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4.15 Exercises

1. (a) Show that 7% = x2 + y? + 22 commutes with L.

(b) Show that 7 - p'commutes with L.

2. Any two rotations, & and 3, can be written as a single rotation by ¥, which in the spin 1/2

basis means -
ezﬁ-a/2eza-a’/2 — ez’y~a/2'

Show that the equivalent angle 4 may be written in terms of & and 3 as

cos(y/2) = cos(8/2) cos(a/2) — 3 - &sin(a/2) sin(3/2)
4 sin(v/2) = cos(8/2) sin(a/2)é& + cos(a/2) sin(38/2)3 + sin(8/2) sin(a/2)é& x B,
where &, 3 and 4 are the corresponding unit vectors. Note that these relations would hold
for any rotation, not just the spin 1/2 system. Thus, they describe the rotation group.
Hints: Use the fact that €?®? = cos(a) + z% sin(a). Also use the identity o;0; = 6;; +
’iéijkO'k.

3. Consider the matrices,

010 B 0 — O 1 0 O
Se=—(101),8=—[i 0 —i|,S=r[00 0
V2o 10 V2o i o 00 —1

These represent the rotation matrices for angular momentum § = 1, S(S 4+ 1) = 2. Note

that the eigenvalues of S, are -1,0,1 as expected.
(a) Explicitly multiply the matrices to show that
[S,;, SJ] = zhemkSk

For efficiency, just pick one of the three combinations to check.
(b) Explicitly multiply the matrices to show that

> 87 =2r1 = 1*S(S + 1)L

4. Using the definition, L, = —ii(xd, — yd,) = —ihdy, express X (a) = eil=/Ige=il=a/h
in terms of «, y and z. Hint: Note that

€% f($)e™ = (& + @),

because e*9¢ generates a Taylor expansion.

5. Consider the six group elements for the symmetry of the equilateral triangle listed in Sec.
4.3. As a six-by-six matrix, find the coefficients a;;.

6. Using the commutation relations for angular momentum, [L, L,| = ¢hL., and the defi-
nition Ly = L, + ¢L,, show that

L =L?+ L,L_—iL..
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7. In terms of £, m, and m, find expressions for:

(@) (€mq|L?|€my) (Warning: this is messy)
(b) (€mi|L7 + Lj|€mo)

8. Consider a particle of mass m in a spherical well of radius R, where the potential is o0
for r > R and zero for r < R.

(a) Find the ground state energy.
(b) Describe how one would find the energy of the first excited state of the same well.

(c) If the particle is an electron and the radius of the well is 0.15 nm, give a numerical
value for the energy of the ground state in eV.

9. (a) Estimate the ground state binding energies of the following atoms. You can use the
fact that the binding energy for hydrogen is 13.6 eV, the mass of an electron is 0.511
MeV the mass of a muon is 105.7 MeV, the mass of a proton is 938.3 MeV and the
charge of Pb is 82. Then scale the hydrogen values to get the desired results. The Bohr
radius of H is 0.053 nm.
i. e, Pb
. p=,p
iii. ete~
iv. p, Pb
The mass of a muon is 205 times larger than that of an electron.
(b) For the same cases above, find the associated Bohr radii. (Treat the Pb nucleus as a
point particle)
10. For the Hydrogen atom, calculate the expectation of the operator X between the ground
state and each of the four n = 2 states. You can express answer in terms of a,.

11. Prove the following recurrence relation for spherical Bessel functions:
: ., L.
Jer1(2) = —3,(2) + ;JE(Z)-

To accomplish this, assume the equation is true and that j,(z) is a solution to:

1) — 2 + D2 = o)

Then show that using the assumed expression for j,1(2z) will be a solution to:

oL 1,)z(e 2 Jey1(2) = Jega(2).

Je+1(z) Je+1( z) +

This last expression is the same differential equation as the one just above, but with £ —
£+ 1.

12. Find the Clebsch-Gordan coefficient

€=1,s8s=1,=0m=0£=1,s=1,m;,=1,ms = —1)
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13. Calculate the Clebsch-Gordan Coefficients (£ = 12,s = 1,5 = 12, m; = 12|£ = 12,s =
1, my, my) for all m, and m.

14. An electron is in an £ = 1 state of a hydrogen atom. It experiences a spin orbit interaction,

Wy

‘/s.o. - aE :

and also feels an external magnetic field

VB:—ME-<E+2§>.

a) Using the basis
1 0
0 1
0 0
[T =38/2,M =3/2)=| o |, [J=8/2,M=-3/2)=|
0 0
0 0
0 0
0 0
1 0
T=3/2,M=1/2)=| . |, [J=1/2,M=1/2) = | |
0 0
0 0
0 0
0 0
0 0
J=3/2,M=-1/2)=| |, [J=1/2,M=-1/2) = |
1 0
0 1

write the Hamiltonian components V;,. and Vg as 6 X 6 matrices. To assist you, the |J, M)
states can be written in the |my, m;) basis as

|J =3/2,m; =3/2) = |my =1,m; = 1/2), (4.101)
|J =3/2,m; = —-3/2) = |my, = —1,m, = —1/2),
V15/4—9/4 + 3/2|J = 3/2,m; = 1/2) = V2|0,1/2) + \/3/4 — 1/4 + 1/2| — 1,—1/2),

1] =3/2,m; =1/2) = \/Zo, 1/2) + \ifu, —1/2),

17 =1/2,m; =1/2) = |0 1/2) — \[u ~1/2),

|J=3/2,mj=—1/2>—\[|0 -1/2) + — | 1,1/2),
|J:1/2,mj=—1/2>—— 1/2>—\/>|—1 1/2).
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b) What are the six eigenvalues of H?

15. A spin 1/2 particle is bound to a fixed center by a spherically symmetric potential. The
particle is in an £ = 0 state with spin-up, i.e.

_, 1
w(r,m) =) g ).
In terms of v(7) and 7, write the matrix element for
(7, mg|& - 7| W)

(@) formgs =1/2
(b) forms = —1/2
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5 Symmetries and Conservation Laws

5.1 Continuous and Discrete Symmetries

Symmetries can be classified as either continuous or as discrete. Examples of continuous sym-
metries are rotational and translation symmetries while parity and time reversal are examples of
discrete symmetries. Rotational and translational symmetries can be continuous because of the
continuum of rotations under which the system can be rotated. However, sometimes symme-
tries involve rotations or translations by a finite angle. For instance, a lattice is invariant under
translations of size na where n is an integer and a is the lattice spacing. A circular chain of n
identically spaced identical objects is unchanged after rotation by an angle 27 /n.

In classical mechanics and in field theory, one studies Noether’s theorem which associates a
conserved charge with any continuous symmetry. There exists an analogous relation in quantum
mechanics which is perhaps easier to see. A continuous symmetry can be expressed

U'(a)HU (o) = H, (5.1)

where H is the Hamiltonian and U represents the unitary transformation over some coordinate
0 by a continuous variable a. One can write such a transformation as

U = e G/ (5.2)
where G is an operator which generates the transformation. If the operator G behaves as
G = ih0p, (5.3)
then one can quickly see that
1 292 a™ 2
U=1+00g+ -a"0)+---+—0;+---, (5.4)
2 n!

is simply the Taylor expansion, i.e. when it operates on f(0) it gives f(6 + o).

For small ¢,

and
U'(a)HU (a) = H — i[H, G|a/h, (5.6)
which shows that H must commute with G if the Hamiltonian is to be left invariant under the

transformation. Also, such a commutation implies that (G) is a constant of the motion. In the
Heisenberg representation

d )
@) = i([H, G /h =0 (5.7)

Thus, the invariance of the Hamiltonian with respect to a transformation by 6 is equivalent to
stating that the generator of the transformation, G, is constant in time.

The degeneracies of levels is also intimately related to symmetry. For instance, if one considers
an electron orbiting a proton, even with spin-orbit splitting, the Hamiltonian commutes with
J?, and because one may rotate such states into one another by changing the coordinate system,
the (25 + 1) states must be degenerate. If one explicitly breaks the symmetry by adding an
interaction with an external magnetic field, the degeneracy is no longer expected to exist.
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5.2 Parity

The parity operator II reflects the system about some point, ¢ -+ —x, y - —y, z = —z, or
equivalently three planar reflections. Parity is an example of a discrete symmetry. One can also
have a system invariant under only a subset of the parity operator, e.g. a reflection about the
x = 0 plane, IT,. Both the coordinate and momentum operators should flip sign under parity.
Because IT? should return one to the original state, eigenstates of IT should have eigenvalues of

+1.

The angular momentum operator,
L=rXp, (5.8)

is invariant under parity because both " and p’ change signs. Pseudo-vectors, which are defined
by taking the cross products of two vectors, rotate like vectors but have the opposite behavior
under parity. Examples of pseudo-vectors are angular momenta and the magnetic field B. In
fact, defining the direction of pseudo-vectors requires arbitrarily choosing a right-hand vs left-
hand rule, and if parity is conserved, there should not be any behavior that differs by this choice.
For instance, if some atom had its angular momentum (a pseudo-vector) oriented in the z direc-
tion by a magnetic field (also a pseudo-vector) in the z direction, the emission of a charged
particle from radioactive decays should be the same parallel or anti-parallel to the applied field.
After all, whether a direction is anti-parallel or parallel to the field depends on one’s choice of
right- vs left-handed convention, whereas the direction of a charged particle certainly defines
a direction in a non-arbitrary way. In fact the electric current density is a vector. Shockingly
however, experiments proposed by T.D. Lee and performed by Madame Chien-Shiung Wu Wu
in 1956 showed that the weak interaction maximally violates parity by observing the decay of
polarized ®°Co, https://en.wikipedia.org/wiki/Wu_experiment. The angular distribution of
decaying electrons was strongest along the direction of the applied field, with zero probability
density for a decaying electron being observed in the perfectly anti-parallel direction.

Most Hamiltonians are even under parity. In that case, the eigenstates can be either even or
odd because they must be eigenstates of the parity operator. The eigenvalues are £1 because
IT? must return one to the original state. If the Hamiltonian has any odd-parity terms, then
the eigenstates can have mixtures of even- and odd-parity components. Further, if some origi-
nal state has parity 41, it would then develop some admixture of parity —1 over time, which
would then not be eigenstates of II. For instance, the weak interaction of an electron with a
nucleus mixes the 2s and 2p states in the Hydrogen atom. Parity conservation refers to the state
maintaining its parity, and if the Hamiltonian is not perfectly even in parity, parity is not con-
served. In practice, the weak interaction violates parity, and all states have some small, often
immeasurably small, admixtures of opposite parity components.

Finally, we point out that parity allows one to recognize many matrix elements as being zero.
For instance, if one considers the matrix element,

(p|AlY), (5.9)

where the parities of the two states and the operator are (—1)?¢, (—1)P4 and (—1)?, the matrix
element will be zero if p,, + py + pa is an odd number. This can be understood by considering
what should happen when integrating over even or odd functions of the coordinate. One can
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consider a matrix element for an operator O as being written in the form

/d3’l" ¢Z,£’m(F)(’)(F’)¢ﬁ,gl,m/. (510)

For every point 7 there is point —#. If the product ¥} O3 is odd overall, the integral must
vanish. Even if the operator involves derivative, the argument still holds. The operator P, =
—10, changes the parity by a factor of —1, just the same as the operator x.

The parity of wave functions in spherical coordinates depends on the orbital quantum number,
1|, my, s, m,) = (—1)%|£, my, 5, m,). (5.11)

One can see this by considering the form for the Yg,,,s. Under parity, cos 8 — — cos 6 whereas
sin 6 does not change. The azimuthal angle ¢ — ¢ + m, or equivalently e®™¢ — (—1)™e"™?.
The harmonics Y, ,,—¢ have no ¢ dependence and are even or odd functions of cos 8. The low-
ering operator, defined in Eq. (4.25),

. o
Ly = —ihet®® (ZFi sin 6 — cot 0—) , (5.12)

is even under parity, as the term e**® is odd as is the cos @ dependence. Thus, all the states
within a multiplet have the same parity. Further in the course, multi-particle wave functions
will be considered. In that case, there is a quantum number for the total angular momentum, L.
In that case the parity of the wave function will behave as (—1)*. Because parity only acts on
the spatial coordinates, x, y, 2z, the intrinsic spin part of the wave functions is unchanged under

parity.

Example 5.1: Identifying Vanishing Matrix Elements by Parity
Which of the following matrix elements are zero due to parity? Here o and 3 refer to all other
quantum numbers.

a) (a,£=2,m=1|z|3,£ =1,m = 0)

b) (a, £ =1,m = 1|(z%? + y*> — 2?)|3,£ =3, m = 1)
c) (a,£ =3, m = 0|zyz|Bl =1,m = 0)

d) (o, £ =3,m = 0|zyP,|B¢ =1,m = 0)

e) (a,£ =3,m = 0|xzyP,|B¢ =1, m = 0)

Solution:

a) Canbe non-zero. The operator is odd under parity, and the bra and the ket have different
parities.

b) Can be non-zero. In this case the operator is even under parity and the bra and ket have
the same parities.
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c) Must be zero. The bra and kets have the same parity, but the operator is odd under
parity.
d) Must be zero. The operator has the same parity as (c).

e) Can be non-zero. The operator L, has even parity, so the operator has even parity and
can link states of the same parity.

5.3 Time Reversal

Time reversal is an odd kind of symmetry. It suggests that a motion picture of a physical event
could be run in reverse without the viewer being able to tell something is wrong. Of course, this
does not apply whenever dissipation (friction) is included. In classical mechanics the motion of a
particle in a potential V' () should be equally valid when watched in reverse. In electrodynam-
ics, the reverse motion should be fine as long as the direction of the magnetic field is reversed.
Summarizing time reversal behavior of particles in classical electrodynamics,

r—>7r,Jd—>—9,E—->E B——-B,j— —j,p—p. (5.13)

should lead to an equally valid evolution. To understand the signs above, imagine a charged
particle moving in an electric field from times £, to ty. If at t; you reversed the velocity, the
particle would trace out the identical trajectory. However, to get a particle to retrace its trajectory
in a magnetic field, one would have to flip the sign of the magnetic field. The charge density is
not a function of time reversal, and because the velocity clearly changes sign, and because the
current density is p@, clearly the current density is odd under time reversal.

The electric potential ® and the vector potential A appear in the combinations, Hy — e® and

P —eA/c,soone expects ® and A to have the same time-reversal properties as the Hamiltonian

and as the momentum, respectively, i.e. ® is even and A should be odd. In fact, for all Lorentz
four-vectors, the three spatial components must have the opposite behavior under time reversal
as the “zero*™®” component.

In quantum mechanics, we expect the following behavior under time reversal,
t— —t,r—>r, p—> —p. (5.14)

The gradient operator and 9; should be even and odd, respectively, under time reversal. How-
ever P = —ihV and H = ihd, are odd and even respectively if they are to represent the
momentum and energy. Thus, for quantum mechanics, the time reversal operator must also
involve taking the complex conjugate. Under time reversal,

ihid;, — iho;, (5.15)
—ihV — ihV.

One may also see that time reversal entails taking the complex conjugate by considering Schrédin-
ger’s wave equation,
n? 82

_%@\p(m, t) +V(x)¥(x,t) = zh%l’(m, t). (5.16)
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If ¥(x,t) = ¥ (x)e P! is a solution, taking the complex conjugate and reversing the time also
gives a solution to the Hamiltonian. In fact, because H is real one may write 1(x) as a purely
real function or purely imaginary function. A purely real function v (x) would be even under
time reversal symmetry while a purely imaginary function would be odd. For instance a plane
wave solution, () is neither even nor odd as it has both real and imaginary parts. In that
case taking the complex conjugate changes the direction of the momentum, thus signifying the
motion reversal mentioned before.

Considering the example of plane waves,
U(x,t) = e Btk (5.17)

By both taking the complex conjugate and reversing the sign of ¢, one obtains a new solution
where the momentum is reversed but the energy remains the same. These are eigenstates of
the Hamiltonian, but are not eigenstates of the time-reversal operator, even though the time-
reversal operator commutes with the Hamiltonian. This puzzle resolves itself by realizing that
the time-reversed state has the same energy, so one can make combinations,

1 —1 ikx —1 ik
Uy (x,t) = 7§ (e Et+tike | —iBEt+ik ),
which are eigenstates of both the Hamiltonian, and of the time-reversal operator, with eigenval-
ues £1.

Of course, when one gets away from the Schrodinger equation, there are many Hamiltonians
which are not real but are Hermitian, e.g. those that involve o,,. Nonetheless, there usually exists
a time-reversal symmetry, but expressing the symmetry may be more complicated than merely
taking the complex conjugate. In particle physics, the symmetry of switching times is linked to
the existence of solutions with opposite energy (anti-particles). In that case the operation which
includes taking the complex conjugate is associated with finding negative-energy or antiparticle
solutions, but that is material for another course.

The time reversal operator acts only to the right because it entails taking the complex conjugate.
In terms of bras and kets the time-reversed matrix elements satisfy the relations below, using the
notation, |&) = Ol|a), &; = ;.

(Bl&) = (B)) i = aiBi = (alB) = (Blay". (518)
Similarly, the expectation of operators satisfies the relations,
(B10AO~"|a) = (B|®A|a) = (8])*Ajc = (alAT|8) = (B|Ala)*, (5.19)

or is equivalent to saying that the time reversed operator ® A©~' sandwiched between time-
reversed states gives the complex conjugate of the same matrix element without the time rever-
sals.

Most operators of interest are either even or odd under time reversal.
©BO ' =+B (5.20)

Clearly an operator that is a linear combination of an odd and an even operator would be neither.
Examples of odd and even operators are:

OPO'=_P, 040 ' = -4, 070 ' =7, OLO ' = —T, (5.21)
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where A is the electromagnetic vector potential.

Note that the commutation relations,
[, p] = ih, [Li, L;] = iheijiLy, (5.22)

have apparently different behaviors under reversal on the left and right-hand sides of the equa-
tions, until one remembers to consider the 2/, which flips sign under the time-reversal operator.
Notice that the raising and lowering operator for a harmonic oscillator,  + ¢p, is even under
time reversal.

Hamiltonians are usually invariant under time reversal. Here we list a few terms which might
appear in a Hamiltonian and discuss whether they violate time reversal or parity.

1. p?/2m is invariant under both.
2. p - risinvariant under parity but not time reversal.
3. L - p is invariant under time reversal but not parity.

4. S-Band p - A are invariant under both.

5.4 Time Reversal and Angular Momentum

The time reversal operator acts in a surprisingly complex manner when operating on eigenstates
of angular momentum. For integer-spin particles, one can understand the behavior by consider-
ing properties of the Yz ,,,s. By taking the complex conjugates, one sees

©lj,m) = (=1)™|j, —m). (5.23)
However, we should realize that the (—1)™ is basically the result of a phase convention and

should not be taken too seriously.

The case of spin 1/2 particles is more surprising. In this case the spins cannot be represented
by Y,»s and one must instead consider the two-component system where |+) and |—) refer
to spin-up and spin-down with the direction being chosen along the z axis. In this basis an
arbitrary normalized state, with spin in some arbitrary direction, may be written,

_ e cos6/2
|a> =€ ( ei’yl sin 9/2 ) . (524)

Because the time-reversed state must be a state with opposite spin, it must be orthogonal. The
time reversal operator must create the orthogonal state,

—e~ M gj
e sin6/2 ) (5.25)

_ ib2
Ola) =e ( cos0/2

The phases §; and 4, are arbitrary, and labeling their difference as n = J, — d; we see that ©

must equal
I
=" o ) K (5.26)

99



PHY 851/852 5 SYMMETRIES AND CONSERVATION LAWS

where K is an operator which takes the complex conjugate of any quantities to the right. The
surprising property of © is viewed by squaring the operator,

2
S _(_1 0) = -1, (5.27)
independent of the choice of 7.
Making an arbitrary choice of €7 = —3, one sees that
Ol+) =i|-), ©|=) = —i|+). (5.28)

This allows one to summarize both the integral and half-integral results with
Olj,m) = i2m|j7 —m,) (5.29)

Thus, performing two time-reversal operations does not return the same state in the case of
half-integral spin, but it does for the case of integral spin.

To make the time-reversal operator in spin 1/2 systems seem a bit more peculiar it is often
written as
0 =o0,K, (5.30)

which makes the operator look odd because the y direction appears to be preferentially singled
out. However, this has nothing to do with the y direction, but only with the fact that the only the
operator which flips spin must change the place of the two components and change one sign to
make an orthogonal state. One could have associated any of the three sigma matrices with the
x, y and z directions, but the time reversal operator must be proportional to the anti-symmetric
off-diagonal matrix.

Note that the eigenstates of L? and L, are not eigenstates of the time-reversal operator, unless the
projection m equals zero, because they have the form e?™?. However, one can make eigenstates

of the time reversal operator by combining the states |m) and | — m), e.g. (jm) £ | —m))/Vv2.

5.5 A Particle in a Periodic Potential

A second class of discrete symmetries involves particles moving in a periodic lattice, which for
our purposes will be considered to be a one-dimensional chain. Two- and three-dimensional
lattices are more difficult to describe, but many basic features, such as the existence of band
structure, occur in all dimensionalities. The translation operator, 7,, translates the wave func-
tion by a distance a, where the lattice separation is a. Translational invariance implies that 7,
commutes with the Hamiltonian,

T.H7' = H or V(z +a) = V(). (5.31)
One thus expects the solution to be an eigenstate of the translation operator,
() = (@ + a) = e u(a), (532)

where the eigenvalue is €. We label the eigenvalue by k, but emphasize that k is not the
eigenvalue of the momentum operator and |k) is not an eigenstate of the momentum operator.
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Instead, k is a label that denotes that the eigenvalue of 7, is €®*®. The translation operator 7,
commutes with the Hamiltonian, but it is not Hermitian. Thus, the eigenvalue can be complex.
If the physics is to be unchanged by translation, the state must change only by a phase factor.
Hence, the form of the eigenvalue can be chosen as e*** with ka being real. The value ka can
take on any value, but must be in a range of Aka = 27, e.g. —m < ka < w. Any value
of ka outside this range gives the same eigenvalue as one inside the range where you pick a
value within the range that differs by integral numbers of 2. For a given ka, one can have a
multitude of eigenstates, as will be illustrated below.

The Kronig-Penney model is enormously useful in illustrating how band structure emerges from
the periodicity of a lattice. It describes a one-dimensional geometry with delta-function poten-
tials separated by a,

oo

V()= > Bé(x— na). (5.33)

n=——oo

For positions 0 < & < a there is no potential energy, so if the eigenenergy is h?q?/2m, the form
of the wave function is

P(x) = €9 + Be "%, (5.34)
with boundary conditions,
. d o d 2mpg
Y(a) = e*P(0), —Y(x)|oma—ec — **—P(@)|2=c + —, 1 (a) = 0. (5.35)
dx dx g
The boundary conditions become
€% 4 Be "% = ¢'***(1 + B) (5.36)

. L —iqa tka tka 2m/8 ika
zq(e“’“—Be qa _ ik —l—e’“B):—?ek (1+ B)

Eliminating B, one can find a transcendental expression for q.
psin(qa) + 2q cos(qa) — 2q cos(ka) = 0, (5.37)

where p = 2m3/h?. Because the solution only depends on cos(ka), there are solutions for
—7m < ka < m with the solutions symmetric about £k = 0. However, for any k there are a
variety of solutions q to the transcendental equation. Plotting the solutions as a function of k
yields bands. In the limit p — 0, the solutions are given by g = k, otherwise they are shifted,
especially near the points where cos(ka) = %1 as seen in the example in Fig. 5.1.

The bands refer to the energies that give solutions. Those energies, h?q?/2m, can be found for
the values of ga, which are plotted along the vertical axis in Fig. 5.1. There are values of ga, or
equivalently of the energy, that are not solutions for some value of ka. These are called gaps,
and the gap typically refers to the jump in energy between bands. If the strength of the potential,
B were set to zero, then the term proportional to p in Eq. (5.37) would vanish, and one would
tind

2nw
qB=0) =kt — (5.38)
a
2 2 2 2
B(k) = h*q _ h?(k £ 2nw/a) ,
2m 2m
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4t

3T
\/ Figure 5.1: First four bands of the Kronig Penny

S ol | model from Eq. (5.37) where the lattice spacing is a,
and for a coupling where pa = 5. Energies would
be given by h2q2/2m.

d \/_

- —71"/2 0 71"/2 s
ka

where n = 0 refers to the first band. So, by mapping k — k + 2nm/a, the energies would be
the same as for free particles.

The structure of bands plays a critical role in understanding the electronic properties of solids.
Depending on the density of electrons, the bands are filled up to some level. If that level occurs
in the middle of a band, it is easy for electrons to become excited within the band and arrange
themselves with more positive momenta than negative momenta and yield a current. Such ma-
terials can be good conductors. If the density of electrons is such that the cutoff for filling levels
is between bands, then it requires energy to overcome the band gap to create currents. These
materials are insulators. If the cutoff is between two bands with a small gap (compared to the
temperature), the material is a semi-conductor. This concept extends to multiple dimensions,
and the band structure will depend on the geometrical symmetries of the underlying ionic lat-
tice.

5.6 Object with Discrete Rotational Symmetry

Another example of a discrete symmetry is that of the rotations of a symmetrical object. Unlike
the Kronig-Penney model, there is no particle moving in a symmetric potential. Rather, the
symmetry is the object itself. Even an object with no noticeable symmetry will be invariant
under rotations of 2. In two-dimensions, an oval is invariant under rotations by =, and a
square is invariant under rotations of 7 /2. The wave function of such an object would use and
angle ¢ to describe the position, but the angle would only have values between zero and 7 for
the oval or between zero and 7 /4 for the square. Rotations for larger angles would be equivalent
to rotations within the smaller range. The wave functions would still behave as e“™¢, but with
the constraint that

e™m® — 1 (5.39)

when @ corresponds to a rotation that brings one back to the original state. For the oval,
where ® = m, this then constrains m to the values 0, 2,4, 6 - - -, whereas for the square m =
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0,4,8,12,16 - - -. This requires a perfect symmetry. For example, if the square had distinguish-
able particles located on each corner one could distinguish between a rotation of 7 /2 and rota-
tion of zero. Thus, the values of m would return to 0,1, 2,3 - -. Even if the particles on each
had the exact same mass and charge, the values would be 0, 1, 2, 3. Thus, the first rotational
state is at a higher energy if the symmetry is higher. In fact if the object was perfectly circular,
n — 0o, one could not rotate it.

This has implications for nuclear and atomic physics. Many nuclei are elliptical and have a
reflection symmetry, (1) = 1 (—n). These are therefore invariant under rotations by 7, and
only even values of n are allowed. For three-dimensional objects only even £ are allowed for
elliptic objects, and the sequence of energy levels is constructed with £ = 0,2,4 - --. These are
referred to as rotational bands, with the term “band” having a different meaning than in the
Kronig-Penney model. To emphasize the importance of symmetry, one could consider an O,
molecule. If one of the atoms were a different isotope, then both even and odd values of £ would
be permitted, but if both were the same isotope only even values of £ would be permitted.

Example 5.2: Rotating Chain

Here, we consider an example of a circular chain of mass M and radius R with n equally
spaced identical particles fixed to the chain that can rotate together. The chain exists in two
dimensions. Find the rotational energies.

Solution:

The chain is invariant under rotations of 27 /n. Because this is rotation in a plane, the position
of the chain is specified by a single angle

0< ¢ <27/n.

Any rotation outside this range would be equivalent to a rotation inside the range. The part
of the Hamiltonian representing the rotational kinetic energy would be of the form

L? K2
= = — 02,
2M R? 2MR2 ¢

H

Because the object rotated by 27 /n is indistinguishable, the boundary condition must be that
the wave function is returned to the same state, within a phase, by a rotation by 27 /n,

Y(¢ + 27 /n) = Y().

This differs from the Kronig-Penny model in that the object carries the symmetry, where in the
Kronig-Penny model the object was a point particle moving in a periodic potential. When this
chain is rotated by 27t /n one has the same state, but when an electron is translated a distance
a in a periodic lattice, it is indeed a different state.

P (D) =™, m=-...,—-2n,—n,0,n,2n,--- ,
h2m?
™= OMR?

If one link in the chain were different, none of these arguments would apply as only rotations
by 27 would return one to the original state and m could be any integer.
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5.7 Exercises

1. Let Tzdenote the translation operator (displacement vector d); D(#, ¢), the rotation oper-
ator; and 7 the parity operator. Which, if any, of the following pairs commute? Why?

(@) Tyand T (J and d’ are in different directions.)

(b) D(n, ¢) and D(n’, ¢') (i and 7’ are in different directions.)
(c) Tzand II.

(d) D(n, ) and II.

2. Because of weak (neutral-current) interactions there is a parity-violating potential between
the atomic electron and the nucleus as follows:

V=X[6*(F)S-p+S-pds(F)]

where S and p are the spin and momentum operators of the electron, and the nucleus is
assumed to be situated at the origin. As a result, the ground state of an alkali atom, usually
characterized by |n, £, j, m) actually contains tiny contributions from other eigenstates as
follows
In, £, 3, m) — [n, £, j,m) + Z Cn',é’,j',m’|n,7£/aj/9 m’)
n’ 5 ,m’

On the basis of symmetry considerations alone, what can you say about (n/, £, 5/, m’)
which give rise to non-vanishing contributions?

3. Suppose a spinless particle is bound to a fixed center by a potential V' () so asymmetrical
that no two energy levels are degenerate. Using time-reversal invariance prove

(L) = 0.

for any energy eigenstate. Use the fact each eigenwave function v () must be an eigenstate
of the time reversal operator with eigenvalue e*7, thus ¥*(¥) = €Y1 (7). Also use the fact
that (a|L;|cx) is real because L; is a Hermitian operator. (This is known as quenching of
orbital angular momentum.)

4. Consider the time-reversal operator for spin-1/2 particles, ® = o, K, where K takes the
complex conjugate of all quantities to its right. Show that ® commutes with the rotation
operator,

R(0) = cos(0) + i& - Osin().
5. Consider a particle of mass M confined to a two-dimensional circle of radius R.

(a) Write down the Schrodinger equation for the wave function v(¢), where the potential
depends only on ¢, and radial motion is ignored.

(b) Assuming the potential is periodic,
V(¢ +27/N) = V(¢),

where N is an integer. Write the boundary condition relating ¥ (¢) and ¢ (¢+27/N),
where the eigenvalue of the rotation operator, R(27/IN), is e?7. What values of ~ are
allowed?
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(c) Assume the potential ,

V(g) =8 ) (¢ —2mk/N),

k=1,N

Assume the wave function has the form,
Y(¢) = €™ + Be™"™?, 0 < ¢ < 2m/N,

where m is not necessarily an integer. Find a transcendental expression for m in terms
of 3, M, v and n. Hint: Note the similarity to the Kronig-Penny model, where the
solution in Eq. (5.37) translates to this problem with ga — ma, ka — v,anda — «,
with « = 2w /N.
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6 Approximation Methods

Physics is rarely solved exactly, and the art of approximating the correct answer is the essence
of any physics problem. Even if a problem cannot be solved exactly, one may be able to sat-
isfactorily approximate the true solution. A wide range of approximation methods exist, that
vary widely in the circumstances under which they become accurate. For instance, the WKB ap-
proximation provides a crude estimate of tunneling probabilities that is valid when the potential
changes slowly with position. Variational methods encompass a wide variety of approaches and
becomes exact when the true wave function can be well described with some form involving a
few adjustable parameters. For transitions, it is good to understand whether the Hamiltonian is
changing quickly or slowly, as if the time scale describing the change is either much shorter or
much longer than any characteristic frequencies of the problem, one can apply either the sudden
or adiabatic approximation. Finally, if a Hamiltonian differs by a small amount from one which
is exactly solvable, the exact solution can be expressed as a converging sum of perturbative cor-
rections. This chapter covers five different classes of approximation:

The WKB Approximation
Variational Theory

The Sudden Approximation
Stationary-State Perturbation Theory

AR

Time-Dependent Perturbation Theory

The choice of approximation method depends both on the justifiability of the approximation
and on what is being asked. For instance, time-dependent perturbation theory is applied for
problems where a transition is being studied, such as a decay or a scattering. For addressing
questions about a stationary states, e.g. how is the binding energy of the ground state affected
by a small additional potential, one might apply stationary-state perturbation theory or a vari-
ational method. The methods presented here by no means constitute an exhaustive list. Lattice
gauge theory the method becomes exact in the limit that the space time mesh becomes infinitely
fine.

6.1 The WKB Approximation

The WKB (Wentzel-Kramer-Brillouin) approximation is a useful method for estimating wave
functions and tunneling probabilities for smooth potentials or for potentials with only a few
discontinuities. The WKB approximation for a wave function can be written as:

P(x) = Ay (2)e ™ + A_(z)e ™ 6.1)
¢@) = [ da'p(a’)/n,

where the lower limit of the integral is absorbed by the arbitrary phases in A and A_. The
function p(z) is defined by

p(z) = /2m(E — V(z)), (6.2)
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and can be thought of the momentum of a classical particle with energy E at position x.

To assess the accuracy of the approximation one can apply the Schrodinger equation to the as-
sumed form for 1. Here we use only the A, term.

(H ~ BYg(e) =~ (@) — (B~ V)y(a) ©3)
= {p;iz — FE — V(a:)} A, (x)e*®

+ g 20(@) 5L AL (@) + AL(@) 5 p(e) | 20

h? o? )
- { A+(m)} @)

2m | Ox2

The first term disappears from our choice of p(x) while the second term will vanish if we choose

Ay (z) o p(=) ™2, (64)
The last term does not vanish, but is neglected in the limit that # is small as it is proportional to
h?. One can understand the accuracy of the approximation by taking the second derivative of
A (x) in the last term and comparing it to the other terms. One then sees that the approxima-
tion becomes exact when characteristic length scales of the the potential are much longer than
h/p().
Physically, one may understand the p~'/2 dependence of A, by realizing that the WKB ap-
proximation has no reflection associated with it, at least when E > V and p(x) is real. Thus,
conservation of flux requires p|A|? to be constant.

To estimate the binding energy, one sets the phase ¢ (x) to be zero at one turning point (a point
where p(z) = 0), then solves for ¢(x) at the other turning point. By finding an energy for which
the phase changes by 7 one then has a solution. For one may then combine such a solution with
the A_ solution to return to the original turning point incurring a net phase change of 2.

Example 6.1: Ground State of Harmonic Oscillator in WKB approximation
Consider a particle of mass m in the one-dimensional harmonic oscillator potential,

V(x) = %mw2w2. (6.5)

estimate the energies of the eigenstates.

Solution:

For bound states, one typically applies the WKB approximations between the classical turning
points. This involves assuming that the WKB phase is a multiple of 7 between the points
defined by V (z) = E. In this case one fourth of 2ns must result from integrating [ k(xz)dx
from zero to the turning point.

n vVa2m (¢ 1 1
o —/ dw\/—mw2a2 — —mw?x?, (6.6)
h 0 2 2

2

where the turning point a depends on the unknown ground state energy, E = mw?a?/2.
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Solving the equation above for a gives

9 2nh
a’ = — (6.7)
mw

E = nhw,

which is correct aside from an extra iw /2. Because it was assumed that the wave function
vanished at the turning point (where p(x) = 0), rather than allowing the wave function to
gradually decay in the region where p(x) is imaginary, one expects it to consistently give an
over-prediction of the energies.

Because other methods tend to be much more accurate, the WKB approach is rarely used to
estimate ground state energies. The most common use of the WKB approximation is to esti-
mate tunneling probabilities. In this case the wave functions have exponentially growing and
decaying amplitudes.

P(x) = Ap(2)e?™ + A_(z)e ™) (6.8)
() = / da'q(z') /1,

where the approximation is applied to tunneling regions, V(z) > E. The function g(x) is
defined as

q(z) = /2m(V(z) — E), (6.9)

In fact, one usually ignores the = dependence of the amplitude and merely states that the tun-
neling probability form going from turning point a to turning point b is

Rszump{—%Lszﬁmﬂ“my—E%q (6.10)

with the factor of two coming from squaring the amplitude.

Example 6.2: Tunneling Through Barrier
Consider a particle in a potential,

oo, <0
. 0, 0<x<L
V@) =1\ v, L<z<2L
0, > 2L

where the barrier, Vj is large. Estimate the tunneling probability of a particle stuck in the well.
Solution:
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First, estimate the energy of the ground state ignoring any penetration,

L
T = / dx vV2mE /h
0

L
= g 2mE,
h2m?

- 2mL2?’

Next, estimate the rate at which the particle collides with the right side to try and escape. The
distance back and forth across the well is 2L, and if the velocity is /2E /m, the rate is

v hm
2L 2mlL2’

try —

Finally, one can apply the WKB approximation to estimate the tunneling probability,

2 2L
F’tunnel = exp {_7_7,/ dx p(m)} 9

p(z) = v2m(V(z) — E) = \/2m(V, — E),

2L
-Ptunnel = exp _7 V 2'rn'(‘/() - E) 9

2L h272
=expq ——— {/2m(V, — )
h 2m

The factor of two in the exponential is from squaring the wave function, which is assumed to
be unity at @ = L. The estimate for the decay rate is then

I' = FtryPtunnel'

Every step of the WKB approximation is crude, but having an estimate of the decay rate through
a barrier can be useful even if the accuracy is only within an order of magnitude given that
decay rates for processes like fission can range from 10~2° seconds to many times the age of the
universe.

6.2 Variational Theory

Variational calculations are used to calculate ground state wave functions by using the simple
fact that all states must have energies greater or equal to that of the ground state. Thus, by
writing a state in terms of some parameters «;, and minimizing E = (&|H|&) with respect
to the parameters o;, one knows that the energy can never fall below the true ground state
energy. The minimization procedure therefore can be used to estimate the ground state energy
and ground state wave functions.
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Example 6.3: Variational Estimate of Ground State Energy of Hydrogen Atom

Consider the Coulomb potential,
2

V(r) = —87.

We suppose that we were lucky and guessed an exponential form for ground-state hydrogen
atom wave function by assuming a trial form,

where a is the variational parameter and the prefactor was chosen to normalize the wave
function. One would then minimize the expectation of (H) with respect to a.

(H) = 47r/r2d'r P*(r) [_;—m(af +(2/7r)0,) — e? P(r),

and after doing the integrals,

h? e?

H) =
(H) 2ma? a

The minimization, (8/8a)(H) = 0, yields

h2
a= ,
me?

2

e
HY = ——.
(H) o

In this case this gives the exact wave function and ground state energy, but only due to the for-
tunate choice for the form of the wave function. In general, one would obtain an approximate
wave function with on overestimate of the ground state energy.

Variational calculations are popular in a variety of many-body applications where the interac-
tions and many-body wave functions can be extremely complicated.

6.3 The Sudden Approximation

The sudden approximation is typically applied when calculating transition probabilities for
cases where the Hamiltonian changes rapidly between two times ¢, and t,. The approxima-
tion becomes exact in the limit that the Hamiltonian changes instantaneously. In that limit one
can approximate the transition amplitude by a simple overlap,

P(B = a) = [(a|U(t2, ta)IB) %, (6.11)
(a|U(t2, 1)|8) = (a|B),

where |3) is usually an eigenstate of the Hamiltonian before ¢;, and |a) is usually an eigen-
state of the Hamiltonian after ¢,. A previous example of a sudden transition was presented in
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Example 2.1.

The sudden approximation can be used whenever the times ¢; and %, are so close that the rel-
evant energy changes multiplied by (t2 — t1)/h are small. The sudden approximation is com-
monly used in nuclear reaction theory. If a high-energy particle knocks a proton or neutron out
of the nucleus with high energy, the remainder of the nucleus finds itself suddenly in the wrong
wave function, and calculating the probability it will be found in a particular state is approxi-
mated by simply taking the overlap of wave functions.

When a potential is changed slowly, the probability remains assigned to the same state. This
is because for each differential change in the potential, a differential change € is induced in the
wave function. However, if the changes occur at much different times, as would be the case
for a slow change, the differential amplitudes contribute with uncorrelated phases and the net
change in the probability goes as ) |€|> = 0. Thus, if a particle is in the ground state, and the
well changes slowly, it remains in the ground state afterward. This also implies that entropy is
not generated, hence the term adiabatic.

Example 6.4: Expanding Well

The most common example used to illustrate the sudden approximation is the case of a par-
ticle of mass m in an expanding well. Here, we consider an infinite square well confining
particles to the region 0 < = < a which suddenly expands at time ¢ = 0 to allow particles to
occupy the region 0 < = < 2a.

Assuming a particle was in the ground state of the old well,

a) What is the probability of being in the state n of the new well? The wave functions of
the new eigenstates are

Pn(x) = \/gsin [nrx/(2a)], 0 < z < 2a,

where the new ground state has n = 1.
b) What is the expectation of the energy (H ) after the expansion of the well?

Solution:
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a) Take the overlap of the two ground state wave functions then square it,

P(0 — n') = [Mosa|?,

Mon = \/g\/g /0 " de sin(rz/a) sin(nrx/2a)
\/5

= 4_ adw [_ei(n+2)‘rrm/2a _ ei(—n—2)7rm/2a + ei(n—2)7rm/2a + ei(—n—|—2)7‘rm/2a}
a Jo

= ﬁ ’ dx {cos[(n — 2)wx/2a] — cos|[(n + 2)7x/2al}

2a 0
_ V2 _sin[(n +2)7/2]  sin[(n — 2)7/2]
B = R e T

=‘/7§sin<mr/2>{ -3

n-+ 2 B n—2
W2(_1)n+1/2/(n2 — 4), n = odd
= %, n =2
0, m > 2 and even
32/[n?(n?* — 4)?], n = odd
P(0—n)= %, n=2
0, m > 2 and even

The ground state is n = 1 and that probability is 32 /972

b) The energy of the states n are E,, = h?*n?n?/8a? summing over n multiplied by
P(0 — n) should give the original energy because the wave function does not change
in the instant the well is moved, and the kinetic energy depends only on the form of the
wave function, and not on the potential. Thus, the kinetic energy will not change if the
potential suddenly changes. However, if the potential changes in the region where the
wave function is non-zero, the total energy will change. Thus, one could put in great
effort to perform the sum but the result would be

h27?

2ma?

ZEn|M0—>n|2 —

6.4 Stationary-State Perturbation Theory

Here, we present stationary-state perturbation theory which is also known as Rayleigh-Schrodinger
perturbation theory. Here, one solves for states and their energies in an expansion of powers of

A where the Hamiltonian is
H = H, + \V. (6.12)

The potential V' is known as the perturbation and is assumed to be small while A is assumed
to be unity and is only used to keep tally of the expansion of V/, i.e. the expansion in A is an
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expansionin V.

Before one embarks on perturbation theory, one assumes that one has already solved for the
states |n), which are eigenstates of H,, with eigenenergies €,,. The goal is to express solutions
for the new eigenenergies and eigenfunctions of the full Hamiltonian, H, as an expansion in
powers of A, where each term in the expansion is expressed in terms of |n), (m|V|n) and e,

We assume that both the eigenstates and eigenenergies of the new Hamiltonian can be written
as an expansion if powers of X,

INY = |n) + A|NDY + X2IN®@) 4 ... (6.13)
E, =€, + AEQD + N*E®) + ...

Here, the terms [N @) and E\) denote the corrections to the specific eigenstate |n) and energies
of order AJ. We are also free to make an assumption about normalization of the state | N).

(n|N) = 1, (6.14)

which is equivalent to saying that the additional parts of the wave function have no |n) compo-
nent,

(n|N@W) =0, forj > 0. (6.15)
The Schrodinger equation,
(Ho + AV)|N) = E,|N), (6.16)
must be satisfied to every power of X individually. By inspecting the j* power of J, this gives
Ho|NW) 4+ VINGD) = Y~ E®|NUR), (6.17)
k=0,j

Here, the sum over k goes from zero to j with the understanding that |[N(®) = |n) and E(® =
€n- We solve for the expressions iteratively. That is, one first finds E®*) then finds |IN®), then
given those states move onto k + 1. To find E®)), one takes the overlap of Eq. (6.17) with (n|
and using the normalization definitions one obtains

(n|VING-Dy = @), (6.18)

For the case where j = 1, one obtains the lowest-order perturbation theory answer for the
energy.

E() = (n|V|n). (6.19)

The state | V@) is defined by its overlap with the states (m| where m # n. Given that EY) is
now known, one can find the (m|IN@)) by taking the overlap of (m| with Eq. (6.17),

em(m|INW) + (m|V|INU-D) = 3" EF (m|NGH). (6.20)

k=0,j
Solving for the 5" order, which is unknown,
, 1 , ,
(m|NW) = ——— <—<m|V|N<J—”> + ) EP(m|NUP) . (6.21)
€m — €n k=1,j
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The first-order correction to the wave function is then

INMY = Z |m (m|V|n) (6.22)

m#n

Using the state | N1}, one can then find the expression for E(?),

(2) Z |<m|V|n |2 (6.23)

m#n

Several important principles can be realized by observing the form of E®). First, two state’s
energies are pushed apart in 2nd-order perturbation theory, a phenomena known as level repul-
sion. Secondly, if the levels are initially close, the energies are more affected. In fact, if they are
degenerate, perturbation theory breaks down, and one must apply degenerate perturbation the-
ory which is the topic of the next sub-section. Of special significance is noticing that the ground
state is always lowered in second-order perturbation theory.

Example 6.5: Harmonic Oscillator with Linear Perturbation
We will find the second-order correction to the ground state energy of the Harmonic oscillator
with a linear perturbation,

h? 1
Hy = ——83 + —mw?a?,
2m
V = Bz,

Perhaps surprisingly, this gives the exact answer for this case.
Solution:
To proceed one can write the perturbation in terms of creation and destruction operators,

V=2

h
(a+a)
W

The ground state then overlaps with only the first excited state,
h
(1V1]0) = By 5—
2mw

oo _ LAV
hw 2mw?’

and the correction to the energy is

One could have also solved this exactly by completing the square of the potential,

1
V(x) = gmwza}z + Bz
1 2 2
= —mw?(xz+ p = '6—,
2 mw? 2mw?
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and the last term is a constant correction to the energy, while the rest of the change is simply
a translation of the potential. Given that the exact solution is proportional to 32, it must also
equal the perturbative correction to second order because any other order of correction would
involve 3 to a higher power.

Finally, we point out that there is a competing scheme for perturbation theory, know as Brillouin-
Wigner theory. It differs in that E(™) appears in the expressions for higher-order corrections to
the wave functions. Operationally, results are the similar as the Rayleigh-Schrodinger form.
The Brillouin-Wigner scheme will not be pursued here, but the interested reader can easily find
descriptions of it in standard texts. Baym’s Lectures on Quantum Mechanics contains a nice
description.

6.5 Degenerate-State Perturbation Theory

Due to terms of the form

(m|V]n)

€Em — €Ep ’
perturbation theory falls apart when the perturbation mixes degenerate states, €,,, = €,. This
can be corrected by first separating the part of the potential that mixes the degenerate states, V,
from the remainder of the potential, V’, then diagonalizing V; and using perturbation theory
for V.

Formally, this means dividing the potential into parts using projection operators,

V=V,+V (6.24)
Vd = PdVPd
V' =1 —-P)V(I— Py) + P,V(I — Py) + (I — Py)V Py,

where P, is the projection operator that projects the subset of states that are degenerate

Py= ) |m)(ml|. (6.25)

med

Because (m|V’|m,) = 0 when m, and m, are in the degenerate set, there is no longer any
problem. Note that by diagonalizing V;, V; essentially becomes part of Hy.

Example 6.6: Stark Effect
Here, we consider the diagonalization of V,; and forget about the perturbative part entirely.
The Stark effect refers to the placement of a hydrogen atom in an electric field,

V =e€&z.

and are interested in calculating the splitting of the 2s and 2p levels. In this case the matrix
elements of V' are zero along the diagonal of the 4x4 matrix that describes V. This arises
because the three p states and the s state have specific parities while the interaction is has
odd parity, and an odd-parity interaction can only result in non-zero matrix elements when
sandwiched between states of opposite parities. The s state can be mixed with the p states by
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the interaction. Thus, there is an off-diagonal matrix element
(n=2,£=1,m;=0|V|n=2,£=0) #0.

All other matrix elements are zero. Using the forms for the wave functions given in a previous
lecture, one can solve for the matrix element,

(2s|V|2p,m = 0) = /dﬂrzdng,o(r)R2,1(r)r cos 0Yy0(0, 9)Y1,0(0, ¢) = 3eao|E|.

Because V4, in the relevant part of the Hamiltonian matrix is a 2 X 2 matrix proportional
to o, the eigenstates of V; are +3eag|E|. One can then apply perturbation theory to find
corrections due to mixing with other shells. When going forward, one must use eigenstates of
V4 as the basis.

6.6 The Interaction Representation (Picture)

Before one can begin time-dependent perturbation theory, we need to present the interaction
representation, which is an alternative to the Schrodinger and Heisenberg representations. Sum-
marizing the representations,

[9(t))s = e /"y (t = 0))s, (6.26)
Y)Y = | (t = 0))s (Heisenberg states are fixed in time),

[ (t))1 = e |p(t))s = e le T H Ny (t = 0))s,

where the Hamiltonian is divided into an understood part, Hy, and a perturbation V. In almost
all instances, the basis is chosen to correspond to eigenstates of Hy. Note that if V' = 0 that the
interaction states become equal to the Heisenberg states.

Because matrix elements (¢| ABC|1) must not depend on the representation, operators in the
Heisenberg and Interaction representations must be re-defined. In terms of Ag, the operator in
the Schrodinger representation, then become

Ap(t) = et Age tH/N (6.27)

AI(t) — eiHOt/hAse_iHot/h,

where we have assumed that H is not time dependent. Otherwise, e ~¢H¢/"

with an evolution operator.

would be replaced

Solving for the evolution of a state in the interaction representation,

i () = ih S e (1)) (6.28)

= — "7 Ho |y (t)) s + eV (Ho + V) |4(t)) s
_ eiHot/hVe—iHot/heiHot/ﬁ|¢(t)>5

= Vi(®)[9(t))1-
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The subscript I is omitted in most literature and the knowledge of which representation is being
used is almost always left to the astute reader, who is assumed to recognize the representation
by context. If the potential has an explicit time dependence, the explicit time dependence must
be absorbed into V;(t). Working in a basis of eigenstates of Hy,

Vs(t) =Y Bmn(t)|lm)(nl, (6.29)
Vi(t) = Y B ()" m) (n],

where the eigenstates of H are /w,. In many applications the potential does not explicitly
depend on time and 3,,,,, would not depend on time.

6.7 Time-Dependent Perturbation Theory

Many problems in quantum mechanics involve time-dependent interactions. Obvious examples
include spin magnetic resonance problems where the interaction explicitly varies in time as the
magnetic field is oscillating. A less obvious example is a scattering problem where the incom-
ing wave packet slowly enters the region where it feels the potential then leaves. This problem
is treated by considering asymptotic momentum states with a potential that slowly turns off
and on with time, rather than with a fixed potential with wave packets. In fact, nearly all per-
turbative scattering (e.g. Feynmann diagrams) treatments are applications of time-dependent
perturbation theory even though the potential is not actually varying with time.

Using Eq. (6.28), the evolution operator in the interaction picture is defined by

[ (t)) 1 = Ui(t, to)|¥(to)) 1, (6.30)

= tHo(t=to)/hg=iH(t=to)/h|4 (1)),

UI(t, t()) — e’iHo(t—to)/ﬁe—iH(t—to)/ﬁ.

The equations of motion for the evolution operator are then,

d d , . .
ih—U(t to) = ih— (eHot/he—iHt/N) (6.31)
— piHot/hys p—iHt/h
= Vi(t)U(t, to).
The boundary condition is
U(t - t(), to) = 1. (632)
One can rewrite the differential equation as an integral equation,
i ‘ ’ / /
Ur(t,t0) =1 — %/ dt’vi(t" ) U (t', to). (6.33)
to
One can see that this is a solution to the differential equation by taking derivatives of it w.r.t.

time. One can take the expression for U on the left-hand side and insert into the place of
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U;(t', to) on the right-hand side. If one continues this substitution ad nauseum,

UI(t,tO)_l—%/ dtV(t)—l—( ) /dt/ dt" V() Vi (t") (6.34)

( )/dt'/ de” /t(n T OV Vi) 4 -

The integral equation is known as the Dyson series, named after Freeman ]. Dyson, https:
//en.wikipedia.org/wiki/Freeman_Dyson. Keeping only the first term in the expansion in V'
amounts to first-order perturbation theory.

Also note the the operator Uy is related to the Schrodinger evolution operator by

Ug = e tHot/IygtHot/h, (6.35)
Transition probabilities, which are the square of matrix elements |(n|Us|i)|? with n and ¢ refer-
ring to eigenstates of H, are similarly |(n|U;|2)|? in the interaction representation.
To second order perturbation theory, the matrix element becomes

. t
(n|Ui(t,to)|é) = —% / dt' (n|Vs(t')|3)e'en et/ (6.36)

to
A\ 2 t t’ . ’ . ”
H(T) X [ ar [ at Ve mml V(e injetcrmeeitn—eor,
m to to

It is straight-forward to find expressions for the higher-order terms, but the expressions become
lengthy. Note that the this expression was accomplished by invoking

(n|Vi(t)lm) = (n|Vs(t)|m)e e/l (6.37)

where the Schrodinger operator V() usually has no time dependence unless the interaction
explicitly depends on time.

6.8 Fermi’s Golden Rule

We will now derive one of the most important expressions derived in this class, Fermi’s Golden
Rule for the transion rate from the state |2) to the state |n), where |¢) and |n) are eigenstates of
H,. The transition probability will be calculated to first order in perturbation theory. We will
derive the same expression twice to demonstrate how robust the derivation is.

First we consider the case where we turn on the perturbation slowly according to an exponential,

(n|Vs(t)m) = €™ Vo, 1 — 0F (6.38)

where the times being considered are less than or near zero, meaning the interaction was turned
on slowly from ¢ = —oo. To first order,

y t
(n|Uy(t, —o0)|i) = —%Vm / dt’ eilen—e)t/htnt’ (6.39)
Vni

— ei(en—ei)t/ﬁ-l-nt
€, — € — thn
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Thus, the probability goes as,

Py, (t) = [(n|Us(t, —o0)]i)|* (6.40)
. |Vm'|2
(e — €)? + B2

2nt
’

In obtain Fermi’s Golden Rule, the goal is to find the transition rate,

d

_ 27| Vai|?
B (€n — €)%+ h2n?’

where we have made the approximation that we are considering the rate at a time where 7t is
small. From an end-of-chapter problem, you can see that the n-dependent terms can be replaced
with a é function as n — 07,

2
Rin(t) = %|Vm|26(en — &) (6.42)

Thus, there is only a non-zero transition rate if the final state has the same energy as the initial
state. This works for scattering or decays, where indeed there are many final states with a given
energy. The é function looks a bit peculiar, but makes sense when the states n are in a continuum.
For instance, one does not calculate the electromagnetic decay rate of a radioactive nucleus to
a specific state where a photon has a momentum k, but instead to any state within a specific
angle. By summing over all such states, and using the density of states to transform the sum to
an integral over the photon energy, [ de, - - -, the delta function is effectively replaced by the
density of photon states.

Aside: Changing Sum over Momentum States to Integral

Fermi’s golden rule features a delta function in energy, 6 (E; — E;). This suggests you can only
transform to states with exactly the same energy, and if the state does have exactly the same
energy, the transition rate would explode. In reality, the delta function has a finite width, An,
and only as 7 — 0, 6(E; — E;) becomes a true delta function. Another limit one considers
is that momentum states are defined in some length, or some volume in three dimensions, that
approaches infinity. Summing over final states means summing over final momenta, which in
the limit of L — oo means that the number of states within some small energy range will
become infinity. Thus, we will assume that 7 — 0, but that the length approaches oo such that
nL — oo.
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As shown in Chapter 2, if one has a one-dimensional infinite square well of length L, the bound-
ary conditions give

sin(kL) = 0, (6.43)
kL =nm, (k> 0)
dn _ L
dk  w

If one considers momentum states, rather than the sin(kx) forms which describe a linear com-
bination of both forward and backward waves, the number of states per dk is

dn L
E:%’ —o0o < k < oo. (6.44)
One can extend this into three dimensions where the infinite volume is €2,
dn_ @ (6.45)
d3k  (2m)3

If the particle also had spin, a factor of (2s + 1) would be added. The sum over states in three
dimensions thus becomes

L o0
— — / dk, one dimension, (6.46)

= 2T ) _ oo

A oo
E — / d*k, two dimensions,
(2m)?

k — 00

Q
Z — /d3k, three dimensions.
o (@m)?

For Fermi’s golden rule, the delta function is expressed in energy, so in order to integrate the
differential dk must be changed to dF,

dE dE
dk = = , (6.47)
dE/dk  hvy
m
= dFE——, non — relativistic,
h2k
= dFE——, relativistic,
h2k
dE
= —, massless.
he
Here, v, = dE/dp is the velocity of a particle of momentum p. Integrals of the type one
encounters with Fermi’s Golden rule can then be easily performed,
k
/ dk £(k)S(E; — Ey) = L) (6.48)
Ik |with k such that E;=E;
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6.9 Harmonic Perturbations

Rather than having a potential that turned on slowly, one could envisage a potential with an
explicit time dependence characterized by some frequency w,

1 , .
(n|V5(t)|m> == Vnment COS(Wt) = 5 nment (eZWt + e_ZWt) . (64:9)

One can then follow the same derivation by noting that the only two differences are the factor
of 1/2, which get squared to obtain a probability, and the extra phases in the two terms. If we
consider each term separately e** and e~*“*, one can write the answer without much thought.

d """ hn 4

[0(€n — €; + hw) + d(€, — €; — hw)] . (6.50)

Additionally there would be cross term from squaring the matrix elements, but that term be-
haves as cos(2wt) and is disregarded when averaging over time.

Example 6.7: Exciting a Particle with a Radiative-Like Interaction
Consider a particle of mass m in the ground state of a § function potential,

Vo(w) = —B5(x)
The particle feels a harmonic potential
V(t) = eEx cos(wt), hw > |G.S. energy|

Estimate the ionization rate using first-order perturbation theory. To simplify the problem,
assume the outgoing momentum is high enough that the outgoing wave can be treated as a
plane wave, i.e. the corrections due to the delta function potential are small. This is a one-
dimensional example that has much in common with radiative excitation.

To solve this problem,

1. Find the G.S. wave function and G.S energy of the delta function potential.

2. Calculate the matrix element (k|V'|0) using a normalized state (z|k) = e /+/L where
L is an arbitrarily large size to the box.

3. Sum the probability over states by writing it as a density of states. Notice how the size
of the box falls out of the problem.

(1) The solution to the delta function potential from Example (2.4), and the plane wave func-
tions are,

"/)0(517) =V Q/ze_‘”zla q = n;_f’
tkx
Yi(@) = eﬁ k= \/2m(hw — B)/12,
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where B = h?g?*/2m is the binding energy.
(2) The matrix element is

Vio = i/daz eExe **e—al@l
V 2L
= —ieE,/i/da} x sin(kx)e !
2L
/ d
= ieF i—/daz cos(kx)e 9!
2L dk
. qg d { 1 1 }
=1elb, | —— — + .
2Ldk (g + 1tk q — ik
, [2 2kq3/?
=ieE\| —————.
L (g% + k?)?

(8) Using Fermi’s golden rule, the ionization rate is

R—W/Ldkw 26(e, — hw — B)
T op ) am RO T

1 e2E?%k2¢3 4

" h(q? + k2)4 |dey /dK|
4m e?’E?%kq3
K3 (q2—|—k2)4.

A factor of two entered the expression because the delta function picked up contributions
from Lk.

As stated in the problem, an approximation was made in that the outgoing wave function was
assigned the form e?**/+/L. More realistically, the outgoing wave should have been a plane
wave modified by the delta function potential. In that case, the form would be

1 eikm _|_ Ae—ikm, T > 0
Yr(x) = —= ik

VL Be"™*, <0
A similar form would have been used for the solution with outgoing wave e~**. One could
have solved for A and B, then calculated the integrals as done before. This improvement
requires some work, but is certainly tractable. In nuclear physics fixing the outgoing wave to
include the potential is known as the distorted wave Born approximation (DWBA).

6.10 An Exactly Solvable Model of a Time-Dependent Interaction

The problem described here is quite specific, as it only applies to two-component problems.
However, it does illustrate how time dependence manifests itself in the evolution. Consider two

122



PHY 851/852 6 APPROXIMATION METHODS

states |1) and |2) interacting through the time-dependent potential,

h h
H() = hw1|1)(1| —|— h(.d2|2><2| = E(wl —|— wz)]I —|— E(wl — wz)o'z
Vi = v cos(wt)o, + 7 sin(wt)o,
or written as a matrix,

E e—iwt
H = ( 7e5~’t v s > : (6.51)

This is the form of an interaction with a time-dependent magnetic field,
H = Hy + ji - B(t), B(t) = Boz + B, [& cos(wt) + § sin(wt)] . (6.52)

One can make the substitution,

) _ El + E2
) — e ™), @ = —n (6.53)
to write the new Hamiltonian as
wiz/2 et
H = ( ,Yl;i{;t jw12/2 ) ) (6.54)

where Wi = (El — Ez)/z

Writing the evolution in the interaction picture for the components 1, and 5,

%d)l(t) = 7/%1#1(15) + ige_iwt’%bz(t)

d .
Za(t) = i a(t) + i ey ()

Now, by making the substitution,

_— eiwt/2,¢1

1

/r — _—iwt/2
2:8 /¢27

one can derive the evolutions,

d ’ __-(w12_w) ’ Z ’

a’l,bl(t) = -1 9 ¢1(t) + h¢2(t)

(w12 — w)
2

d
SR = () + 1 (D).

The problem now looks like a Hamiltonian without a time dependent interaction,

A _
H' = waz + voy. (6.55)
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This is the same problem as we worked out for neutrino oscillations. The evolution operator
becomes

e H'Yh = cos(Qt) + o, sin(Qt),
(wiz —w)? 2
Q=4 — - 4+
[
o, = cos(0)o, + sin(0)o,
2v
h(w12 — (.U)

tan(0) =

If the state begins polarized in the z direction, the maximum probability of becoming a spin-
down state is 5 1o
*/h

Y?/h? + (w — wi2)?/4

The resonant form in this example clearly displays that driving the system at the resonant fre-
quency, w = ws2, results in the greatest chance for flipping the spin. NMR works on very similar
principles, only in this case the time-dependent field usually oscillates only in one plane, i.e.

max [ |0 )2 =

(6.56)

B(t) = Boz + B & cos(wt).

This is a bit harder to work out as compared to our example but the resonant conditions remain
the same.

The functional form above,
1 r/2
w1+ (w— wr)z/(I‘/Z)Z’

is known as a Lorentzian. This function has a maximum at w = wg, and integrates to unity. The
parameter I' is known as the width, or the half-width, meaning that the width of the function
measured at half its maximum height is I'. Lorentzian forms show up in resonant forms, e.g. for
driven harmonic oscillators. When the driving frequency, w, matches the fundamental, or reso-
nant, frequency, wg, the resulting amplitude is a maximum. In quantum mechanics, adjusting
the energy can be thought of as adjusting the frequency, and when an energy from some channel
matches the energy of a different channel, the channels couple most strongly. For instance, if the
beam energy of scattering matches the energy of an unstable state, the scattering cross sections
often maximize at that energy. For this reason, excited states encountered in nuclear or particle
physics are often called resonances.

Flw) = (6.57)

6.11 Exercises

1. Using the WKB approximation, you can estimate the lifetime of a particle of mass m ini-
tially trapped in the “ground state” of a one-dimensional rectangular well using Eq. (6.10),

oo, <0
V(x) = 0, 0<z<a
>, a<zx
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Assume the barrier is sufficiently high that the wave function in the well can be approx-
imated as that of an infinite well and that the frequency of tunneling attempts can be
thought of as the rate at which a classical particle would impact the barrier at that energy.

(a) Estimate the energy F, by treating the potential as if its infinity at x = a.
gy y g P y
(b) To what point, x ¢, does the particle need to tunnel to escape the well.
p f P P

(c) Estimate the tunneling probability, e~2?, where ¢ is calculated using the WKB ap-
proximation. Le. find an expression for ¢. Warning: The integral is not trivial.

(d) In terms of ¢» what is the lifetime?

2. A particle of mass m is initially in the ground state of a one-dimensional harmonic oscil-
lator of frequency w centered at © = 0. Suddenly, at time ¢ = 0, the center of the well is
moved to & = £. Here, you will calculate the probability that the particle will be found in
the state |n) of the new well, where |0) is the new ground state.

(a) The ground state of the old well can be written as
|po) = 4V )0),

where ¢y is the ground state of the old well and |n) refers to eigenstates of the newly
positioned well. Writing the operator d/dx in terms of creation and destruction op-
erators of the new well, find an expression for |¢¢) as a linear combination of |n).
HINT: You will probably wish to use the Baker-Campbell-Hausdorff relation.

(b) What is the probability of finding the particle in the state |n).
(c) What is the expectation of the energy (H ) after the well is shifted?

(d) If the well were shifted slowly instead of suddenly to its new position, what would be
the probability of finding the particle in the ground state of the new well?

3. Estimate the ground state energy of the hydrogen atom using a three-dimensional har-
monic oscillator ground state wave function as a trial function. Give your answer in terms
of the electron mass m and the coupling e?.

4. Estimate the ground state energy of the three-dimensional harmonic oscillator using the
hydrogen atom wave function as the trial wave function. Give your answer in terms of the
mass m and the characteristic frequency of the harmonic oscillator w.

5. Consider a particle in an infinitely deep square well of width a.

00, r < —a/2
Vo(z) = 0, —a/2<x<a/2
00, x> a/2

A particle feels a perturbative potential,
Vi(x) = Bsin(mx/a)

(a) What is the change in the ground state energy in lowest (non-zero) order perturbation
theory?

(b) What is the correction to the energy of the first excited state to the same order?
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(c) What is the correction to the wave function of the ground state to lowest non-zero
order?

6. Consider the Hamiltonian:
HO = (X0,

and the perturbation
V = Bo,

(a) What is the correction to the ground state energy to second order in perturbation
theory?

(b) What is the correction to the excited state’s energy to the same order?

(c) Find the exact expression for the energy of the first state, and show that it gives the
same answer as part a when expanded in powers of 3.

7. An electron of mass m initially in the ground state of a three-dimensional harmonic os-
cillator potential characterized by frequency w, i.e. the ground state energy is 3w /2, is
placed in a region with uniform electric field E.

(a) By finding corrections to the ground state wave function in first order perturbation
theory, find an expression for the electric dipole moment induced in the atom.

(b) An alternative method for calculating the dipole moment is to differentiate the energy
with respect to the electric field. Show that this method yields the same expression
found in (a) when one uses second order perturbation theory to find the correction to
the energy.

8. Two electrons whose positions are defined by r; and r, relative to the centers of their
confining potentials. The confining potentials are then separated by a distance R.

1
Vo(ri,re) = Emwz('rf + rg)

Positive charges +e are fixed at the centers of the potentials. The electromagnetic energy
between the two wells is:

e? e? e? e?

+ — - — - — .
R |R+7 —7| |R+7| |R—T2

Here, the repulsive interaction between the two positive ions is described by the first term,
and the repulsive interaction between the electrons is described by the second term. The
last two terms describe the attractive interaction between the electron and the ion in the
other well. The electromagnetic energy between each electron and its confining ion is as-
sumed to be part of the confining potential, and not part of the perturbation.

Assume that the separation R is much larger than either r; or 7. In terms of the separation
between the wells, R, the mass of the electrons m, the charge e and w,
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(a) Show that for large R, the interaction may be approximated as a dipole-dipole inter-

action,
2

e
V = i3 (T12 + Y1Y2 — 22122) ,

where the z axis is along the direction of R.

(b) Use second-order perturbation theory to find the electromagnetic attraction of the
two wells, V(R). This motivates the form for the London dispersion force, https:
//en.wikipedia.org/wiki/London_dispersion_force, which is the long-range
attractive force between neutral molecules.

9. Consider the function

1 n
w—1in w2 + n?
where 7 is a positive real constant that approaches zero.

g(w) =Im

(a) Whatis g(w = 0)?
(b) Whatis g(w # 0)?
(c) Using trigonometric substitutions, evaluate

/mdwmw}

(d) Write an expression for a delta function in terms of g(w).

10. A bob particle is in the ground state of a 3-dimensional harmonic oscillator characterized

by a frequency w,
1 22
Vo = —mw*r
2

A perturbation is added that allows a bob particle to undergo a transformation into a mary
particle. The mary particle does not feel the effects of the oscillator potential. The bob and
mary particles have the same mass m. The perturbation is of the form,

Vo = g&, - / & (1) Vibmary (1)

where €, is the unit polarization vector of the mary particle with polarization s, which
refers to any of three directions.

(a) Find the total decay rate I' (to any polarization). Hint: The answer will of the form

mg?b3k3
r=A—, (6.58)
h3
where A is a dimensionless constant and b is the size of the harmonic oscillator wave
function. You need to find A.

(b) Find the differential decay rate, dI's/d cos 0, for a polarization €; = 2.
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7 Perturbative Approaches to Scattering

7.1 Cross Sections

Scattering experiments provide much of the basis from which knowledge of atomic and sub-
atomic physics is extracted. This ranges from investigating the forces between the projectile and
target to understanding the elementary constituents and substructure of matter. Experiments
often involve aiming a beam of projectiles at a target with a given energy, then observing the
probability with which they scatter at given angles. Scattering cross sections, ;¢, can be related
to the rate for scattering of a single target particle. This rate can then be expressed in terms of
Fermi’s golden rule. For an incoming wave packet with an area of extent A and a length L, the
probability of colliding is

No
N
Ps(cat)t — 7’

where there are IN target particles. If a target has thickness Z, area A and a number density of
scatterers, ng,

(7.1)

N = n,AZ, (7.2)
Ps(c]Zt)t = (n:Z)o,
Pscatt
g = .
ntZ

Thus, armed with knowledge of the target density and thickness, an experimentalist can deter-
mine the cross section for a single scatterer.

The choice of using the cross section to describe the result of the scattering is to use an observ-
able that is independent of the size and density of the target, and encapsulates the physics of
scattering off a single target particle.

The cross section can be related to a rate for the scattering by a single particle by considering
an incoming wave packet of longitudinal extent (along the direction of the incoming wave) L
and transverse size A. Relating o to the rate is necessary because perturbative approaches, like
Fermi’s golden rule, provide expressions for the rate.The rate for scattering off a single scatterer
is

P(l)

R= LS/"';‘:t, (7.3)
p

where the velocity of the projectile is v, and the time for the packet to pass is L/v,. Given that
the probability for scattering off a single scatterer is o/ A,
o
R = UPW’ (7.4)
W = AL.

Here W is the volume of the wave packet. To calculate the cross section in perturbation theory
one can find an expression for the rate in terms of Fermi’s golden rule, then obtain the cross
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section,

" (7.5)

Up

The dependence on the wave-packet volume, W, will disappear for the theoretical expressions
used to calculate the cross section, as the cross section should depend solely on the projectile
mass, m, the projectile velocity v, and the potential, V' (), experienced by the particle.

Theoretical descriptions of scattering mainly fall into two classes. The first is perturbative, the
simplest being the Born approximation. These are typically performed in a plane-wave basis,
with the matrix elements being expressed in the form V; ,. The second class of treatments are
built around a partial wave basis and are non-perturbative. Here, one considers incoming and
outgoing spherical waves, known as partial waves. Using angular momentum conservation,
one can divide the problem into a few one-dimensional problems, which can be solved non-
perturbatively, often by solving Schrodinger’s equation numerically. For lower energies, the
latter becomes more tractable because only a few partial waves contribute. The momentum
multiplied by the range of the potential sets the scale for what values of angular momentum are
relevant. Furthermore, at low energies, the potential energy is not much smaller than the kinetic
energy, which would invalidate the perturbative class of treatments, which are perturbative in
V. For the next several sections these notes focus on the perturbative picture, then switch to
partial wave treatments in the next chapter.

If one is interested in only those scatterings from the initial momentum state k; to a specific final
state k, the cross section becomes

oy — %R(E,L — Ef). (76)

If one considers the probability per solid angle that scattered particles are emitted in a given
direction, int into a solid angle element of size df2, the expression becomes

do _ 1 dP. scatt
dQ n,Z dQ

(7.7)

The differential solid angle is d€2 = sin 8d0d¢ = d cos8d¢, with 8 and ¢ referencing the
direction of the final momentum. The solid angle is a measure of the angular extent in spherical
coordinates. For example, the area on a sphere is 72d€2. The total angular coverage is [ dQ =
47, which is why many hermetic detectors are called 47 detectors. The quantity do /dS is
referred to as the differential cross section, and integrates to the total cross section,

do
/dﬂﬁ — Otot- (78)

In essence, experiments measure dPicatt/dS2, and given their knowledge of the thickness of the
target and the density of scatterers, infer the cross section. Rather than comparing scattering
rates, which depend on the size of the projectile’s wave packet, the target thickness and the
target’s number density, experiments report on differential or total cross sections.
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7.2 The Born approximation

From Eq. (7.6) one can write the cross section for scattering into any state in terms of a rate.
Then, using Fermi’s golden rule to approximate the rate,

w o
o= ZR(ki — ky) (7.9)
kg
27W - -
— > kg VIE) [P0 (ep — €5).

vh
kg
One may express the sum over states as an integral,

W, w k?
Z - (2m)3 /d k= (2m)3 /dQ%dE’ (7.10)

—

f

and write the matrix element as,

(ks V|ksy = [ d® @ a7 (7.11)
i) = 'S T .
d VW VW
to obtain an expression for the cross section where the volume has canceled,
1 e |2
o= / ks d(ep — €) / d3r V(7)elkr=ki)T (7.12)
472 hv

2

= /d3pf o(er — €)

/ d3r V('F’)cei(’:f_’;”i)'F

4m2h4p
m e
- 4m2hip /pmdefdﬂ d(er — €) /d3'r V(7 etlky—ki)-T
m2 . ) 2
— dQ d r v ,’? 61 r—k;)-T
Am2p4 ‘/ (7)

As promised, there is no dependence on the wave-packet volume W. This is known as the Born
approximation for the cross section, and is an example of first order perturbation theory, where
in this case one is calculating the rate from an initial to some final states k using Fermi’s golden
rule. To change this to the differential cross section, one can simply divide both sides by df2 to
find the differential form of the Born approximation,

do m?

20 = 22 V@ (7.13)
V(q) = /d3r V(7)el T,
q=k; — ky.

The differential cross section for scattering into the direction k ¢ is determined by the Fourier
transform of the potential, where the momentum transferred to the target, k; — ky, enters the
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Fourier transform. For elastic scattering, where no energy is lost by the beam and |k;| = |ky|,
the momentum transfer is related to the scattering direction noted by 8 and ¢,

k; — k; = |k| [(1 — cos 8)2 — sin 6 cos ¢& — sin O sin ¢7] , (7.14)
where the initial beam was traveling in the 42 direction.

Example 7.1: Born Approximation for a Spherically Symmetric Gaussian Potential
Consider the potential

V(T) — ‘/06_,,,2/(2(12).

a. As a function of the scattering angle @ find the differential cross section.

Solution:
First calculate the Fourier transform of the potential which depends only on the magni-
tude of E, — Ef.

P = Vi [ e
= ‘/0 / d3'l" e_(F_iqaz)z/(Zaz)e_q2a2/2
= Voa®(2m)3/2e=19"/2

where

q = |k; — kg (7.15)

= k:\/(l — cos 0)2 + sin® 0
— ky/2( = cos )
= 2ksin(6/2).

Thus, the differential cross section is

2 ,6y/72

do _2mm7a’Vy _siza?sin(0/2)
dQ h#
b. Find the total cross section in this approximation.

Solution:
This involves integrating do /d$2 over d2 = 27d cos 6.

2 2.6 2
o — / T o WSy / o~ K2 Sn?(0/2)  cos 0.

h4
8 2 2 6V2 1 2 2 . 2
el / dsin(6/2) e3*a*sn*(0/2) gin (g /),
0
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where a double angle formula, cos @ = 1 — 2sin®(0/2), was applied. Integrating over
sin@/2,
m2m2aliV?

hik?

o =

The first surprise might be that the total cross section is not infinite even though the
potential does extend to infinity despite falling rapidly with =. This is because the tails
of the potential are not captured by the fluctuating phase, €'77, in the Fourier transform.
For higher k, the phase oscillates more throughout the integral, hence as k — oo the
total cross section tends to zero. Another surprise is that the cross section approaches
zero as k — 0. But, one must remember that the Born approximation is perturbative
and become increasingly invalid as the strength of the potential, V;, becomes larger than
the kinetic energy.

Example 7.2: Born Approximation for the Coulomb Potential
The potential for a charge e scattering off a charge Ze is

o Ze?
V(7)) = ,
r

and the cross section will be the same whether the potential is attractive of repulsive because
the matrix element is squared.
Performing the Fourier transform,

~ 1 . Ze?
V() = 27r/r2dr / dpeitreZE
-1 r

A Ze? / .
— dr sin qr
q

A Ze? -~
= — o cos(qr)|;
Am Z e?

q>

nZe
k2 sin®(6/2)’

The limit at » — oo can be realized by adding an exponential damping term to the potential
e” ", n — 0%, and repeating the integral to see that one gets the same answer with the
evaluation at co going to zero.

The expression for the differential cross section, is then,

do m2Z2%e*
dQ  4(hk)sin*(6/2)
This answer is identical to the Rutherford cross section in classical mechanics. Note that this

cross section is ill-behaved at & — 0. It is a non-integrable singulatrity and the total cross
section is infinite.

2
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7.3 Structure Functions

Often scattering is performed within a material for the purpose of learning about the structure
of the material rather than understanding the potential due to a single scatterer. In that case the
Fourier transform of the net potential, i.e. the potential from a large number of scatterers, can be
written as,

V(q) = Z / dPre’T™V(7 — @) (7.16)
—Zewa/ e T TDY(7 — @)
= 0(q)s(q),
where
s(q) =D €, (7.17)

and 9(q) is the Fourier transform of the potential from a single scattering center placed at the
origin.
This allows us to write the differential cross section,

do 1 m?

a0 - N4ﬂ_2h4|’5(‘f)|2 5(a)1%, (7.18)

where N is the number of scatterers. The factor 1/IN enters because the cross sections are related
to the rate per scatterer. If the potential for a single scatterer is understood, one may therefore
determine s(q).

The differential cross section is related to the probability that two scattering centers are separated
by a distance @,

1s(9)|? = Zew (@-a’ (7.19)
_ Nzeiq.aa
éa
= NS((T),
do
Froim 2h4| 3()*S(q).

Here, S(q) is the Fourier transform of the structure function,

do /dS

S(q) = (7.20)
( ﬂ) da/dﬂlisolated

_ Z 0100
5d
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This is the ratio of the measured cross section of target particles in matter to the cross section one
would measure if the target particles were measured in isolation, i.e. if there was no interference
contributions from different target particles. The sum over da include d@ = 0, i.e. the particle
with itself. For large momentum transfers the arguments of the phase factors become large and
the terms, €'7%, become random. Only the §@ term survives and the S(§) can be set to unity.

One can change the sum over relative positions to an integral where the probability of finding a
second scattering center at relative position da is S(da@)d>a,

> el / S(6a@)d>a €794, (7.21)
—

$(q) = / dr 77 S(7).

The function S(7) is the structure function in coordinate space. Even in a perfect crystal particles
are oscillating around their lattice sites. Thus, a differential density, S(d&), is more realistic than
considering a sum over discrete positions, da.

For a cubic crystal, S(7) has spikes when 7 = n,a& + nyay + n.az where a is the separation
between lattice sites. Then, S(q) has spikes for values of ¢ which correspond to in-phase con-
tributions from different sites. For a perfect crystal, these spikes can be infinitely sharp because
for certain values of g because the contributions can stay in phase as ¥ — oo. This coherence
is known as Bragg’s law, https://en.wikipedia.org/wiki/Bragg/27s_law. Whereas, if the
material is a liquid, the spikes are greatly muted because there is no long range order. For a
liquid, S(#) typically has a hole near ¥ = 0 and perhaps a few wiggles before being flat for
large 7. The momentum transfer in nuclear or particle experiments is typically high compared
to the inverse inter-atomic distance between scatterers. Thus, one often neglects the structure of
the target in those experiments. Structure comes into play for X-ray scattering or for low-energy
neutron scattering because the characteristic momentum transfers are smaller. However, even
with a high energy beam, structure can come into play in the limit that the momentum transfer
is sufficiently small, i.e. the scattering is nearly forward.

The considerations used to derive Eq.s (7.19) included an implicit assumption, that the scattering
off one target particle at @ cannot be distinguished from the scattering off a different particle at
a’. If the two target particles are in a lattice, and if the scattering is elastic, the lattice is unchanged
by the scattering and the assumption is justified. For higher momentum transfers most of the
scattering becomes inelastic, and measuring the structure function becomes more difficult.

Example 7.3: Two Scattering Centers

Consider two scattering centers, one placed at ¥ = 0 and the second at ¥ = a2, where the
beam is in the z—direction. Assuming the two scatterers contribute identically, and that the
scatterings can be treated perturbatively, at what scattering angles does the differential cross
section disappear. Assume the incoming wave number is k2.
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Solution: The overall scattering matrix element has the form
a(q) = 9(q)3(d),
§((T) = Z eic}’-{i,
q = |k|((1 — cos 0)Z — sin O cos ¢p& — sin O sin ¢y).

Here, v is the matrix element for a single scatterer. The cross sections will disappear for direc-
tions where 5§(¢) = 0. This requires
ka(l — cos0) = (2n + 1),

where n is a positive integer. This gives an angle for each n,

2n+ )=
ka

ka

cosf, =1 ,

For small ka there are no angles at which the cross section vanishes because the arguments
of the inverse cosine function must be between +1. As ka increases, the number of solutions
increases.

7.4 Form Factors

Even if there is only one scattering center, it can be considered as having contributions from
many individual points within the single target. If the positions of the points are described by a
continuous distribution p(d@), one can set N = 1 above and replace the sums in Eq. (7.19) with
integrals,

|F(@))? = / dada' p(a)p(a’)e'd @), (7.22)

Here, p is the density of scattering centers such that [ da p(a@) = 1. With this definition, |F(§ =
0)|?> = 1. The differential cross section is again a product of the cross section one would have if
the scattering centers were point-like and the factor |F (g = 0)|?> = 1, which in the context of
scattering off individual object is known as a form factor, F'(¢' = 0),

da_ do

29 - 40 |f(@)]°. (7.23)

point like

For Coulomb scattering of electrons, the point-like differential cross section is simply the Ruther-
ford form. Then, by measuring the true cross section one determines the form factor, s(q). By
Fourier transforming, on then extracts information about p, which describes how charge is dis-
tributed about the scattering object.
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Example 7.4: Form Factor for a Gaussian Distribution of Charge
Assume the charge density of a proton is distributed as a Gaussian,

e
(2wa?)3/2

—r2/2a2

pq(T) =

what is the squared form factor?

Solution: For the form factor define p(¥) = p,/e, because it represents the probability the
charge is found at 7, i.e., the point-like cross section already has the total charge accounted
for, just not its distribution. This gives

= 1 2 2 o=
_ 3 —r?/2a® iq-T
F(q) = /d r —(27"12)3/26 e
2,2
= e q-a /2,
F(@)? = e,

7.5 Higher Order Expansions

Calculating decays and scattering cross sections are the main instances where one invokes Fermi’s
golden rule. Fermi’s golden rule is based on a first-order perturbative correction to the evolution

matrix. Higher-order perturbative corrections can be included by replacing the potential V' with

a more sophisticated operator.

Writing the transition matrix element to second order in time-dependent perturbation theory,

y t
1 . ’ ’
(nUs(t, =00) i) |z = — Vi / dt’ ei(en—ea)t'/htnt (7.24)
_7: 2 t t, > ’ ’ o ” "
- (7) Von Vini / dt’ / dt/ ei(en—em)t 0t gilem—et” /itnt
i [t . .
= / dt’ eilen—ed) /htnt’
hJ—co

—1 +
. (Vni + %e"t'Vanmi / dt”e’i(ei—Em)(t/—t")/h—l—n(t”—t’)) .

By inspection, one can see that by making the substitution,

. tl
1 . "_gr r_qn
Vii = Vai = - Vo Vi / dt” ei(cimem) (7=t /h=n(t'=t") (7.25)
Vnmvmi
= Vhi — . ’
€ — €m — zhn n—0

one sees that the second order solution looks like the first order solution, but with replaced with
the more complicated form, which is known as the T-matrix, T'. Sometimes, T' refers to some
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given order in perturbation theory, but in some contexts might refer to all orders. To all orders
the T becomes, extending the derivation for second order in Eq.s (7.24) and (7.25),

w4~ (B — E; + ihn) '
Vanmm'Vm’i
s . .
~ (Ew — E; + thm)(Ep — E; + ihn)

7.6 Propagators (Time-Ordered Evolution Operators)

Propagators, also known as a Green’s functions, are the building blocks of perturbative scatter-
ing approaches. A propagator is nothing more than the evolution operator with a step function
tacked on,

G(t) = e HY'Q(1), (7.27)
g(t) = e Hot/"@(¢).
The step function is added to account for the time-orderings involved in the expression for the

evolution operator in the interaction representation. Remembering that the evolution operator
in the interaction representation is

Ur(t —tg) = etHo(t—to)/h,—iH (t—to)/h (7.28)
—1 t
=1 + <_/'I> / dtleiHotl/hVe—iHotl/h
h

to

-\ 2t t1

—1 . . . .

( - ) / dt, eifot1y/ g—iHots / dtyetHotz/hy g—iHot2/h |
0 0

one can write the propagator as
G(t — to) = e Hol=)/ I (£)O(t — to) (7.29)
— e—iHo(t—to)/ﬁ@(t —tg)

+ (%) / dty e~ HU=/N@ (¢ — t,) Vel ti0)/le(t, — to)
e | |
i (?) / dt,dt, e—zHo(t—t1)/ﬁ@(t _ tl)VezHo(h—tz)/h@(tl _ t2)
. Veito(ta=to)/hg(t, — t4)
_|_ e e

— gt — to) + <%) /oo dty g(t — 1) Vg(t — to)

— o0

—i\2 oo
+ (?) / dtidt; g(t — t1)Vg(ty — t2)Vg(ts — to)

—’L 3 oo
+ (7) / dt,dtadts g(t — t)Vg(ty — t2)Vg(te — ts)Vg(ts — to) + - - -
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This expression has a nearly identical form to that for the evolution operator, the only benefit
being that the incorporation of the ® functions allows one to eliminate the limits on the integrals
over time by absorbing the limits into the definitions of g. The real benefits to this formalism
comes when one considers the Fourier transform of G in frequency.

7.7 The Fourier Transform of the Propagator, G(w)

Let us first consider the Fourier transform of g,
§(w) = / dt etg(t), (7.30)
dw .
9(t) = [ e 1g(w).
2w
Assuming the states |n) and |m) are eigenstates of Hy,

Imn (W) = 5nm/dt ei(“’_ien/ﬁ)t—ntg(t)

= — 0.
w— €, /h+in’ "
The infinitesimal 7 — 07 represents an extremely slow exponential decay at large time differ-
ences. By using Cauchy’s theorem, one can integrate g(w)e~**/(2x) over all w to see that the
propagator g(t) is recovered. In fact, if one flipped the sign of ) to 0~, the result would look the
same except with @(—t).

The pole in g(w) tells us at what frequency the particle propagates. In this case one sees that the
pole (where the propagator blows up) is at w = €, /h — in. If n were replaced with a finite value
T'/2, the square of the propagator would behave as e */", and T'/h would be associated with
the exponential decay constant.

The advantage to using the operators frequency, rather than as integrals over time, is that the
perturbative expansion becomes simpler,

G(w) = / dte™ =) g(t — ty) + (%) / dte™~(t=t) / dt'g(t —t" ) VGt —ty) (7.31)

—1 dtdt,d ,d i ~ . . ’ TN
Bt (%) / ﬁg(w')VG(w")e""(t—tO)—W (=t =i (¢ ~t0)

= §(w) + (%’) §(w)VE(w)
i@+ X (5) Wi

n>0
This is the Dyson series in frequency space, which unlike the one for time, does not involve
integrals. This simplification was made possible by incorporating the term @(¢ — t’) into the
definition of the Green’s function so that the limits of all the integrations over time in Eq. (7.29)
could run over all times. Although one typically chooses a basis so that g(¢t) and g(w) are
diagonal, V' is not usually diagonalized in that basis.
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7.8 Propagating to the Same State

The propagator, G, (w), carries information of how one evolves into the state n from the state
m. The diagonal part of that matrix, G,,m (w), describes how one remains in, or returns to, the
same state, even if the path it involves leaving the state m during intermediate times. By itself,
G m (w) provides information on how a particle’s energy is modified by the interaction, and
how it decays. These considerations form the basis for numerous phenomenological applications
of scattering and for numerous descriptions of how particle are modified in medium.

If V is diagonal in the same basis as Hy, one can forego the matrix notation and consider the
states one-at-a-time. One can then write the expression above for G in a recursive form,

_ Imm(w)
i
W — €m/h— Vipm/h+in

Thus, the only difference between the full propagator G and the original propagator § is that the
energy of the pole is shifted by V, exactly as one would expect from knowing the eigenvalues of
H=H,+V.

One can not calculate G so easily when V has off-diagonal elements. However, by inspection of

the expansion of G' in the Dyson expansion, Eq. (7.31), one can separate out the contributions
from off-diagonal elements in expansion by defining the matrix 7.

—1
Tim(w) = Z Viem + (?> Viir Girir (W) Virm, (7.33)
'#£m
—i\2
+ 2 (7) Viooir (@) Virg irir (0) Virm + -+ -

i'#Em,j'Fm

Thus, T absorbs all the off-diagonal terms in the expansion of G,

Gon() = (@) + (5 G () T (@) () 734

- (7) G (@) Trran (@) (@) T (@) G + =+

)
w — €n/h— ’Tmm/h—i—in.

This propagator sums over all paths from some initial state m back into the same final state. All
the forays into states other than m are absorbed into 7.

The first order correction to T is simply Trm = Vinm. The second order correction in the
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potential, separated into real and imaginary parts, is

1

) ; hw — s + ihn 739
Vmi"/i’m .
= Z {— + ﬂZ(S(hw — ei’)Vmi"/i’m} .
. hw — €4/
i'#£m
Here we have used
1 P .
+ mid(w — E/h) asn — 0, (7.36)

w—E/hi+in w—E/h

The symbol P simply points to the fact that the denominator is missing the 7, and that when
integrating across the pole one confines the integral to being away from the singularty by some
infinitesimal amount e. Because the part of the integrand that explodes as 1/(w — E /1), which
switches sign as it passes the singularity, the singular part of the integral will not contribute as
€ — 0. One can now view the expression for G,m(w) for w = €, to see how the propagator is
affected to second order,

G (@) = tho : (7.37)

hw — €y, — A€y, + thl,, /2

Ae,, = Vi — Z M,

irtm € T €m

2w
I'm = — Vit Virm 0 (€m — €3).
p z;n (€ €;r)

Thus, a pole of the propagator is adjusted by the interaction in such a way that the real part
of the pole moves by an amount consistent with stationary state perturbation theory, while the
imaginary part is consistent with Fermi’s golden rule for calculating the rate at which one of the
states decays into the other channel.

7.9 Self-Energy of a Particle in Medium

If the propagator in Eq. (7.37) refers to momentum states, the propagation into the same mo-
mentum state k is

~ th
G = 7.38
o) = e~ Aev + kT2’ 738)
Viekr Vierre
A = Vi — 3 VoV
k' €L — €k
27
Fk: = 7 Z ka/‘/;c/ké(ﬁk - Gk/).
k' £k

140



PHY 851/852 7 PERTURBATIVE APPROACHES TO SCATTERING

The matrix element V; has the form,
1 = o
Vi = (K[VIk) = = / &r eFTY ()R (7.39)

_ % /d3r V().

Here, the volume of the plane wave, W, usually goes to infinity. This kills the contributions
to both Ae, and T'y, and the position of the propagators pole does not change in a scattering
experiment. In fact, if one calculated higher-order corrections to Ae, they would all scale as
1/wW.

However, if the particle is traversing a medium, where the density of such scatters in n, the vol-
ume per scatterer becomes 1/n,, and the factor 1/W becomes n;. In this case the propagator’s
pole, essentially the energy of the particle, is altered a finite amount,

A€, = n, / d*rv(7), (7.40)
to first order in perturbation theory. After changing the sum over intermediate states k’ to an
integral,

w
d = / k" dkdSY, (7.41)
(2m)?

k/

the decay rate in Eq. (7.38), Iy, becomes

2

T, = / E2dk'dSY 5(ep, — err) / d3r V(7)e! kR (7.42)

" h(2m)3

mk
= ns—/dQ'
472h3

Using Eq. (7.13), and replacing v = hk/m, this becomes

2

/ d*r V(7) gi(F—k)-7

'y, = nyov, (7.43)

which is the scattering rate in a medium of density n,.

The correction to the particle’s energy, Aeg, is known as the real part of the particles’ self energy,
and Al'y, /2 is the imaginary part. The change in the pole of the propagator due to the interaction
represents the change in the wave function of a particle of momentum g,

e—ie(o)(p)t/h—l—iﬁ-'r"’/h - e—i(e(o)(p)+Ae(p))t/h+iﬁ~7"'—1"(p)t/2. (744)
Squaring the wave function results in e~F(®?, illustrating the decaying nature of the wave in

the medium. In addition to the energy changing the velocity also changes in the medium. The
velocity of a wave is given by the expression,

_ d(e(p) + Ae(p)
B dp; '

(7.45)

%
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For example, if photons of energy e are traversing a medium where they might excite molecules
into some excited state E*, the correction Ae might be positive or negative depending on whether
the excited state is above or below e. This switch of sign results from the denominator of the ex-
pression for Ae changing sign if the energy of the intermediate state passes €. The group velocity
follows suit, and can be significantly altered for e ~ E*. Of course, when € =~ E*, the cross
section, and thus the decay rate, is also large. This won’t be pursued further in this course, but it
is clear that the self energy and its momentum dependence play a critical role in understanding
how a particle’s properties are altered in medium.

7.10 Resonant Scattering

Here we consider the problem where an initial state k scatters to a final state k’ through a reso-
nant channel R. For simplicity, we consider the matrix element of the momentum state k with
the resonant state R to be

a(k)

/—W )
We will assume that one has performed all the necessary integrations to find the matrix element,

and that we call it a aside from the 1/v/W due to the normalization of the plane wave in the
volume W. To simplify our discussion we will assume that o has no dependence with respect
to the direction of k.

(R|V|k) = (7.46)

One could calculate the rate of decay of the resonance using Fermi’s golden rule and obtain

27 |af?
h W
k2

7T’Ukh2

I'r = Pr(€R), (7.47)

|oe]?

where py(er) is the density of states of the outgoing particle.

An example of resonant scattering could be a photon scattering off an atom. Here k labels the
momentum of the photon, while R would refer to a specific excited state of the atom that could
be attained due to the interaction with the photon. To simplify our derivation, we will assume
that a is independent of k.

It was shown in the previous lecture that the cross section for scattering could be written to
second order as

27V
o="" " |Turl*d(er — €r) (7.48)
vh 5
Tk = Vier, + _iZV ‘
k'k — VEk'k A — kmw—ém/h+2n mkhw:ek

Using the derivations of the previous section, one could have inserted the full propagator into
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the intermediate state, which would then yield

—'L _
ﬂc’k = Vk'k + 7 Z ‘/;c’mem’(w)Vm’k

mm/

(7.49)

hw=€g

By resonant scattering we mean that the only interaction is between the resonant state R and the
momentum states. The matrix element then becomes

—’L ~
Tin = — Vk,RGRR(w)VRk( , (7.50)

hw=€g

1
w—eR/h+iI‘R/2’

Grr(w) =

where I' is the decay rate of the resonance.

The cross section is no longer infinite when €, = €eg due to the factor I'p appearing in the
denominator. Plugging the expression for 7" into the expression for the cross section one obtains

2TW |a|* 1

= O(ep — 7.51
7 vh %: W2 (e, — €r)? + h?T'%/4 (e = &) (7.51)
_ 27W |al* 1 (B)
~ vh W2 (e —€r)?+ hZI‘%/élpk
K2 1

= [e

mv2h? (ex — €r)? + h2T'% /4

4 (hiCgr/2)2

k2 (ex — €r)? + (ATR/2)2

The last line is known as the Breit-Wigner form for scattering through a resonance. Note that the
cross section is determined by two numbers, the width of the resonance and the Energy of the
resonance.

If the resonance has spin Sg, then the effect is multiplied by the number of degenerate states
through which one might scatter. If the incoming particles have spins S; and S, the effect is
correspondingly reduced due to the fact that many of the states of the resonance would not be
reached with particular combinations of S§; and S,.

The Breit-Wigner form for resonant scattering is then

_ (2Se+1) 4w (hTr/2)?
7T (28 + 1)(282 + 1) k2 (ex — €)2 + (hTr/2)?

(7.52)

Example 7.5: Resonant Scattering through the p Meson

Here, we consider m — 7 resonant scattering through the p meson. Consider a 71 and a g
which are scalar mesons with masses 140 MeV/c? and 135 MeV /c?. They scatter through the
p+ resonance which has spin 1, a mass of 770 MeV/c? and a width AiT' = 151 MeV. Find the
cross section at resonance.
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Figure 7.1: An example of resonant scattering of p+!3C. Each peak corresponds to a state in 14O. Figure
from Y. Wang et al., “Study of Elastic Resonance Scattering at Ciae” (2011).

Solution: First, one must find the relative momentum p’in the center of mass frame. In this
frame the particles move with p'and —p.

m, = \/m3 +p? +/md + p?,
2

4 4 4 2,2 2,2 _ 2
pzzmp+m++m0 27’er7nJr 2’mp7n0 2m_7nJr

2
4’mp

Here, we have neglected the factors of c. The value of p at resonance is then 360 MeV/ c.
The cross section at resonance is then

= 11.3 fm? = 113 mb.

(25 + 1)471' 127
op = —_— =
R k2, ~ (360/197.326)2

Here, ic = 197.326MeV-fm and one fm? equals 10 millibarns. Note that the maximum cross
section depended only on the relative momentum at resonance and not on the width.

711 Resonant Scattering, Simplified

Repeating Eq. (7.25), one can extend Fermi’s golden rule to second order via the substitution,

i t/ ° ’” ’ ’ 17"
Vfi — Vfi — £VfRVR,'/ dt”el(ei_em)(t —t)/h—n(t'—t") (753)

VirVri

€; — €r — thn

= Vi —

n—0
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The second term represents the part of the evolution that began in state ¢ at ¢ = —oo, then
switched to state R at time t”, then had the state R decay back to a state f at time ¢’, which
due to the delta function in Fermi’s golden rule would have the same energy as the state . One
might modify the exponential term in the integral to account for the decay,

Eileimem) (B =) [h=n(t'—t") _, gilei—em)(#' /) /h=T(t'~t")/2_ (7.54)

with the decay rate being I'. The fact that I' /2 is being used is motivated by the fact that squaring
the amplitude would give the factor e~'*. This ansatz is intuitive, but nonetheless is an assump-
tion and is therefore less rigorous than then derivation of the previous section. Eq. (7.53) now
becomes,

VirVri
€, — ER — th‘/2'
If the magnitude of Vg is independent of the direction of the momentum for all states with the

same energy, one can replace Vig and Vg; with |V|. One can also express the decay rate in terms
of V using Fermi’s golden rule for the decay,,

27
L= |V (), (7.56)
where the delta function in Fermi’s golden rule has been replaced by the density of states,
— 2 ,
p(e;) = (@n)? / Ak dkd(ex — €;) (7.57)
mk
~ 7 om2p2’

where W is the large volume and k is chosen to satisfy the delta function.

Substituting for V' and neglecting the first term for V;,

V. hr ! (7.58)
7 2nwp(es) (€, — er — thI'/2)
1 KT/2

"~ wp(es) (€; — ep — ihL'/2)"
Repeating Eq. (7.9), the cross section expressed in Fermi’s golden rule,

2rW
o=——|V|*p(es). (7.59)
’Ufh
Here, |V| will be replaced with the expression in Eq. (7.55). One can now express the cross
section in terms of T,
2w hr/2)?
o (nr'/2) (7.60)
vsmhp(er) (e — er)® + (WT/2)?

4w (hT'/2)?

a k2 (61' — ER)2 + (hI‘/2)2'
The velocity of the outgoing particle was replaced with mv; = hk. This is the same result for
the Breit-Wigner cross section in Eq. (7.52) derived more rigorously before.
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Example 7.6: Narrow Resonance

Imagine that a proton could decay to a positron and a photon with a long lifetime = = 10%°
years. Rather than waiting for a decay, you build an accelerator that collides photons with
electrons with the required center-of-mass energy. To simplify the calculation, you can make
the approximation that the electron is massless its energy in the center-of-mass frame, ~ 470
MeV, is much larger than the electron mass.

a) What is the cross section at resonance?

b) If one can tune the beam so that the center-of-mass energy is m, £ 1 eV, what is the
averaged cross section over the energy range?

Solution:
a) The Breit-Wigner cross section, using the degeneracy factors for the proton, photon and
electron, is

14w
OpR = ——
SR>
hkrc = 470 MeV,
470 .
kr = = 2.38 fm,
197.326MeV fm

or = 1.11 fm = 11.1 mb.

Collider experiments readily measure cross sections many thousands of times smaller than
this.
b) Now, consider the energy-averaged cross section

1 mp+AFE
o =

— dE o(E).

2AFE mp—AE

The width, AE = 1 eV, is much larger than the width, iAI', of the resonance, so the limits of
the integral can be taken to infinity. Further, A E is small enough that the prefactor 47 /k? can
be set to 4mk?,. Thus,

_ or [ d (AT /2)?
o= ——
2AF J_o (E —my)2 + (hl/2)2
= dx
4AFE |_ 2+ 1
_ whl’
~1AE’®

Using h = 6.58 X 107'¢ eVs, and I' = 10’ years =3.15%? s,

h —59
A = — = 3.17 x 10~% eV.
T

This gives
= 2.8 x 107°% mb.

This is FAR too small to be measured.
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7.12 Exercises

1. Using the Born approximation estimate the differential scattering cross section, do /dS2 for
particles of mass m scattering off the following potentials.

(@) V(7) = VoO(a —r).

(b) V(7) = a®Vod°(7).

© V(F) = a®*V, [63(F — a2) + 63(F + a2)).

(d) V(7) = a®V, [63(F — a2) — 83(F + a2)].

(e) V(7) = a3V, [03(F — a&) — 83(F + ai)].

(f) Voe /% /r.
You can express your answer either in terms of the momentum transfer g, or in terms of
the beam momentum k and the scattering angle 8, ¢.

2. By taking two derivatives of the form factor at g = 0,

0 0

—F(q)
0q; 0q;

9
q=0

one can generate moments of the charge distribution,

(ri — 72)(r; — 7)) = / & p(7)(r: — 72) (r; — 7).

(a) Working in a coordinate system where 7; = 0, prove the relation above.

(b) Test your answer by comparing to the result of Example 7.4. First calculate (r;r;)
by integrating to get a weighted average of r;r; using p4(7), then compare to the
expression above using derivatives of the form factor.

3. The cross section for scattering a particle with momentum ik off a single target is

do
dQ
which is independent of the scattering angle. Here, we assume that the cross section is
small. Now, two targets are placed a distance a apart, separated along the z axis (the
same axis along which the incident beam is directed). At what scattering angles does the

differential cross section, do /dS2, equal zero? (This is worked out as an example in the
notes)

a, (7.61)

4. The cross section for scattering a particle with momentum ik off a single target is

do
Q
which is independent of the scattering angle. Here, we assume that the cross section is
small. Now, two targets are placed a distance a apart, separated along the x axis (perpen-
dicular to the axis along which the incident beam is directed). At what scattering angles

does the differential cross section, do /dS2, equal zero? Specify both the polar angle 6 and
the azimuthal angle ¢.

a, (7.62)
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5. Consider a charge Z that is uniformly distributed within a sphere of radius R. A

(a) Find the squared form factor F'(q).

(b) For an incoming wave with wave number k2 what is F' as a function of the scattering
angle 8?7 Express F' in terms of kR and 6.

(c) Plot |F|? from (b) for the cases where kR = 1,2 and 5 as a function of 6.

6. A wt, which is a spin-zero meson, scatters off a proton through a A** resonance(which
is comprised of three up quarks). The AT+ is spin 3/2 baryon. The masses of the pion,
proton and delta are 139.58 MeV /c?, 938.28 MeV/c? and 1232 MeV /c? respectively. The
width of the A is 120 MeV.

(a) Using relativistic dispersion relations, E = /p?c? 4+ m?2, what is the relative mo-
mentum, g, of the pion and proton at resonance? This is one half the difference of the
two momenta in the center-of-mass frame. L.e. €:(pr) + €,(Pr) = MAa.

(b) Estimate the cross section at resonance? Give your answer in millibars. One mb equals
10724 ¢cm and 10 mb=1 fm?2.

7. Consider a particle of mass m that could be confined to a spherical well,

0, r<a
V(ir)=< Vo, a<r<2a
0, r > 2a

(a) Use the WKB method to estimate the decay rate of a particle of mass m escaping from
a spherical trap defined by the potential. Assume the barrier is sufficiently high to
approximate the energy of the trapped particle with an infinite well.

(b) Find an expression to estimate the cross section for a particle scattering off the poten-
tial well with an energy near the ground state energy described above. You can give
your answer as a function of the incident energy, E, m, Vy, a, and the width I.

8. Consider the function
7

@) = Emrae

Show that the Fourier transform is

1 o
£ =5 [ doef(w)
— e—z’Et/h—I‘t/2®(t).

HINT: Use contour integration.
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8 Scattering at Lower Energies

Perturbative approaches do not work when the potential, which is treated as a perturbation,
is larger than the kinetic term. This then invalidates the approaches of the previous chapter.
Fortunately, when the kinetic energy is small, the relevant angular momenta are also small. If
the range of the potential is a, the angular momenta that contribute to the scattering are in the
range, L < pa, where p is the momentum of the beam particles. Many experiments work in
the regime where only a few units of angular momenta need to be considered, and in fact, a
large amount of information about potentials is extracted from experiments where one need
only consider £ = 0.

Of course, the incoming and outgoing measurements of scattering experiments are plane waves,
eigenstates of momentum, not angular momentum. However, plane waves can be decomposed
into spherical waves (known as partial waves), i.e. waves that are eigenstates of angular mo-
mentum, with quantum numbers £ = 0,1,2---. In this chapter, we will treat scattering by
considering a few partial waves. The scattering wave is then considered as the original plane
wave, plus the alterations of those partial waves with low £. The alterations to the partial waves
due to the potential then provide one with expressions for the differential cross section. If the
potential is spherically symmetric, one can consider partial waves of a given £, individually. This
effectively reduces the three-dimensional scattering problem to a few one-dimensional problems
with fixed £.

8.1 Partial Waves and Phase Shifts

If potentials have spherical symmetry, angular momentum is conserved and one can solve the
scattering problem through the consideration of spherical waves rather than plane waves. This
effectively reduces the problem to the solution of one-dimensional Schrodinger equations, where
each partial wave is characterized by a specific angular momentum £ and projection m. Each
partial requires a different centrifugal potential as the angular momentum barrier depends on £.
Because the energies are low, the relative momenta and the angular momenta are small. For low
energy scattering only the lowest few £ need to be considered, and when the scattering energy
approaches zero, scattering is dominated by the £ = 0 contributions.

First, we consider the kinetic part of the Hamiltonian. The Schrodinger equation can be written
in either Cartesian coordinates or spherical coordinates, and the kinetic term is

h2(82+62+82) h? (182 n 1 82+ 1 o ,08)
J— e — — Ss1n 6 —
2m \9x? Oy? 022 2m \ r Or? " r2sin?0 0¢?  r2sinf 00 i 00
(8.1)
h? 1 92 L?

- T .
2m r Or? 2mr?2

If angular momentum is conserved, L? is a constant and can then be replaced with its eigenvalue
h2€(€ 4 1). Then h?€(£ + 1) /2mr? appears like a repulsive potential energy in Schrédinger’s
equation, and is thus referred to as a centrifugal potential. If the potential is spherically symmet-
ric, angular momentum is a good quantum number and one can write solutions corresponding
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to a specific £ and m.

Hpp () = Epp o (7), (8.2)
with the wave function being written as a product of a radial part and an angular part,
Yem(T) = Yem(6, @) Ry(7). (8.3)
The radial wave function is a solution of the equation
h? 1 82 R2e(€+ 1
= rRy(r) + ¥Rg(r) + V(#)Ry(r) = ER,(r). (8.4)
2mr Or? 2mr?

Remember that the radial wave function depends only on £ and not m because the centrifugal
potential is determined by £ only.

If the potential is zero, the solutions R,(r) are spherical Bessel functions j,(kr), first presented
in Chapter 4. Plane wave solutions can be expanded in terms of the spherical solutions through,

e®T = 3" (2¢ + 1)i,(kr) Pe(cos 9), (8.5)
4

where cos @ = k - 7. This is known as the partial wave expansion. Note that the expansion is in
terms of the Legendre polynomials,

4
Py(cos 0) = | /ﬁyg,mzo(e, ). (8.6)

All angular functions can be expressed in terms of Y;.,,s, and because eiF™ — gikrcosf qoes not
depend on ¢, it is not surprising that the expansion contains only Y% ,,,—¢ terms. The partial wave
expansion can be derived by combining the orthogonality relations of the Legendre polynomials
and spherical Bessel functions with the Rodriquez formula,

1 df(z? —1)*
P = . 8.7
2 () 20! da’ 87)
The solutions j, are normalized so that for large * = kr they behave as,
] (_i)ﬂeim _ (i@)e—im

21x
They are a linear combination of outgoing and incoming waves, each of which is a solution to the
Schrodinger equation. The relative phase between the incoming and outging waves is chosen so
that the solution goes to zero at ¢ = 0. In fact,

ml

' N o————— . 8.9
Je(x) e+ )| (89)
One can verify the small  expansion by applying Schrodinger’s equation with the centrifugal
potential. Using the definition, u,(x) = xzR,(x), we assume that u, is an expansion in powers
of , with the lowest power being n. Schrédingers’s equation becomes

e+ 1)

T2

—02uy(x) + ue(@) = ue(a), (8.10)

ug(x) = "™ + ax™t + bx" T2 ...
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In order for the expansion to not include lower powers in m one must have

_n(n— 1) +£(£—|—1) _

x2 x2

0, (8.11)

where the factor n(n — 1) comes from taking two derivatives of ™. This given = £ 4 1 or
n = —£. Because R; ~ u,/r, the radial wave functions behave as r¢ or r—¢~1,

The second set of solutions, those where u, behaves as ¢, do not satisfy the boundary condi-
tions at zero as they begin with z7¢~!. These are known as spherical Neumann functions and
have the opposite relative phase between the incoming and outgoing parts, while being quite
divergent at the origin.

(2¢ — 1)
Examples of a few spherical functions for low ¢, repeated from Chapter 4, are
. sin x cos T
Jo(x) = , no(x) = — (8.13)
x x
. sinx cosx cosxr sinx
x x x x
, 3 1\ . 3 3 1 3
jo(x) = — — — | sine — —coszx, na(x) = — | — — — Jcosx — —sinzx
3 x x? 3 x x?

Both j, and n, are real.
By making combinations, j, & i1, one finds solutions that correspond to incoming or outgoing
waves. The spherical Hankel functions are defined in terms of j, and n,,
(_ i)£+1 )
he(x) = jo(x) + ing(x) = Tewﬂw_)oo (8.14)

ie+1

—ix
€ |m—>oo

hy(x) = jo(x) — ing(x) =

Here h, and h} behave as outgoing and incoming waves respectively.

When adding a potential of finite range, there still exists solutions which look like h,(kr) or
hj (kr) for r beyond the range of the potential, but have modified forms at small r. Just as in the
case with no potential, one can find a linear combination of the incoming and outgoing solutions
which goes to zero at r = 0. However, the relative phase between the incoming and outgoing
phase will be adjusted by a phase €?*¢ due to the existence of the potential. The modification
for r outside the range of the potential can only be a phase factor because the incoming flux and
outgoing flux must be the same strength. The large * = kr behavior is then

Ry()|ooka = % (e**he(x) + h)(z)) , (8.15)

where § is known as the phase shift. Here a is any distance large enough such that the potential
is zero (keep in mind that this is never true for the Coulomb potential). We define the overall
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phase of R, so that the incoming phase has the same phase as does the incoming part of j,. For
the s—wave, this becomes

e sin(kr + 6)

Ry—o(k,r > a) = -

(8.16)

If one scatters a plane wave off a potential, one can consider the solution to be the original plane
wave, expanded in terms of partial waves, plus the correction due to the interaction,

Pp(7) = > _(2€ + 1)i*Ry(k, ) Py(cos ) (8.17)
¥4

= e+ 37 (20 + 1)i* (Re(k, ) — je(kr)) Py(cos 6),
V4

where the choice of phases in the definition of R, allows the incoming waves to be identical to
those of the solution with no potential. Expanding the answer at large r, one obtains

ikr

Vi ()| = €57+ 3 (26 + 1) (€%% — 1) —— Py(cos §) (8.18)
£

2¢kr

eikr

— ik 20 1 100 2 K}
e —I—;( + 1)e** sin e

P,(cos 0)
r

Only the latter term contributes to scattering as the plane wave continues to travel forward after
the wave packet leaves the region of the scatterer. One defines a quantity f(£2) as the scattering
amplitude,

f(Q) = g(ze + 1)e® sin 6¢%Pg(cos 0) (8.19)

()| oo = €7 +

eik'r‘

f(€).

T

The scattering amplitude, f(£2) is a function of the scattering angle # and has dimensions of
length. If there were no spherical symmetry, f(£2) could also depend on the azimuthal angle ¢.

Note that f no longer depends on r. It can also be related to the differential cross section. To see
this, we first relate the differential cross section to the flux of particles per solid angle,

v do dN

—_— = (8.20)

VdQ o dQdt
The flux per unit area can be found by multiplying the square of the wave function in Eq. (8.19)
by the velocity and dividing by the volume,

dN v [f()
r2dQdt V. or?

Comparing the two equations above allows one to see that f(£2) is directly related to the differ-
ential cross section.

(8.21)

do

20 = FE)F (8.22)
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Combined with Eq. (8.19), one can see that the differential cross section at a given energy is
determined solely by the phase shifts d,(k).

Squaring the scattering amplitude in Eq. (8.19) includes cross terms with different values of £,
but the contribution from the cross terms disappears after integrating over df2 to obtain the total
cross section. The cancellation is due to the orthogonality of the Legendre Polynomials. The
total cross section is then

47 .
o= > (2£ 4 1) sin® 5. (8.23)
£

For resonances of a given £ the peak of the resonance is for where sin”(8,(k)) is near unity. The
value of o at that point, 47/ k2, then matches the same value for the Breit-Wigner resonance in
Eq. (7.52).

Example 8.1: Hard Sphere Scattering

Consider a hard sphere of radius a. Find the contribution to the total cross section from s and
p wave scattering as a function of the momentum.

Solution:

The £ = 0 case is simple as the solutions for ingoing and outgoing waves in the region r > a
are the Hankel functions which must go to zero at r = a.

Ry—o(a) = % (e***hg(ka) + hi(ka)) = 0

Plugging in the expressions for hg, one obtains,
0 = e (—jeika | je~ika)

= ei% (—jgilka+do) | jeilka—to))

= 2e sin(ka + &p).
which gives the £ = 0 phase shifts,

0o = —ka.
The contribution to the cross section from the £ = 0 partial waves is then,
oo = 2—: sin?(ka).

As k — 0, the cross section approaches 4wa?, four times the expected geometric cross section.

Calculating the contribution for the £ = 1 partial waves is a bit more difficult. In this case the
incoming and outgoing waves are

Ri_1(a) = = (€***hy(ka) + h}(ka)) = 0.

N | =

Using Eq.s(8.13) and (8.14),

hy () = —e: _ z‘;: (8.24)
[ cos(z) = sin(z) sin(x) cos(x)
Tl =z G52 } [ r 2 ’



PHY 851/852 8 SCATTERING AT LOWER ENERGIES

which yields the following expression for 6; when requiring that R,—;(a) = 0,

e**'h;(ka) + h%(ka) = 0,
i (ka)
 hy(ka)
_ i [cos(ka)/ka — sin(ka)/(ka)?] + [sin(ka)/ka + cos(ka)/(ka)?]
—i [cos(ka)/ka — sin(ka) /(ka)?] + [sin(ka)/ka + cos(ka)/(ka)?]

2101 __

This can be solved for 44,

cos(ka) — sin(ka)/(ka)

tan d; = sin(ka) + cos(ka)/(ka) .

The contribution to the total cross section is

At low momentum, this becomes

[—(ka)?/2 + (ka)*/6]

(ka)?
= — 3 o
4
o1~ —7‘-’{74(16.
3

In general, for potential scattering, phase shifts tend to behave as k***! as k — 0, which
means that cross sections behave as k%¢. Thus, whereas the cross section for s-wave scattering
approaches a constant as k — 0, the p-wave contribution rises very slowly.

8.2 The Optical Theorem

Looking at the expansion of the wave function for large r,

ikr

Pi(7) | roroo = €F7 + ——F(Q), (8.26)

T

one might ask how the scattered flux, v|f(2)|?, is balanced by a loss of flux in the plane wave.
When one squares v, three terms arise. The first is the squared plane wave, which is unity,
regardless of whether scattering occurred. The second part is the flux of the scattered wave,
which behaves as | f(€2)|?. The third possibility term is the cross term between the plane wave
and the scattered wave, which will be linear in f(€2). It is this term which must somehow
represent the loss of forward going flux.

The scattering amplitude, f(€2), defined in Eq. (8.19), is complex. Further ahead, it will be seen
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that only the imaginary part of f(£2) contributes to the flux. Taking the imaginary part,

S F(Q) = Z(ze + 1)e® sin 5£—Pe(cos 0) (8.27)

Z (2¢ + 1) sin (sg—Pg(COS 0).

¥4

In the forward direction, 8 = 0, P,(8 = 0) = 1 for all £, and
1
S f(Q) =) (2¢+1)sin®4, (8.28)
k5
and after comparing to expression for the total cross section in Eq. (8.23) becomes

o= %%f(ﬂ = 0). (8.29)

This is known as the optical theorem.

The forward scattering amplitude is thus related to the dissipation of the plane wave. This was
not surprising given the considerations of Sec. 7.9 which showed how the propagator in the
forward direction was related to the cross section. To see that this accounts for the missing flux,
one can write a term for the flux,

1

F = o () V() — (Vi)e()} (8:30)

where W is some arbitrarily large volume. The net rate at which particles enter/leave a spherical
surface of radius r enclosing the scattering point is

dN 2/dﬁ F ) (8.31)
=7 . T .
dt
h 2 — —
N TN
2m

Taking the gradient, then keeping only those terms which fall slowestin 1/7,
i NFACY) i

Aﬁ - 9] ikr(1—cos 0) 832
4 HSFQe o 8:32)
Here, the flux of the original plane wave, hk /mW, is subtracted. As kr — oo,
) 0(1 — 7]
ezk:r(l—cosO)‘ - ( COoS ) (833)
kr— oo k’l"

To see that the delta function ensues, one can first see that as long as 8 # 0 that for large r that
the function oscillates infinitely rapidly as a function of k. It can thus be considered to be zero
for any wave packet constructed over some small, but non-zero, range of k. But, this oscillation
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disappears for & = 0 and because integrating over cos 6 gives a constant it must be proportional
to a delta function. This means that

AF = (8.34)
m
The net rate of particles through the enclosing surface is then
g — 1
r2/dQ-F: —{417%f(§2:0)+k/d9|f(9)|2} (8.35)
mW

1 do

_ # {(4nSF(Q = 0) + ko) -

Thus, if the net flux is to be zero, one must satisfy the optical theorem, Eq. (8.29). This shows
that the optical theorem is equivalent to stating that the forward scattered wave must interfere
with the original plane wave in such a way that the interference term between the plane wave
and the scattered wave results in a contribution to the flux that is equal but opposite to the net
flux from the scattered wave.

8.3 Calculating Phase Shifts Numerically

Consider a potential that goes to zero for » > b. Rather than considering a solution for the radial
wave function R,(r), it is easier to consider a solution for u,(k,r) = krR,(r).

ue(r) = krRy(r), (8.36)
) = Ty + N Do) 4 v,

Thus, u, appears to be the solution to a one-dimensional Schrodinger equation with the effective

potential,
h2€(€ + 1)
2mr?

Verr(r) = V(r) +

and the extra condition that uy(r — 0) = 0.

: (8.37)

The solution u, can be considered as the linear combination of an incoming and phase-shifted
outgoing wave.

ue(r) = ulP(r) + e*Prud™, (8.38)
where the incoming and outgoing waves are known solutions when r > b,
u(r > b) = krh}(r), (8.39)

ug™(r > b) = u™(r).

To find the phase shift numerically, one can discretize space into steps of A, then choose two
points 7,41 and r,, which are chosen beyond b. One can calculate u}*(r,,+1) and u}*(r,,). One
can then numerically solve the discretized Schrodinger equation,

h2 h2k2
 2mA?2

(U (Ppt1) — 26 (rn) + w(rno1)) = ( eﬁ‘('rn)) u(ry), (8.40)
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to find ul*(r,,—1). One can continue iteratively until one finds u}*(r — 0). The phase shift d, is
then chosen to make u,(r — 0) = 0. Thus, d, is determined by the phase of uie“ asr — 0.

in,*

e = — lfin : (8.41)
4

r—0

An alternative method is to integrate from » = 0, then match logarithmic derivatives at r = b
to find the phase shifts. However, this method can be troublesome when it comes to larger £
because the wave functions grow as r**! near r = 0.

In summary, phase shifts offer a convenient means to express all the information required to de-
scribe scattering. In the presence of a spherically symmetric potential, each partial wave becomes
a linear combination of the original incoming wave and a phase shifted outgoing wave. Because
measurements are made outside the range of the potential the phase shifts, d,(E), completely
describe all behavior.

One does not usually need to include higher values of £ in a phase shift analysis. This is because
the partial waves tend to sample distances of order » > £/k. As k — 0, s-wave scattering
dominates the picture. Rarely does one see analyses for £ > 3.

Phase shift analyses are common in low-energy nuclear scattering and in atomic physics. They
become rather irrelevant at high energy due to the fact that inelastic channels (A + B — C +
D + E) tend to open at high energy, at which point the phase shift vocabulary is insufficient.
Even when £ is not a good quantum number, e.g. spin-orbit scattering, but where j is a good
quantum number, one can still extract phase shifts using polarized beams, although in these
cases the vocabulary includes mixing terms.

Finally, as an example we present a plot of proton-proton phase shifts to give an impression of
the degree to which these quantities are analyzed. In this figure, the data (circles) are indistin-
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guishable from two well-known models (Nijmegan and Bonn).
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8.4 The Low Energy Limit

At low energy, one can solve the Schrodinger equation for a given partial wave between r = 0

and some point 7 = b where b is sufficiently large such that the potential is zero. Although the

norm of Ry is arbitrary, the logarithmic derivative is completely determined by the potential, the

energy, and the point b.

dRy(k,r)/dr
R, (ka T)

We will consider k =~ 0, one will ignore the energy dependence of a, by considering a small
range of energy.

oy(k,b) = (8.42)

r=b
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For r > b, Ry(k, r) must have the form
Ry(k,7) o< (hj(kr) + €*hy(kr)) , (8.43)

which means that the logarithmic derivative at » = b becomes

By (h (k) + e*hy(kr))) lr=p

k,b) =
ok, b) R (kb) + eioch, (kb)

(8.44)

Using the definition of h, = j, 4 in, allows one (with some algebra) to write the phase shift in
terms of «, j, and n,

Oy /Or|r—p — any(kb)
je(kr)/07|r—p — aje(kb)

Thus, by finding the logarithmic derivative at = b, one determines the phase shift. Note that if
the potential is zero, R, would be proportional to j, and the denominator would diverge forcing
the phase shift to zero.

cot(d,) = (8.45)

We are now in a position to consider the behavior at low k where j, and n, have the following
behavior,

(kr)*

(20 + 1)1
(£ — 1)!!

Je(kr) — (8.46)

ne(kr) —

where (26 + 1)!!' =1-3-5---(2¢ + 1). Inserting these into the expression for the phase shift

above.
£+ 1+ bay(k,b)

t 0,(k) ~ (kb)~ 3D (2¢ — 1)11(22 + 1)
cot d,(k) ~ (kb) ( )M(2£+1) € — bo(k, b)

(8.47)

For low k, the kinetic term in Schrodinger’s equation is negligible compared to the potential and
oy approaches a constant. Thus, the momentum dependence of the phase shifts at low relative

momentum is
sin &p(k) oc k2T, (8.48)

One can see that all phase shifts tend to an integral multiple of = at & = 0, and that the cross
section is dominated by the s-wave contribution at low energy. In fact, the scattering length, a, is
defined as the derivative of the £ = 0 phase shift at k = 0,

0
= ——do(k)|k=0- 8.49
a 55 20 (k) k=0 (8.49)
The cross section at very low energy is then,
4 |
o= o] sin®(ka) = 4ma®. (8.50)
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Example 8.2: Scattering off Spherical “Square-Well” Potential
A simple example that is common on exams is that of s-wave scattering off a square well
potential. Consider the repulsive potential

Vo, 7 < b
V(r) = { 0(: r>b (8.51)

Find the scattering length and the cross section at k ~ 0 for a particle of mass m.

We need only consider the s wave in this case. Using the definition w(k, ) = rR;—o(k, ),
one knows that the Schrodinger equation for u(k, r) looks exactly like a one-dimensional
Schrodinger equation. Furthermore, the solution has the following form in the two regions,

2m(Vo — E
ur(k,r) = Asinhkr, Kk = \/M,

2 (8.52)
2m(FE
urr(k,r) = sin(kr 4+ 6), k= %
Matching logarithmic derivatives at the boundary gives
1 1
— tanh kb = — tan(kb + 9). (8.53)
K k
Solving for ¢ for small &,
_1 [k
6 = —kb+ tan — tanh kb (8.54)
K
1
~ k (—b + — tanh h:b)
K
The scattering length and cross section are thus
1
a =b— —tanhkb (8.55)

K
o(k = 0) = 4ma?.

Note that as V; — oo the phase shift becomes § — —kb, which agrees with the result for a
hard sphere in Example 8.1. Also, if the potential is small, K — 0, which leads to a — 0 and
o(k=0)—0

8.5 Levinson’s Theorem

As shown in the previous section, all phase shifts begin life at multiples of 7. If the phase shift
at k = 0 were anything else an infinite cross section would result at small k because the cross
section behaves as 47 sin? §/k%. As k — oo, phase shifts tend to zero because the kinetic
energy should overwhelm the potential energy. This asymptotic behavior at large k can be also
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understood by realizing that the in the high-energy limit the phase shift is near V At/h, where
At is the time spent in the potential, which goes to zero as the particle moves very quickly.

Levinson’s theorem relates the phase shift at zero energy, which is a multiple of &, to the number
of bound states.

where Np is the number of bound states of angular momentum £.

In order to explain the physical motivation of Levinson’s theorem we digress to consider the
density of states of particles in a large sphere of radius R, which feels a short range potential
V (r), with the origin being at the center of the sphere. The wave function at large r is

P(r — o0o) « sin(kr + d,), (8.57)
so that the boundary conditions restrict the possible values of k to
kR + 8,(k) = nm. (8.58)
Thus, the density of states in momentum is
dn = B + ld_dg (8.59)
dt w wdk
If one considered £ # 0, an additional factor of (2¢ + 1) would be added. The change of the

density of states due to the non-zero potential is (2¢ 4+ 1)(1/7)dé,/dk. The integrated number
of extra states inserted between k = 0 and k = oo due to the potential is

™

ANcont. = (2£ + 1) (860)

However, the net number of states under consideration is not affected by the potential. If
A Neont. states were pushed out of the continuum, then they must have become bound states.

Np 4+ AN¢ont. = 0, (8.61)

where Np is the number of bound states. Combining this constraint with the Eq. (8.60) and with
the fact that d,(k — oo) = 0 gives Levinson’s theorem, Eq. (8.56).

Levinson’s theorem is important as it gives one an idea of the general behavior to expect from
phase shifts. Attractive potentials tend to have positive phase shifts. If no bound state exists,
the phase shifts rise near k = 0 indicating that the states in the continuum were pulled down
toward k = 0. Then at higher k, the phase shifts fall, indicating that the density of continuum
states was depleted at higher k. If a bound state exists, the phase shift would generally start at
7 and usually fall as a function of k. The falling phase shift denotes a negative correction to the
density of states. These are the states from which the bound state was formed.

Phase shifts behave rather peculiarly when the potentials are at the threshold of creating a bound
state. A small change in the potential causes the §(k = 0) to jump from zero to 7. In these
instances scattering lengths can be anomalously long. Such an example is neutron-neutron scat-
tering. The scattering length is nearly -20 fm, which gives a cross section over 1000 fm? even
though the range of the potential is only of the order of one fm. Thus, the neutron-neutron cross
section at low momentum is ~ 100 times larger than wR?, where R is the range of the strong
interaction.
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8.6 Effective Range Theory for £ = 0

The mathematics of low-energy scattering theory is often referred to as effective range theory,
and goes back to the work of Schwinger and of Hans Bethe in 1949, https://journals.aps.org
/pr/abstract/10.1103/PhysRev.76.38, and was mainly applied to nucleon-nucleon scattering.
As k — 0, scattering is dominated by the £ = 0 partial wave. Phase shifts (modulo integer
numbers of ) at small momentum rise with powers of k?¢*1, so cross sections, which behave as
(47 sin® §) /k2, behave as k* at low momentum, and for many experiments only the s—waves
contribute. Effective range theory parameterizes how the £ = 0 cross sections are principally
decided by two properties of the potential, the scattering length and the effective range. Given
that we are interested in the low-momentum limit, and are thus interested in viewing something
akin to a Taylor expansion of the phase shift with respect to the momentum, it is not surprising
that two properties of the potential, e.g. the width and depth, would determine the first two
terms in the Taylor expansion. However, the effective range expansion, which is an expansion
of cot 4, tends to do remarkably well as the higher-order terms play little role until the momenta
exceed the inverse scale of the potential.

The principal relation of effective range theory is derived as follows. First consider the radial
solution for the £ = 0 partial wave, u(k,r) = rR,—o(k, r). If the potential vanishes for r > R,
the solution for » > R is of the form,

u(k,r > R) =sin(kr + 6(k))/Z (k). (8.62)
We will pick real solutions (which you can do if the potential is real) and leave off the factor e
from Eq. (8.16). We will also consider a solution to the Schroddinger equation, w(k, r), without
the potentil, that matches u(k, r) forr > R,ie., w(k,r > R) = u(k, r). This solution will not

satisfy the boundary condition at the origin, i.e.,

w(k,r > 0) = sin(kr + d(k))/Z (k). (8.63)

Further, we will define the arbitary normalization constant Z(k) = sind(k). With this def-
inition, w(k = 0) = 1. Now, considering solutions u; and u, at two momenta, k; and k-
respectively, one can consider the Schrodinger equations,

kful = —8fu1 + 2mh*V (r)uq, (8.64)

kguz = —8fu2 + 2mA*V (r)us,

kfwl = —87_2’1,01,

kng = —8fw2.

Then, taking the products, u;us and wyw,,
R
(k2 — k2) / dr (u1us — wiws) (8.65)
0

R
= / dr [—(82u1)uz + (82uz)us — (82wr)ws + (02ws)wy] .
0

The potential V (7) has fallen out of the expression, and be recognizing that (82w )us—u18%us =
0, [(0ru1)us — uq0,u-] is a total derivative, one can perform the integration,

R
(u10ruz — U280, U1 + W10, W2 — W20, w1),_o = (kf — kzg)/ dr (ujus — wiws). (8.66)
0
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This expression is exact and applies for any momenta k; and k2. The upper limit of the integra-
tion at R vanished because w; = wu; for » > R. Now, because u;(r = 0) = wuz(r = 0) and
w;(r = 0) = sin(J;), the expression simplifies further,

R
(w10rwe — weOrwn),_y = (k:f — kg)/ dr (ujus — wiws),
0

ks sin(d1) cos(d2) — ky cos(d;) sin(ds)
sin(d;) sin(ds)

R
= (k? — kg)/ dr (u1us — wiws). (8.67)
0

This last expression forms the basis for understanding the low-momentum expansion. For ex-
ample, taking the limit k; — 0, and setting k, = k,

1 1
kcot(d) = —— + —pk? (8.68)
a 2
R

p= 2/ dr [wk =0,r)w(k,r) — u(k =0,r)u(k,r)],
0
dé

a=— —— .
dk|;—o

This is the effective range formula. The quantity p is known as the effective range. Because
u(r = 0) = 0and w(r = 0) = 1, it provides a characteristic distance over which the u returns
to the asymptotic form, and should be of the length scale of the potential. The scattering length
a was defined earlier. For small momenta, the cross section is

T 9
o= —sin”“§ = 4wa”. (8.69)
k2

The scattering length need not be of the range of the potential. In fact, it can be arbitrarily large
in the limit that the potential is adjusted to very nearly providing a bound state. For higher
momenta terms of higher power of k contribute to the effective range expansion. The scale at
which they become important is given by the effective range p, i.e., Eq. (8.68) above should be
accurate for kp < 1.

8.7 Coulomb Waves and Gamow Factors
The Coulomb potential is not short-range, and even the incoming wave is altered by the potential

at large distance. Hence, the incoming and outgoing spherical waves are not Hankel functions
but are instead Coulomb waves. At large r the spherical Coulomb waves behave as

1 .
R(’I") ~ _e:tz(k:r—'ylogr), (870)
r
where 7 702
[WYAVAYS 1
= =—. 8.71
T Tk aok 571

When the potential is attractive, e.g. the Hydrogen atom, « is negative. The factor ~ is known
as the Sommerfeld parameter.
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The entire solutions for Coulomb waves are known as confluent hypergeometric functions which
can be found in books of special functions such as https://en.wikipedia.org/wiki/Abramowi
tz_and_Stegun. They are also often simply called Coulomb wave functions.

When an extra potential is added to the problem, one can still classify the behavior in terms of
phase shifts, but the problem becomes one of phase-shifted Coulomb waves rather than phase-
shifted Hankel functions. Of course, all the relations for total cross sections are modified because
the Coulomb force produces a scattering all it’s own.

The expression for a plane wave plus it’s scattered portion is written in terms of hypergeometric
functions as .
Pi(r) = T(1 4 iv)e ™/ 2e*% Fy (—ivy; 1; ik(r — 2)). (8.72)

For small r (r << ag) the hypergeometric function ; F; goes to unity and the solution is ap-
proximately,

Pr(r << ap) = T(1 + iv)e ™2t (8.73)
[hr(r << ao)|* = [T(1 + iv)[>e™™
27y
e — 17

This last factor is referred to as the Gamow factor or penetrability.

Note that the Gamow factor is independent of r. For repulsive potentials, it can be thought of
as the penetration probability of reaching the origin, relative to what it would have been if there
were no Coulomb. Of course, in classical physics a charged particle never reaches the origin
when there is a repulsive Coulomb barrier. If the potential is repulsive, gamma is positive. As
k — 0,7 — oo and the Gamow factor goes to zero, meaning that low energy waves have great
difficulty penetrating the barrier. As k is increased and approaches (2mwao) ' the penetrability
rises. For attractive potentials, the Gamow factor is greater than unity. In both the attractive and
repulsive cases, the Gamow factor approaches unity as k — oo.

The Gamow penetrability plays an important role in astrophysical rates. Fusion reactions would
happen much more quickly if it were not for the Coulomb barrier. Rather than listing cross
sections, reactions are often described by what is known as the astrophysical S factor,

S(E) = Ee*™ o (E). (8.74)

For large barriers this cancels the most divergent part of the Gamow factor, and the resulting
quantity, S(FE) is well behaved as E — 0.

Example 8.3: When Does a Potential Become Long Range

If a potential falls as a/r™, for what values of m can one define the scattering with phase
shifted partial waves?

Solution:

Many forms for the potential never really go to zero at large r, e.g. the Yukawa form e=*" /r,
but they do approach zero well enough. For the power-law form considered here, one can
realize that for large r the potential falls sufficiently slowly to consider the estimate the con-
tribution to the phase shift from the potential outside some large distance R with the WKB
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approximation,

Ad(p) = /Rood'r Ap(r)/h.

Here, A denotes that this is the contribution to the phase shift solely from the potential out-
side R. The momentum p(r) is a function of the potential, p(r) = /2m(E — V(r)), and
expanding for small V,

A(S(p)/Rood'r v2mE‘;(£).

If the potential falls of more quickly than 1/7, the integral vanishes for sufficiently large R.
However, for the Coulomb potential, the integral is undefined for any R. Thus, the answer is
that phase shifted Hankel waves can be considered as long as m > 1. One can also see that
for any exponentially falling potential, such as the Yukawa form, one can also apply the usual
scattering theory.

8.8 Classical Interpretation of the Scattering Wave Function

The scattered state wave function, ¥ (E, ), normalized so that the incoming wave is eiE'F, can be
thought of as a measure of the relative probability density (after being squared) for a particle of
incoming momentum k to be found at 7. The solution includes outgoing momenta distributed
over all directions. If one takes the complex conjugate of the scattered wave function, one finds a
solution where outgoing parts of the solution match a plane wave of momentum k. The incom-
ing components then include the complex conjugate of the outgoing wave in scattering theory
and describe the incoming flux from all directions, that are joined together precisely to form an
outgoing wave that matches a plane wave.

One insightful relation is that of the wave function normalization compared to the change in the
density of states in terms of (1/7)dd /dk. This can be derived in a similar approach to find the
effective range formula above. For a given partial wave,

1dé,
[ ar (e = 1) = S5, 875)

where u,(k,r) = rRy(k,r) and uéo) (k,r) = krj,(kr) are the solutions for partial waves with
and without potentials. This provides insight into the meaning of the squared scattered wave
function. It describes the strength with which one can emit a particle into a given outgoing mo-
mentum state. One can equivalently think of the fact that a particle with asymptotic momentum
k is more or less likely to be in the region of the potential due to the presence of the potential,
or one can think of being more likely to be in the region of the potential because the density of
states changed.

The classical analog to the squared scattered wave function is in terms of the ratio of the phase
space at the point 7 compared to the the size of the same phase space element in its asymptotic
momentum state. If one emits a particle at position 7, into some differential momentum volume
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d®py centered around py, the potential will alter the momentum into some differential volume
d®p; centered about py. In the limit that the momenta are larger than characteristic inverse sizes
of the potential, p >> /R, the wave functions become

d3p0

8.76
d*py (876)

(P, 7)|* —

This latter ratio is a function of 7, and p, and can be found by solving for the classical trajec-
tories, Po (P, o). For the case of the Coulomb interaction, this ratio can be found analytically,
https://journals.aps.org/prc/pdf/10.1103/PhysRevC.45.387, using energy conservation,
angular momentum conservation, and conservation of the Lenz vector.

8.9 Exercises

1. Show that if the function u,(k7) is defined in terms of R, ()
up(kr) = rRy(r),
where Ry is a solution to the radial Schrodinger equation
{_ h? 1 82 h? £(€+ 1)

- r
2m r Or? 2m  r?

21.2

Rg(’l"),

FV) | Rulr) =

2m

that u, satisfies the differential equation,

dx?

where 3 is proportional to the potential,

(2 + 1) wale) = 5 (o) + Blafuata),

2. Recurrence relations for Bessel functions provide you the ability to find forms for solutions
at higher £ given you know the form for £ = 0 and £ = 2

(a) Show that in the case of zero potential that the solutions u, satisfy the recurrence

relation. €+ 1) 4
up(x) — —up(x).
dx

uga(x) =

Use the expressions from the previous problem,

(5 + 1) uite) = o) + perute). @

dxz?
(b) Show that this recurrence relation can be equivalently expressed as
£ d
feri(x) = —feo(x) — —fe(@),
T dx

where f, is a solution to the radial Schrodinger equation, fo(kr) = wue(kr)/(kr),
which means that f, might be any linear combination of j, and n,.
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(c) One can also show that a second recurrence relation is satisfied,

(£+1)

xr

fe—1 (fC) =

d
fe(®) + ——fo().
x
Given this recurrence relation, plus the one from the previous problem, show that

(2¢ + 1)

Je—1(x) + fera(x) = Tfﬂ(@

(d) Using expressions for jo, j1, 1o and n,, use recurrence relations to find expressions
for j5 and n..

(e) Using the recurrence relations, show that j,(z) and n,(z) behave as 2¢ and z~¢+1
respectively for z — 0. Begin with the facts that jo(z) and no(z) behave as z° and
z~! respectively, and that they are even and odd functions in z.

3. Consider a particle of mass m that interacts with a spherically symmetric attractive poten-

tial.
_‘/07 r< b

V(’l") = { 0’ > b
(a) What is the minimum depth V,,,;, that allows a bound state?
(b) Find an expression for the phase shift in terms of a particle whose momentum is p.

(c) Assuming the depthis V5 = 0.99 - V;i, plot the s-wave phase shift for momenta in
the range 0 < p < 5h/b. Use units of 7/b for the momenta.

(d) Repeat the above problem for Vj = 1.01 « Viyip.
(e) What are the scattering lengths for the two potentials?

4. Consider a proton scattering off of a an attractive one-dimensional potential,

oo, <0
V(x) = —Vb<1—£—22>,0<w<R
0, >R

For this example, we will consider R = 2.5 fm, and V(=16 MeV. If you wish, to make the
units more natural, you may consider hc=197.327 MeV-fm, and m,, = 938.27 MeV/c>.
Consider a particle incident on the well with energy E that enters and leaves the well with
energy E. Far away, the solutions are of the form,

¢(m) — e—ipm/h _ eZiJ—{—ipm/h’ z>>R

(a) Programming in either PYTHON or C++, construct a program that runs and returns
a listing of § vs. p for 0 < p < 600 MeV /¢, in steps of 2.0 MeV /c.
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A graph of the results:
80 .
o 60
o
5
o 40
© 20
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0 150 300 450 600

p (MeV/c)

(b) EXTRA CREDIT Make a graph like the one above, except for the region between
p=0 and p=1.0 MeV, and consider two strengths of the potential, V; = 17.0 MeV
and V; = 17.025 MeV. Be sure to calculate values for very small values of p, in
steps of .001 MeV. For this problem, turn in a paper copy of the graph.

5. Consider a potential which gives non-zero phase shifts for 0 < £ < £,ax, Where £« is
a large number. Assume these phase shifts can be considered as random numbers, evenly
distributed between zero and 2. Using the expression for the cross section,

Amh?
o=—
p

> (2L + 1) sin® &,
£

(a) Find the overall cross section by averaging over the expectation of the random phases.
Give your answer in terms of £,,,x and the incoming momentum p.

(b) Consider a problem classically where one scatters off a strong central potential whose
maximum range is Rpyax. From classical arguments, what is the maximum angular
momentum of a particle that scatters? Give your answer in terms of R,,ax and the
incoming momentum p. What is the total cross section in terms of R,ax in the limit
that £yax is large.

6. A particle of mass m experiences an attractive spherically symmetric potential,
V(r) = —Bé(r — a),
where 3 > 0.

(@) In terms of a, and the electron mass m, what is the minimum value of 3 that results
in a bound state?

(b) What is the scattering length and the cross section in the limit that the incident beam
energy is zero.
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(c) If a scattered wave in a large volume behaves as
¢(E, 7y t) ~ e“z"?_"“’t, t — oo

in the outgoing limit (large time after interacting with potential), what is the relative
probability,
a(k) = M’
po (T = 0)

that it will appear at the origin while interacting with the potential? Here py is the
probability density (per unit volume) in the absence of the potential, and p is the
probability density with the potential in place. FYI: The ratio a would be the same if
the boundary conditions specified an incoming plane wave, instead of matching to an
outgoing plane wave.

(d) Assume @ is sufficiently large to bind a particle, and that the ground state energy
is —B. For the ground state what is the probability density of finding the particle at
7 = 0? Refer to this as p, (¥ = 0)? Given answer in terms of a and the binding energy
B (or equivalently the decay wave number, g = /2mB/h?). HINT: You don’t need
to solve for the binding energy!

7. Near a resonance of energy €g, a phase shift behaves as:
r/2
erp — F ’
where E is the c.m. kinetic energy. For the following problems, assume that I' << eg,

so that the 47 /k? prefactor in the expression for the cross section can be considered as a
constant.

tan d, =

(a) Write down the cross section o,(E).

(b) What is the maximum cross section for a narrow cross section (as E is varied) for
scattering through that partial wave? (How does it depend on €g, I', the reduced
mass p, and £)?

(c) What is the energy integrated cross section ([ o¢(E)dE)?

8. The temperature at the center of the sun is 15 million degrees Kelvin. Consider two protons
with a relative kinetic energy characteristic of the temperature,
h*k? 3

= —kT.
2u 2

(a) What is the Gamow penetrability factor? Give a numeric value.

(b) If the two particles were a proton and a *2C nucleus, what would the penetrability
factor become?

9. Consider a particle of mass m undergoing a repulsive spherically symmetric Coulomb
potential, V. = Ze?/r. The classical analogue of the squared wave function is
d’p;

(B, 7)|* — -
I d3pf
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Here, p; is the momentum when the particle is at position 7, and py is the asymptotic
momentum at large times.

(a) If one averages over all directions of the final momentum, what is {|¢(p¢, 7)|?)? Give
a sketch of the classical approximationn to {|¢(p¥, 7)|) as a function of r for fixed p.

(b) Repeats (a) but working in two dimensions, i.e. find d*p;/d?*py.

(c) Repeats (a) and (b) but working in one dimension, i.e. find dp;/dpy.
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9 Second Quantization and Radiation

9.1 Quantum Fields and Second Quantization

Thus far, our study of wave functions, 1(7) in coordinate space or 1, in momentums space,
has considered the quantum mechanics of a single particle. The particle exists in some kind of
state or at some position, and exists in perpetuity — at any time there is a single particle. In
reality, particles are created and destroyed and the net particle number is in constant flux. The
most obvious example is the emission or absorption of a photon. But even charged particles
are constantly being created in particle-antiparticle pairs. For example, the eigentstate referred
to a as photon includes contributions from electron-antielectron pairs. Even the vacuum in-
cludes the creation of such pairs, though the pairs exist only for a short time determined by the
AEAt 2> h/2uncertainty principle. In addition to electromagnetic decays, most other decays in
particle physics involve the creation of new particles such as a Higgs boson decaying to a bottom
and anti-bottom quark. In relativistic quantum field theory, all interactions, e.g. the Coulomb
force, are enacted through the creation and absorption of particles. The potential terms in Hamil-
tonians involve operators that create or destroy particles, with such operators sometimes being
referred to a second quantization. For this class, we will focus our study of second quantization
on decays.

Creation and destruction operators were introduced to describe the creation of energy quanta in
a harmonic oscillator. The operators obeyed the relations,

[ai,a;f-] = d;j, la;,a;] =0, [a;',a;-] =0, 9.1)

where ¢ specifies which oscillator is being affected. If one had /N harmonic oscillators, one
would have N independent creation operators and IV independent destruction operators. Note
that the operators corresponding to different oscillators commute with one another as they are
unrelated.

The essential feature of creation and destruction operators is that they increase/decrease the
number of quanta, where the number of quanta of the oscillator 7 is found by using the operator
N; = ala;. However, instead of counting only energy quanta, as in the case of the harmonic
oscillator, the number operator could also refer to a number of particles in some single-particle
level <. Let us then consider a creation operator, a,};, for each mode, k, where a mode corresponds
to a single-particle eigenstate. The one-particle state, |k), of momentum k, is created by af
operating on the vacuum.

k) = ai]0). 9.2)
The state is normalized to unity, just as one would expect for creation operators.
(K'|k) = Opri- (9.3)

By operating twice with a},, one creates a state with two particles of momentum k. Because the
mode k might have any number of such particles the complete set of states for a single mode

would include |0), a|0), - - , [(a})™/+/n1]|0), - --.
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Example 9.1: Coupled Harmonic Oscillators
Here, we consider two coupled harmonic oscillators. The oscillators are described by creation
operators al and a}. Let the Hamiltonian be

H=H,+V, (9.4)
Hy, = elalal —+ ezagaz,
V=03 (a;al + a){az) .

Consider the operators bl and b} defined by

bJ{ = aJ{ cos 0 + a; sin 6, (9.5)

t— ot T
bl = alcosf — ajsinb.

a) Show that by, b, bJ{ and b; obey the commutation rules for destruction operators.
b) Find E,, E5 and 6 so that

H = E;blb, + E;blb,.

Solution:
(a) To test that b; and b;‘ act as creation operators,

[b1,b]] = [(@1 cos O + a3 sin 0), (al cos O + al sin 0)]
— cos?0 + sin? 0 = 1,

[ba, bl] = [(az cos @ — a; sin @), (al cos @ — al sin 0)]
= cos?0 + sin? 0 = 1,

[b1,b}] = [(a1 cos @ + a3 sin 0), (al cos @ — al sin 6)]
= —sinfcos O + sinf cos O = 0,

[blabl] — [b27b2] — [b15b2] =0.

By taking the complex conjugates, one can see that [b], bl] = [b}, bl] = [bl, bl] = 0.
(b) First, expand the Hamiltonian in the desired form in terms of a; and al using Eq.s (9.5),

H = E;blb; + Eblb,
_ Ei+ E

2
E, — E,

2

E, - E,

(alas + alas) + 5

(a{al — agaz) cos 20
(aJ{ag + a;al) sin 20,
then compare it to the original Hamiltonian in Eq. (9.4),

€1 1+ €2 €1 — €2

2

H =

(a’{al + a;aZ) + (aIal — a;aZ) + 3 (aJ{az + agal) .
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To determine FE;, E5 and 3 set the two Hamiltonians to be the same,

€1+ €2 = E; + Es,
€1 — €3 = (El — Ez) COS 20,

1
,6 = E(El — Ez) sin 26.

The Hamiltonians are equivalent when

28
€1 — 62’

E, + E; = (€1 + €2),

El—E2 2_ 2 €1 — €y 2
( 2 )_ﬁ"L( 2 >

One can note the algebraic equivalence of this problem to the two-component problem with a
Hamiltonian

tan 20 =

€ € €1 — €
H = 1;— 2]I+ 12 20’z+30’m9

where one is asked to find the eigenvalues F; and E,.

9.2 Field Operators: Creation and Destruction Operators in Coordinate Space

The operator a'. will create a particle with momentum k, where the momentum states are as-
sumed to be discrete. The operator ag will remove a particle from such a state. The particle

might be even be massive or charged. If the state |0) is the vacuum, a;%|0) is a state with one

particle in momentum state k. Field operators are the coordinate-space analogs to aj and a}%.
They are defined as

1)

eifé-

¥(Z) =) ag——, (9.6)
E k\/v

—ik-Z

e
(@) =D al——.
k ./
3 v
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They obey the commutation rules,

1 o o
(0 (@), ¥H(@)] = > > "™ P ag, a 9.7)

K,k

_ % ; RIS

Further, they return zero when acting on the vacuum,
¥(£)|0) =0, (0|¥T(x)=o0. (9.8)
These operators create the state |Z),
%) = ®1(2)[0), (F] = (0] (). 99)

Here, |Z) is a state with one particle at the position &, and is normalized as

(Z|F) = (0]¥(2)¥'(9)[0) = 6*(Z — ¥). (9.10)
One can easily check that
. eik-E
Z|k) = (0| ¥ (Z)al|0) = : 9.11
(E|k) = (0|¥(£)a,|0) Ni% (9.11)

One should keep in mind that W (Z) is an operator, not a wave function. To remind the reader of
the difference, a wave function, (Z|y) = (&), is an expectation value and is a complex number.
It includes a bra and ket. For the case of a finite number of states, a bra or ket is a vector and an
expectation has the form (x|A|¢) = x}Aij¢; and there are no remaining indices. In contrast
an operator is a matrix, e.g., A;;. Each ¢j element of the operator projects out the 5" element of
the vector described by the ket, then transforms it to |¢). The creation operator ¥'(Z) operating
on some state ¢ replaces ¢ with the same state, but with a particle added at . Unlike the
cases from the previous chapters the position labels & or the momentum labels p are insufficient
to describe a state. A complete basis must include configurations with different numbers of
particles. Thus, one needs operators that describe the change from states with different particle
number. Creation and destruction operators provide a means to describe elements involving n
and n £ 1 particles. A product of creation or destruction operators is required to describe a
transition between states which differ by more than 2 in particle number. The fact that much
of physics, including the standard model of particle physics, is modeled by a Hamiltonian with
powers of creation operators no higher than the quartic level is indeed a profound property of
nature.
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If |¢) refers to a one-particle state, the state is related to the wave function ¢(x) by

9) = [ &% o) ¥ (@))0), ©.12)
V@) = [ d’ 3(@) U@V @)0)
= ¢(2)[0),
(Z]¢) = (0[¥(Z)[¢)
= ().
Charge densities and currents can also be considered as operators. For particles of charge e,

p(&) = e@*(cﬁ‘)@(f), (9.13)
J@) = o (—VV @)@ + V@ V@)

If the state |¢) and |x) are one-particle states, one can use the relations above to verify the
previous relations,

(x|p(Z)|P) = ex™(€)o(Z), (9.14)

(XIF(@)18) = oo [ (@) V(@) — (VX (@) (@)

9.3 Energy and the Hamiltonian

One can write the Hamiltonian for freely moving particles:

H, = ——/d?’m\I’T T) V23U (). (9.15)
— Sy /d?’a:;;,kzze’(k_k') i’a%aﬁ,

The integral over & gives zero due to the varying phase unless k = k', at which point the phase
is unity and the integral over & cancels the volume in the denominator,

Hy=)_

-

h2k?
- a}%a,—c—. (9.16)

Thus, even though the Hamiltonian, expressed in terms of the field operators ¥ and ¥, looks
like the familiar expression for a wave function, it is far more powerful as it correctly expresses
the energy even when many particles are present in the system, and even in those cases where
multiple particles occupy the same single-particle level.
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9.4 Interaction with an External Potential

An interaction with an external potential can be written as
Hy, = / d3rV (7) O (7) T (7). (9.17)

This can be written in terms of momentum-space creation and destruction operators by substi-
tuting the expressions for ¥' from Eq. (9.6),

H,, = — / d*r Y alag e {EFTY(7) (9.18)

where V is the Fourier transform of V. Thus, the form of the interaction is similar to that of the
Ex. 9.1 in that this features terms where one state is created and another destroyed.

In fact, one can reduce the solution of the problem (finding the energy eigenvalues) to that of
diagonalizing a matrix.
H = Z Ajia;ai. (919)
2]
The simplified Hamiltonian results by linearly transforming the states to a new basis where

A — B, and B is diagonalized. In this new basis, one transforms the operators with a unitary
transformation U,

a; = Uy by, (9.20)
a; == U;J/b;m
_ ptrt

If the transformation diagonalizes the Hamiltonian, where the diagonalized Hamiltonian is
By = By,

By = UngjiUiiZ’a (9.21)
H =) Byblb,.
¢

Thus, the same transformation used to diagonalize the matrix A;; can be used to transform the
operators to a basis where the Hamiltonian looks like a series of independent modes £, where
each mode can have any number of particles, n,, with energies Ey(n,) = n¢By,.

One should keep in mind that even if there are only a few single-particle levels, one still has
an infinite number of states because each mode £ can hold an arbitrary number of particles.
The ability of this formalism to include an arbitrary number of particles makes it the starting
point for any study of many-body physics. It also represents the starting point for the study of
relativistic physics due to the fact that even the vacuum might contain an arbitrary number of
virtual particle-antiparticle pairs.
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The true challenges for many-body physics arise when the interaction is not that with an ex-
ternal potential but when the potential has explicit interactions between constituents. The in-
teraction term then has terms to higher powers in the field operators, e.g [ d*rd®r’ V(¥ —
7)1 (7)1 (7)1 (7)1 (7). The problem cannot then be solved by rearranging the single-particle
states into a basis where the Hamiltonian is diagonalized.

The most common example where particles are created or destroyed is in the radiative decay of
atomic or nuclear states. For example, a hydrogen atom in an excited state might decay to the
ground state via the emission of a photon. The photon must be created in the process. Creation of
a photon is surprisingly complicated due to the fact that the photon is a massless spin-1 particle
coupled to the current via the polarization vector. Because the algebraic gymnastics of polariza-
tion and spins adds additional complication, we will first consider the following example of a
decay through the emission of a scalar (spinless) particle.

Example 9.2: Decays Via Emission of a Created Particle, Radiation

Consider a hypothetical massive particle, of mass m, created by the field operator ¥ and de-
stroyed by W. It is coupled to operators for a massless particle which is created by the field op-
erator ®' and destroyed by ®. We assume both particles are spinless. The massive particle is
in the first excited state of a three-dimensional Harmonic oscillator characterized by frequency
wp. There first-excited state is three-fold degenerate, and in the Cartesian basis these states can
be written as a product of three one-dimensional wave functions, ¥, ()%, (y)1.(z). For this
problem, we assume the excited state applies to the z—dependence, i.e. a and b reference the
ground state and c refers to the first excited state. We wish to calculate the rate for decaying
to the ground state via the emission of the massless particle. The interaction term is expressed
as

Hy—g / Prut(7) (@1 (7) + 8(7)) U (),

which is manifestly Hermitian by noticing that ®1(7) 4+ ®(7) is Hermitian. The factor g is
typically referred to as a coupling constant.
Using Fermi’s golden rule the decay rate is

27
I' = ? Z |<na:9ny7nz — O; kB|Hint|nm7ny — 09 n, = 1>|2 6(E1 - EO - Ek,g)a
ks

where E( and E; are the energies of the ground state energy and of the first excited state, and
Eyg is the energy of the emitted particle. Because we are interested in the decay of the atom,
which creates a particle through &7, the destruction term, ®, can be neglected. Also, note that
the initial state was assumed to be polarized along the z axis. This choice is arbitrary because
we are summing equally over all directions of k. If we were calculating a differential decay
rate, dI' /dS2y, the angular dependence would depend on the initial polarization.

One can now calculate the matrix element,

(Ngy Ny, Ny = 05 k| Hipt| gy 1y = 0,m, = 1)

= g/dsr(nm,ny,nz = 0; 0|ak\IlT('F’)(¢'T(F) + @ (7)) ¥ (7)|ng, ny = 0,n, = 1),
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where the state (- - - ; k| was re-expressed as (- - - ; 0|ay. Expanding the operator ®' according
to Eq. (9.6), and using Eq. (9.12) to bring out the wave functions, ¥ (7)|y) = ¥ (7)|0),

(Ngy Ny, n, = 0; k| Hipt|nyyny = 0,m, = 1)

=g d3r¢;<m\/iv

Here, the harmonic oscillator wave functions can be written as a product of wave functions of
x,y and z respectively. If the normalized 1-d harmonic oscillator wave functions are denoted

(),

(Mg, Ny, Ny = 0; k|Hing| Ny, ny = 0,m, = 1)

e F T, 1 (7).

2mwyg

g —ikgx —1 —ikzz
— \/—V/da:e k z,bg(a:)/dye kyy@bg(y)/dze kez o = 1,b§(z)
zgkzae_k2a2/4

V2V ’

where a is the characteristic size of the ground state,

h

mwo

a2

Putting all this together

T = g > kZe M 25(hke — huw)
mwV <~ ~ °
g2 1 y s
= /k4dk/ dcos @ cos® 0 e ¥ */2§(hke — hw)
AdmwT 1
— 92k3 —k2a2/2
6rmhc? ’

where k = w/c, and w is determined by energy conservation, iw = E; — Ej.

9.5 Electromagnetic Decays

Electromagnetic decays are further complicated by the 7 - A nature of the coupling. Remember

that minimal substitution, § — (§ — eA/c), results in a term in the Hamiltonian which looks
like

A 2,,(77)} , 9.22)

H = = [a@r {50 A /c+ 3
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representing the interaction with the vector potential. The last term will be neglected for now,
but plays a role in the quantum Hall effect. The current is given by the operator

3(F) =

where ¥T and ¥ are field operators Note that if sandwiched between the bra (1| and the ket
|1) one gets the usual expression for the current in terms of wave functions as ¥ () — ¥ (7)
and T (7) — (7).

First we must define the electromagnetic field operator in terms of creation and destruction
operators that make real photons,

A’(F,t)ﬂ/z”hzczZ - (E(RyeFm=imultay , + & (R)e ®ErHiB/ia] ). (9.24)
\ %4 P vV Eg ’

Here s refers to the polarization (or spin) of the photon. Polarization vectors can be complex. For
example, for photons moving in the 2 direction, the polarization vector for right-circularly po-
larized light is (& +4%)/+/2. For each k there are two polarizations. Each must be perpendicular
to the direction of E, and normalized,

E (k) + € (k) = dau (9.25)

—1eh

{\If’f (F)VE(F) — [VEI(7)]¥ ()}, (9.23)

Aside from the polarization, the expression for A looks peculiar for the complicated prefactors
and the 1/4/ Ej, term inside the sum. However, all these factors are necessary to ensure that

E? + B? 1
/d3 _ = ZEk (Cl,_.’ a’ks —I— 5) ’ (926)
where the electromagnetic fields resulting from K are
. 194
E=--"
c dt’
B =V x A.

We are now in position to consider the general problem of electromagnetic decay, where a par-
ticle of charge e changes from state ¢ to state f while emitting a photon of momentum k and
polarization s. Outlining the steps to solving the problem:

1. Write down Fermi’s golden rule,

Z|— fik,s| [ @3 - ADI)PSE: - By - ko). 027)

2. The operator A operates on the photon degrees of freedom, while the current operator acts
only on the charged particle’s degrees of freedom. Thus, the matrix element can be written
as a product,

(3ol [ @i A = [ FT@N - FAD/ 0. 029
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Using the definition of the electromagnetic field operator in Eq. (9.24) one can easily write
(k, s| A(7) /c|0) in terms of the plane wave function for the outgoing photon, and similarly,

one can use write the current operator in terms of field operators to express { f|J(7)|i) in
terms of the initial and final wave functions for the massive particle,

FTDN) = S (w3 Vel®) — Ve, 029

2

(K, s1A(7)/cl0) = || g7 @ (e,

The overall matrix element then becomes

- 1 - - h 2 - -
(Fifsl [ @i - Al = |25 @) - M 9.30)

- = h M
Ki(Fi f) = o [ dor e s (M V(7)
h o

— ;[ @ eIV 1@,

Note M does not depend on the polarization, but does depend on the photon’s momen-
tum due to the factor e =7,

3. Change the sum over k to an integral.

Vv Vv )
EE: — P / d3k = Ty / k2dkdS,, (9.31)

Then eliminate the delta function in Fermi’s golden rule by integrating over k,

2w 2we?h? 'V 1 - -
= — k*dk—dQ2 e (k) - M|*6(E; — E; — hck 9.32
T g | K Y L R) - S~ By k) 0

e’k oo
= Smimics | 4% D) - M

One can check the units of the above expression by noting that e?k has dimensions of
energy (as it is the same dimension as e?/r) and that M has units of momentum which
are the same as the units of mec. Thus, the overall expression has units of energy over
I which is an inverse time. Remember that in many books and tables I' often refers to
energies rather than rates, in which case one erases the % in the denominator.

4. To find the polarization for a specific direction, €2, and for a specific polarization s, one can
rewrite the expression without integrating over the solid angle or summing over polariza-
tion.

dr’, e’k

dQ,  2mhm2c?

2

& (k) - b

(9.33)
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If one wishes to sum over the polarization directions, one can replace M with
P =M — k(k-M). (9.34)

Because both polarization vectors are orthogonal to the direction of the photon, I%, this does
not change the answer. The sum over s can now include the third polarization vector k,

and

dr ek -

— & . Pl? 9.35
dQl;, 2mwhm?2c? 3;3 2 | ( )

2
—_F B
2mwhm?2c?
e’k o .o
- {|M|2 ke M|2}.

Even though there are two polarizations for any glven photon direction, k, the vector P
projects out a single direction. Further, because P is orthogonal to k, the polarlzatlon
vector of the photon is indeed perpendicular to k. Thus, knowing the directions of M and
k sets the polarization of the outgoing light to be

ék) = P/|P|. (9.36)

Note that if & is parallel to M, that P = 0 and the intensity vanishes in that direction.

5. Finally, to obtain the total rate I' one must integrate over all directions of the photon. For
any fixed vector V, the integral of |k - V|2 over all directions of k is one third of the integral
of |V'|?, so the integrated decay rate is

4e3k

3hm?2c2

M. 9.37)

9.6 The Dipole Approximation

For nuclear examples, typical v energies are on the order of one MeV, which corresponds to
wavelengths of a few hundred fm, approximately 100 times the size of a nucleus. For atomic ex-
amples, emitted photons usually have wavelengths of hundreds of nm, several thousand times
the size of a typical atom. Thus, one might consider approximating the phase factor,

ik

e R x5 1. (9.38)

This approximation is known as the dipole approximation,

M= (£|Pli) (039
= == (£I[Ho, 7}3)
om(Ey — E; )
= BB i,
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thus resulting in a matrix element where 7 is sandwiched between the initial and final states,
hence the term “dipole”. The second line requires commuting Hy, = P?/2m with 7, using the
fact that

(1P|, ri] =) [P}, 7] (9.40)

i
i

= (P;(riP; + [P;,7i]) — 7:P})
i

=Y (P;(rsP; — ihdi;) — riP})
i

J
or [P?, 7] = —2ihP.

One consequence of dipole radiation is the dipole sum rule. Using the expression for the matrix
element in Eq. (9.39),

L | M|2h?
[(FI7)8))* = i (B, — B (9.41)
and rearranging Eq. (9.32),
- 2whm?c?
/dﬂk Z |€F - M|? = Fi—}f79 (9.42)

8Tt
= M2
3

The last step introduced a factor of 2/3 from averaging over the directions of k, using the fact

that € (k) is orthogonal to k. Combining these last two expressions, and replacing k with (E; —
E f) / hC,

3ntc?
.\ |2
= Lig. 9.43
IO = foag gy et 9.43)
Finally, if one sums over all states 7, one can use completeness to reduce the Lh.s. to
3ntc?
2 f) — Tisy s 9.4
N =2 Gem — By (9.44)

This is the dipole sum rule, and it relates the charge radius squared to a weighted sum over rates
from all initial states ¢ to some final state f. Although the derivation suggests that emission is
through a single charge e, it can be derived more generally so that the Lh.s. is the charge radius
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squared even for systems with charge spread over multiple particles with complicated wave
functions. For objects composed of multiple charges, collective states can dominate the sum on
the right hand side. When there are many charges that add to Z, and if those charges move
together, i.e. collectively, they emit proportional to Z2e?, as opposed to single-particle motion
which emits proportional to e?. For example, a giant dipole resonance in 2°®*Pb nuclei involves
the 82 protons oscillating together, while the 126 neutrons oscillate in the opposite direction.
Such a state also absorbs photons readily.

Example 9.3: Electromagnetic Decay of the Harmonic Oscillator
Consider a harmonic oscillator in the first excited state, where in Cartesian coordinates the
wave function is excited in the 2 direction. The wave function is then

Y1 (F) = ¢0(w)¢0(y)¢1 (Z)a
where 1) and 1, represent solutions to the one-dimensional harmonic oscillator.

1. Within the dipole approximation, calculate the rate per solid angle for decays of unpo-
larized photons.
Solution: ~
Using Eq.s (9.30) and (9.32) with e~%*" = 1 by applying the dipole approximation, Eq.
(9.39),

r—_ ok /dQ S le - MP?
" 2mhm2ce? k - ©s ’
- - h
KA(E i, ) = [ & g3 990,
1
- / Ao 5 () 7s (7).

In the last step the change in energy of the two steps was replaced with the photon
energy, 4 — Ey = hw. Using the fact that the original state is excited along the 2
direction, one can then reduce the problem to a one-dimensional integral,

M(k, i, f) = imwﬁ/dz b%(2)2i(2)-

Using solutions for the harmonic oscillator wave functions in Sec. (2.6) for the ground
state and the excited states of the harmonic oscillator,

M(ky i, f) = i(hmw/2)?2.
Inserting into the expression for I' in Eq. (9.37),

_ 4e’k hmw
 3hm2c2 2
B 2e2w?

3mec3
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2. What is the angular distribution of photons? — summed over polarizations
Solution:
One can apply Eq. (9.35),

ar e’k - - L
E © 2mhm2c2 {l | [k - Ml }’
e2w? .
-2 )
4Tme3
e2w?

= sin? 0y,
4mc3
There are no photons emitted in the £ direction because the matrix element M is in
the 2 direction and because the polarizations for a photon in the 2 direction must be
perpendicular to 2 when k|| 2.

3. What is the polarization of a photon emitted in the & direction?
Solution:
By inspection, one can see that € must be parallel to 2. Thus, the photon would be plane
polarized along the z direction.

9.7 Magnetic Dipole and Electric Quadrupole Radiation

The matrix element may be zero in the dipole approximation due to symmetry considerations,
usually parity constraints. In that case, one should keep the next order term in the expansion of

the factor e=#*7™ ~ 1 — ik - 7+ -+ in Eq. (9.30). One then obtains terms in the matrix element
that look like
k-7)(F-&)=_{E-MP-&) =@ -ME P+ {(k-NPF-&)+ & -NE-P)}
- — ]_ — —
{F-R@FP-&)— @ -PE-P|+{(P-&)E-7+(@E-7)E- P
Here, the momentum operator P = —i/iV acts on the operators of the charged particle, and

should not be confused with hk, the momentum of the photon. The last step, which involved
flipping the (k - 7) and (P - &) factors in the second bracket was justified by the fact that P
commuting with & - 7 yields a result proportional to k which is in turn orthogonal to &,

Using a vector identity the first term can be written

1 — — — —

5 {(k: A (B — (&) (k- P)} = (7 x P) - (k x &). (9.45)
This operator looks like L- (& x k)/2, thus it looks like the magnetic dipole operator multiplied

into & X k. Remembering that A is defined by the direction of €, and that k x A is generated
by V X [f, one can think of this term as L X E, which motivates the term magnetic dipole.
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Using the identity
P = 7, Hy), (9.46)
ih
the second term can be written as
1 "4 D =% - N/ D .
ST E-P(P-&) + (@ - M- P} i) 9-47)

- g(E — Ep)(f|(& -7 - (k- 7)3)
m
= —(E; — Ey)€;k;Qij,
1h
1
Qij = (flrirjli) — §5z‘j(f|”’2|i>-

The final term in the quadrupole operator @Q;; which is proportional to the delta function does
not contribute because € and k are orthogonal. Radiation through this tThe term quadrupole
comes from the fact that all such operators can be written in terms of Y,—5 ,,, 5. Both the magnetic
dipole term and the electric quadrupole term are linear when expanding in k. They are smaller
than the electric dipole piece only because kr is small, as they are of the same order in the
coupling constant e.

The symmetry constraints of the radiation pattern will be a major point of discussion later in the
course when we discuss the Wigner-Eckart theorem.

9.8 Exercises

1. Consider two oscillator levels described by the creation operators, a} and a}, where the
Hamiltonian is

H = 610111'&1 + 620,;0,2 + ﬁ(a;a; + alaz).

Consider the operators

b} = coshn aI + sinh 1 a-,
b; = coshn ag + sinhn a;.

(a) Show that b; and b! behave like creation/destruction operators.
(b) Find the values of 1, Eg, FE; and FE, that allow H to be written as

H = E, + E;blb, + E,blb,.

This is known as a Bogoliubov transformation.

2. Consider b-particles of mass m confined by a one-dimensional harmonic oscillator poten-
tial characterized by a frequency w. The b particles interact with massless and spinless
a-particles through their respective field operators,

H;, = g/dw\IfT(a:)'I)(a:)\If(m),
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where ® and W are the field operators for the a-particles and b-particles respectively. As-
sume the b particles are sufficiently heavy to ignore their recoil energy.

1 1
V2 VB,

1 .
\I]T(w) — \/_f Z e—lkwbz,
k

®(z) = (e—ikma”rc + eikmak>

(a) What is the dimension of g?
(b) What is the decay rate of a b particle in the first excited state.

3. Show that Eq. (9.26) is satisfied by using the electric and magnetic fields defined in Eq.
(9.24). Note: You will ignore those cross terms involving rapid oscillations in time.

4. A proton in a nucleus decays from an excited state to its ground state by emitting a photon
of momentum fk and polarization €,. The matrix element describing the decay is

—

—ik-T

e
(0,k,s|V|1) = B€, - | d°r Ni%
The factor 3 absorbed all the various factors involved in defining the vector field in Eq.
(9.24). Assume the ground and excited states are modeled with a three-dimensional har-
monic oscillator of frequency w. If the excited state is in the first level of a harmonic os-
cillator and has an angular momentum projection m, what is the angular distribution of
the photons, dI'/df2, for each m. Assume that the wavelength of the photon is sufficiently

(P35 (F)VPr(7) — [V (7)1 (7)) -

long that the phase "™ =~ 1. Remember that the two polarizations of the photon must be
perpendicular to k. You need only calculate the angular shape of the distribution — ignore
the prefactors.

Some help: The first excited state of the harmonic oscillator is three-fold degenerate. In
the Cartesian basis these have the form ~ x¢q, y®o and z¢o, where ¢y is the ground-state
wave function. These can be mapped to three states that are eigenstates of angular mo-
mentum, £ = 1;m = 1,0, —1 as discussed in Chapter 4. The wave functions of states
with m = =1 have to have an angular dependence given by Yi1; ~ sin Qe whereas
the wavefunction for m = 0 has to be proportional to Y9 ~ cos 6. Using the fact that
rcos® = z and rsin fet® = z + iy, the m = 41 wave functions are proportional to
x £ 1y, whereas the m = 0 wave is proportional to z.

5. A spinless particle of mass M and charge e is in the first excited state of a three-dimensional
harmonic oscillator characterized by a frequency w. Assume the harmonic oscillator in the
Cartesian state with n, = 1,i.e. m = 0. Using the interaction

Hint :;'Z/C7

(a) Calculate the decay rate of the charged particle into the ground state of the oscillator
in the dipole approximation.

(b) Calculate dI'/d<? as a function of the emission angles of the photon, § and ¢.
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(c) In terms of the unit vectors k, 8 and ¢, the two polarization vectors which are allowed
for emission of a photon at an angle 6, ¢ are 6 and ¢. For each polarization vector
above, calculate dI'; / d€?, the probability of decaying via emission of a photon emited
in the 6, ¢ direction with polarization s.

6. Again consider a spinless particle of mass M and charge e n the first excited state of a
three-dimensional harmonic oscillator characterized by a frequency w. However, this time
assume the charged particle is originally in a state with angular momentum projection
m = +1 along the z axis. Using the interaction

Hint = j . A’/C,
and applying the dipole approximation,

(a) Find the decay rate I of the first excited state.

(b) Find the differential decay rate dI'/df2.

(c) Describe the polarization of a photon emitted in the & direction.

(d) Describe the polarization vector of a particle emitted in the 2 direction.
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10 Advanced Topics in Angular Momentum

10.1 Isospin

The angular momentum algebra developed last semester has a broad range of applications,
many of which have nothing to do with rotating systems but instead deal with symmetries in
some other context. One such example is isospin. In nuclear and particle physics isospin mimics
the spin mechanics used to describe spin 1/2 particles. In quark language, the up quark is an
I = 1/2,13 = 1/2 particle while the down quark isan I = 1/2,13 = —1/2 particle. Here,
the total isospin is I, which is analogous to the total angular momentum J, and the isospin pro-
jection is I, which is analogous to the spin projection M. In nuclear physics the proton and
neutron form an iso-doublet with the proton being the I3 = 1/2 particle. The strong interaction
is invariant to “rotations” in isospin space. In Chapter 4 we showed that rotations of angle 6
about axis in the 7o direction were generated with the operator e—iLné/h For spin-1/2 particles,
the two components states were rotated by the operator e~*"/2 If one expresses the proton
and neutron as two-component states, the transformation e ~*"/2 can be thought of as a rota-
tion in isospin. One can combine particles with a given isospin to form states with a specific net
isospin in the same way that angular momentum are coupled. This means that the symmetry is
analogous to the rotational symmetries discussed with angular momentum, and if the rotational
symmetry in isospin is conserved (sometimes referred to as being a “good” symmetry) then the
total isospin of the system is conserved. For instance, composite particles (those made of sev-
eral quarks) have good isospin, which is determined by adding the isospin of several particles.
Three up or down quarks can be coupled to either I = 1/2 states, the proton or neutron, or
to an I = 3/2 state, the A baryon, in the same way three spin-half particles can be coupled to
either J = 3/2 or J = 1/2 multiplets. The A baryon multiplet, which has I = 3/2, consists
of four states with isospin projection Is = —3/2, —1/2,1/2 and 3/2. Because the down quark
has electric charge —1/3 and the up quark has electric charge +2/3, the four As are A~A%, A™
and A+,

If one considers two nucleons (a nucleon is a proton or a neutron), and assume perfect isospin
symmetry, one would assign the pair a total isospin of I = 0 or I = 1, with projections I3 =
—1,0,1 for I = 1. This is the same as listing all the ways to combine two spin 1/2 particles,
which combine into a triplet with S = 1 or a singlet with S = 0. The state with I = 1 and
I3 = 1is made of two protons, and the state with I = 1, I3 = —1 is made of two neutrons. The
state with I = 1, I3 = 0 is comprised of one proton and one neutron in a symmetric fashion. By
symmetric, the two particle wave function would look like ¥ (x4, p; 2, n) = ¥(x1, n; z2, p).
One would find this state by taking the two-proton state, then applying the lowering operator,
which would result in a symmetric state. The I = 0,I3 = 0 state would be anti-symmetric.
Because of the symmetry, one would expect the three I = 1 states to behave similarly, while the
I = 0 state might be different. Thus, the deuteron, which is made of a proton and a neutron
has an I = 0 bound state, while the three I = 1 combinations have no bound states. Because
the deutreron’s isospin wave function is anti-symmetric, and because nucleons are spin-half
fermions, the overall wave function must be anti-symmetric. This means that the deuteron has
a symmetric spin wave function, and has § = 1. The three I = 1 states then have an anti-
symmetric spin wave function, with § = 0. The pn combination thus has a bound state with
I = 0,8 = 1, and resonant behavior just above threshold in the § = 0 channel. This resonant

188



PHY 851/852 10 ADVANCED TOPICS IN ANGULAR MOMENTUM

state is part of an I = 1 iso-triplet, i.e. the same S = 0 resonance appears in the pp and nn
systems.

Isospin is an approximate symmetry. The symmetry is broken because the up and down quarks
have slightly different masses, and because of the Coulomb interaction, which is obviously dif-
ferent for up quarks (charge 2/3) and down quarks (charge -1/3). Thus, the proton and neutron
masses, 938.27 and 939.57 MeV / ¢? respectively, are not identical.

Example 10.1: The p meson

Consider the p™°%~ mesons (they have charge +1, 0, —1), which form an isotriplet (I = 1)
and can decay into two pions. Pions, 79~ also form an iso-triplet. Find the decay branches
for each of the three p — 27 decays.

Solution: Because isospin is conserved in the strong interaction, and because the p° has total
isospin I = 1 and projection Is = 0, the two-pion state must also have the same total isospin
and projection. First, look at the p* or p~. The only branchings for each decay are

pJr — 7r+7r0, p — I
However, the p® might go into one of two branches

pO — w7~ or won°.

To solve for the relative strengths of the two branches, find how to add two pion isospins to
form an I = 1, I3 = 0 state. Start by writing the I = 2, Is = 2 state

I=2,I;=2)=|r",n"),

then use the lowering operator to find the I = 2, Is = 1 state. The lowering operator behaves
the same as for angular momentum,

I_|I,I3) = \/I(I +1)— Is(Is — 1)|I,Is — 1).

Thus,
1 1
I =2,I3=1) = _|77077T+> + _2|7r+97"0>'

V2 V2
By orthogonality,

1 1
1I=1,1I=1) = 7§|7"+7ﬂ'0> — 7§|ﬂ'oaﬂ'+>
This combination corresponds to the decay of the p™ meson. By applying the lowering oper-
ator,

V1-(1+1)+0-(0—1)

Vi-Q4+1)—1-1-1D|I=1,I; =0) = > |7~ T)
y1-1+1)+0-(0—-1) . _
- 5 |7 F7™)

1 1 _

|I =1,1I; = 0) :7§|7r 7r+>—7§|7r+7r )
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The I = 1, I3 = 0 combination refers to the p°® and has no w°#° contribution. Thus, the two
pions must both be charged if they couple to the p°.

Also, the fact that the two terms appear identical, except for the switching of the 7+ and #~
tells us that the two final spatial (momentum) states of the pions must be anti-symmetric to
cancel the anti-symmetry of the isospin wave function. This is accomplished by requiring
the p to decay into a p wave. Note that the p* and p~ isospin wave functions were also
anti-symmetric.

Angular momentum algebra applies to any system where a “rotation”, e.g. €'7:%/2, leaves the
Lagrangian unchanged. Isospin is not an “exact” symmetry. Although the strong interaction
conserves isospin, the electromagnetic interaction manifestly violates isospin. Thus, the p® does
not decay with 100% probability into two charged pion, but has a very small probability to decay
into o7 that is not even listed in the particle data book, http://pdg.1bl.gov).

Conservation of isospin plays a large role in nuclear physics, where the proton and neutron
form the basis. A nucleus like 2C which has I = 0 might have states of total isospin, I =
0,1,2,---6. The nucleus 2N has I3 = 1 so it cannot have I = 0. The ground state of *>C has
I = 0 and has no analog in Boron or Nitrogen, but there does exist an excited state of *2C with
I = 1 which has very similar properties to the ground states of > N and '?B.

Finally, we should mention that sometimes symmetries involve more than just the rotation of
two states into one another. For instance, although the strange quark is much more massive
than the up and down quarks, one can consider the three quarks to form a basis. If one ig-
nored the quark masses, this basis has a greater symmetry as it involves rotations among three
constituents, SU(3), rather than the SU(2) symmetry discussed before. In SU(3) the mechanics
are more complicated compared to the SU(2) mechanics used to study angular momentum or
isospin.

10.2 Combining Three Angular Momenta

When we studied two angular momenta, we described the “addition” as a change of basis where
the state with labels |j;, j1, M1, m2) was written as a linear combination of states with labels
|71, g2, J, M). When adding three angular momenta the change of basis is

|715 J25 I3, M1, M2y m3) <> |(J1,52)5 I3, J12, J, M). (10.1)

Again, M is the projection of the total angular momentum J with values from —J to J.

In order to couple the three angular momenta j; and j; were first coupled to J;2 before j3 and
J12 were coupled to J. Thus, Ji2 survives as a quantum number, which is necessary as the
original state had six labels, which requires six labels for the final state.

The change of basis can be described in terms of Clebsch-Gordan coefficients. First we describe
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an intermediate state with j; and j2 coupled to Ji2.

915 325 J12s Gy Mz, ms) = > |d1, 2, J3s M1, M2y mis) (1, J2, 3, M, may, ms|  (10.2)

mi,mza
715 J25 J12, J3, Mi2, m3)
= Z (J1, M1, J2, ma|J12Mi2)|j1, J2, I3, M1, M2, M3).

mi1,Mm2

The first line above is simply a statement of completeness. To write the second line one uses the
fact that the labels j3, mg3 in the matrix element (j1, j2, J3, M1, M2, M3|J1, J2, J12, J3, M12, m3)
are unaffected by this change of basis, and can be neglected. The matrix element can then be
replaced by a Clebsch-Gordan coefficient. One can now consider the states with total angular
momentum J created by coupling J2 to js.

|(J1s J2)s I35 J12, J, M) = Z 715 J25 I35 J12, M2, m3)(J1, J2, I3, J12, Ma2, ms|  (10.3)

Mi2,m3

|(j19j2)aj3a J123 J7 M>
= Z (J12y Maz, g3, ms|J M) (j1, ma, j2, ma|J12M12)

mi,mz,ms3,Mi2

|j13j2’j37 m13m2’m3>-

The choice of coupling j; with j; to J;2 was arbitrary, as one might have instead chosen to
couple j; to js or j, to js. States in the |j1, j2, J3, J, J12, M) basis can be expressed in terms of
states in the |j1, j2, J3, J, J23, M) basis This change of basis which can be represented by Racah
coefficients W.

<(j1, j2)7 j37 J127 J’ M|j17 (j2’ jS)a J237 J’ M> (104)
= Sprr/ (2J12 + 1) (2023 + V)W (41, J2, Ja, J; 12, Jo3)

= S (— 1)+ BT 1) (2058 + 1) { g Jiz } ,
3

J  Jas

where the quantity in brackets is known as the Wigner 6 — j symbol, which is simply another
incarnation of the Racah coefficient. As a homework problem you will be asked to express the
Racah coefficient W in terms of Clebsch-Gordan coefficients.

10.3 Notation: Conventions for Clebsch-Gordan Coefficients and Wigner 3j
or 6j Symbols

Unfortunately, there is no overwhelmingly accepted coefficient for writing Clebsh-Gordan co-
efficients. In order to stress that they are simply matrix elements, we have chosen to use the
notation,

<j17 m17j27 leJM> = <j13 m17j27 m2|j17j23 J7 M>° (105)

191



PHY 851/852 10 ADVANCED TOPICS IN ANGULAR MOMENTUM

The indices j; and j2 are not affected by the change of basis, thus they are typically not repeated
in the ket above. By convention, the states |J M) are defined in such a way that the Clebsch-
Gordan coefficients are real. Thus, the labels in the bra and the ket can be reversed. Sometimes
semicolons are inserted between labels, and sometimes the commas above are left out. It is good
practice to choose labels carefully so that is clear which projections (ms) are associated with
which total angular momenta (js).

(41, M1, J2, Ma|jams) = CPTe (10.6)

= (—1 —Ji1tjz2—ms 21 1 J1 J2 J3 .

(-1) Ve i{ Bod &

These latter notations mainly appeal to those with masochistic tendencies, and are often seen in
older literature or textbooks.

Aside from the convention that Clebsch-Gordan coefficients are real, there is also a choice in
sign. For example, when generating Clebsch-Gordan coefficients by using ladder operators, one
first considered the highest possible total angular momentum J and highest projection M, then
used lowering operators to generate those with lower M but the same J. Then to find those
with J lowered by one, the matrix element was found by the orthogonality constraint. But this
next element could have arbitrary sign. Thus, an additional convention is applied

) =9 ) = — 9 . .
(J1,m1 = j1,J2,m2 = J — J1|JJ) >0 (10.7)
The coefficients have a number of symmetry properties:
(Famagama|J M) = (=1)" 42775, —my, ja, —ma|J, — M) (10.8)
= (—1)277 (55, my, §1, mq | T M)
i—m, |2 +1 .
= (—1)—™ s+ 1 (g1, ma, J, —M|ja, —ma)
. [2J +1 ) .
— (—1)Jz+m2 m(J, —M,gz,m2|]1,—m1>
N DY N . .
= (=™ 2ja + 1<Ja M, j1, —mi|j2, m2)
. 2J +1 ,
= (_1)_72+m2 <.727_m27J9 M|315m1>-

271 +1

10.4 Irreducible Tensor Operators

Often physics involves calculating transition elements of the form
(&, m/|T¥ e, m), (10.9)

where the labels in the kets and bras denote the angular momentum of the initial and final
states and T¥ is an operator that is part of a set of (2k 4 1) operators, T%,,T*, _, --- T} that
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transform like spherical harmonics Y}, , under rotation. Such operators are known as irreducible
tensor operators. Examples are

1. L, which transforms like Y7 . Three operators are

Ti, = — F (L, £iL,)/V?2,
T, = L..

2. x which transforms as Y;,_1 — Y7,1. The operators are

T(;l =z,

T = (Ti1_T12)/\/§

3. 7% which transforms as Yp o, i.e Ty = r2.

4. P, P, which transform as Y2, — Y2 _,. The set of operators is

TP, = (P: +iP,)?,
T}, = +2P,(P, +iP,),
T? = (2P? — P? — P)V/2,
P,P, = —i(T? — T?,) /4.

One can express any analytic function of , y and z as a sum of irreducible tensor operators. But
not all functions can be expressed in terms of operators with a single value of k. For example,
writing ? + y? = (2/3)(2? + y> + 2?) — (222 — 22 — y?)/3 requires both T*=° and T*=2
pieces. For the examples above, one can scale any of the sets of 2k 4 1 operators by any scalar
function, e.g. multiply by a constant or by 72, and it is still a set of irreducible tensor operators.
However, all the terms in the set must be scaled similarly to preserve the way in which the rotate
into one another. The term “irreducible tensor operator” refers to the fact that under rotations
the operators mix only amongst irreducible subsets,

R(&)TyR™'(d) = Dk ()T (10.10)

Here, the matrices Dl;, o« describe the linear transformation of the 2k + 1 elements of T*. The
rotations mix only the 2k+1 operators with the same k but different q. Specifically, “irreducible”
refers to the fact that rotations can mix in any of the different g components. For example, if one
considered the set of six operators p;p; (six and not nine because the matrix is symmetric) one
could express any of the six operators in terms of the five £ = 2 operators, plus one £ = 0
operator, p?> = p - p. The full set of six operators would be reducible, because the single £ = 0
operator does not mix with the other five during rotations. But, the set of five that transform as
the Y *=2s would indeed be an irreducible set.

As stated above the form of the spherical harmonics can be used to express polynomials of x, y
and z in terms of irreducible tensor operators. To that end, a list of the spherical harmonics and
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associated polynomials to second order is presented here.

(10.11)

1
Yo,0 = \/T_ﬂ',
3
1,0 = ECOS 0,
Yii1 = \/ — sm feti?,
20—\/ (3c0s20—1),
Yo, 41 = Fy/ 8_71' sin @ cos 6’eﬂ”"5
15
Y12 = \/E sin Heizw

Yé—m(ev ¢) = (_1)ml/;n(07 d))

For k = 0, 1, 2 one can define a set of irreducible tensor operators using powers of z,y and z.
Defining

TY = r*Yq/47/(2k + 1), (10.12)

allows one to define the following polynomials in terms of irreducible tensor operators, using
z = rcosfand (x + iy) = rsin fe*?.

T =1, (10.13)
1 .
T =~ (ot iv)
TO1 =z,

T — L -

-1 = (m 1Y),

T = f(w T 2iay — ),
12—~ ot iy,

T02 = 5(3Z -r )’

T2 = \/_gz(w - zy),

Y T

The prefactor r/4m(2k + 1) was arbitrary. Any function of k is fine. It is only important that
the ratio of elements within a given k multiplet are unchanged. These expressions can then be
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inverted to express the polynomials in terms of irreducible tensor operators,

1=T, (10.14)
1
T = _(Tl - Tl)’
N A 1
i
y — 7§(Ti1 + T11)7
z = Tol,
1 /2 1 1
R BRI N

1 /2 1 1
2 1
2? = ng + ngrz,

1
xy =i— (T2, — T?
Yy \/6( —2 2)9

1

rz = 7§(TE1 - T12)a
7

Yz = 7§(T31 +T7).

This procedure could have been used to express other polynomials, e.g. ,y,z — L, L,, L.,
because they behave identically under rotation.

For operators created by taking products of two different operators, e.g. P,L,, one needs be
more careful, because in this case P, L, does not behave like xz under rotation. If one considers
P;L; as a 3 X 3 matrix, there are 9 independent terms. In contrast the combination P; P; would
have only 6 terms because it is manifestly symmetric. For rank-2 tensors combined from two
different vector operators A and E, one can consider the following combinations, A. E, A;B; —
B;Ajand A;B;+ B;A; —2A- B/3. The first combination, A - B is clearly a scalar, and behaves
like an irreducible tensor operator, Tfj(? . The second is antisymmetric and behaves as part of
the three pseudo-vector components, €;;,A; By, or equivalently A x B. These can be expressed
as a linear sum of the three T*='q operators as was done above for x, y and z. This leaves the
traceless symmetric combination at the end. These five independent operators can be written in
terms of Tq’fﬂ operators. For example, the operator P, L, would be needed to be expressed as a
sum over some pieces with some operators szz and combined with contributions from a set of

irreducible operators with T, k=1,

Example 10.2: Combining operators to make irreducible tensor operators

Express the operator P,L, as a linear sum over irreducible tensor operators. Following the
discussion above

1

PL;=_P-Loy+(———— 2P Loy )+ (——5—— ).

2 2

The first term is a scalar and is invariant under rotation, i.e. it does not mix with any other
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operators. The product P, L, has contribution from this element. The second term will trans-
form amongst a set of k = 2 irreducible tensor operators, while the third transforms like the
components of a vector A=PxL /2, and can be expressed as a set of k = 1 operators.
Defining the k = 2 operators using Eq. (10.14) with both P and L being replaced by the
components x, y and z,

1

2/6

Here, S* is defined as irreducible tensor operators using Eq. (10.13) where each term r;r; is
replaced by (P;L; + P;L;)/2. The third term is also expressed using Eq. (10.13),

(PoLy + PyLy)/2 =i (532_S§)°

A= P xL/2,
A, = k=1

q=0"

+(A. £i4,)/V2 =Q4,,
and

(P,L, — P,L,)/2 = A, = Q"

— 0

This illustrates the meaning of the term “irreducible”. Under rotation, the nine operators P; L
rotate amongst each other, but the nine operators can be divided, or reduced, into the three
sets, k = 0, 1, 2, where an element of each set does not mix with an element of the other two
sets under rotation.

10.5 Wigner D matrices

The rotation matrices ’D’;, o (€0) can be defined in terms of Euler angles,

R(al, as, a3) — e—ialJz/he—iQQJy/he—'L'ast/ﬁ, (1015)
D!, (&) = (em/|R(&)|€, m).
The order of the rotations might seem odd above. The first Euler rotation is described by o, yet

it appears to operate last on the ket. To understand why the Euler angles are expressed in the
particular order, one can write

R(¢, 0, ,Lp) — e—isz,b/he—in/9/he—iJz¢/ﬁ’ (1016)

where the y’ axis is the y axis after an initial rotation around the original z axis by an angle ¢
and z’ is the new z axis formed after the rotation of 6 about the y’ axis. Thus,

o=y 0/l — g=idzd/hg—idy8/h Gids/h (10.17)

e~ i/l — o—idyy0/ho—idztp/h i, 0/h

Substituting these into the expression for R allows one to write the rotation matrices with-
out mentioning primed axes. Aside from the primes disappearing, the angles ¢ and v have
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swapped their order, . ) .
R(d)’ 0’ ’l/)) — e—szd)/he—sza/ﬁe—szib/ﬁ. (1018)

The D matrices, or Wigner D matrices, can be written in closed form,
D’ (a,00,a3) = e "™adl | (ay)e” ™, (10.19)
. /2 —1/2
; 2j —k\"?( k+b
] — (_ A
dmlon) = 0N (T E) (R0
- (sin(a2/2))® (cos(az/2))? P (cos a),

where

k= min(j + m,7 —m,j +m/',5 —m/'),

j+m: a=m'"—m; A=m'—m
ke — j—m: a=m—m'; A=0

j+m': a=m—m'; A=0 ’

jg—m': a=m'—m; A=m'—m

b=25 — 2k — a.

Here, P*°(cos az) are Jacobi polynomials. A description of their properties can be found in
https://en.wikipedia.org/wiki/Jacobi_polynomials. Fortunately, routines for calculating D
matrices are readily available. For more properties of D matrices one can visit https://en.wik
ipedia.org/wiki/Wigner_D-matrix.

The D matrices have a variety of properties, many of which are related to those of the spherical
harmonics. For example, the orthogonality property is

i i 0jy.j 6m m 6m’ m/,

/ dw DUYV* (G)DYD  (G) = Lui2 mume mmy (10.20)
my,Mma mgy,1M2 2]1 _|_ 1

Here the integral over dw is shorthand for averaging all three Euler angles, i.e. the integration

covers all the 0 < ay, a3 < 2w, and —1 < cos ay < 1, then divides by the net angle, 872 so

that [ dw = 1. Note that for half integer spins, the integrals must subtend twice the angular

range.

10.6 The Two-Dimensional Analogy of the Wigner Eckart Theorem

Before launching into the Wigner Eckart theorem, it is much easier to consider the two-dimen-
sional example. Consider bras and kets, which transform as ™%, and additionally, consider
operators, T, which also transform as €' For example the operator  can be written as a sum
of two pieces, each of which transforms in this manner.

T = g(ew + e, (10.21)

The two terms will be considered separately, the one that transforms as e*® and the one that
transforms as e~*®. In the three-dimensional analog, each term will be called an irreducible
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tensor operator. Under rotations, the states transform as

R(p)|m) = e"™?|m), (10.22)
(m|R™(¢) = (m|e™™?,

and the operators transform as
R(p)T, R (¢) = €'9°T,. (10.23)
Thus, under rotation,

(m/|Ty|m) — (m/|R™H)R(P)T,R ™ (¢)R()|m) (10.24)

— e"(m+q_m')¢(m’|Tq|m).

The expectation must not depend on the rotation angle ¢. This was certainly expected, because
if you rotate both the state and the operator by the same angle, nothing should change. Thus,
the matrix element must be zero unless m 4+ ¢ — m’ = 0. One could state this fact by

<5,9 m,|Tq|Ba m>6m’,m+qF(m9 Q)a (10.25)

where finding F'(m, g) would typically involve solving for the matrix element for each m and
each g. The labels 8 and B’ simply encapsulate all other labels needed to describe the states, but
which are not affected by rotation, e.g. the radial wave function.

The proofs of the two-dimensional and three-dimensional versions have much in common, but
the three-dimensional version is more powerful. Jumping ahead, the three-dimensional version
is

(B, J, M|T"|B, £,mz) = (k, q,£,m|TM)F (B, J, k, 8, J), (10.26)

where F' might need to be calculated for each of the five arguments. Like the two-dimensional
version, there is a constraint on summing the projections, m 4+ q = M, and is enforced by
the Clebsch-Gordan coefficient. Unlike the three-dimensional version, the function F' does not
depend on the projections, m, M and q. This has to do with the fact that in three dimensions one
can rotate the states and operator about the = or y axis, which results in mixing various values
of m, but does not mix different values of J. Thus, one can calculate F' for one combination
of m, g and M, as long as the Clebsch-Gordan coefficient is non-zero, then generate all other
combinations by taking ratios of Clebsch-Gordan coefficients. This proof is detailed below.

Example 10.3: Expressing a Two-Dimensional Function in Terms of Irreducible Tensor Op-
erators

Express the function, f(x,y) = =xy, in terms of irreducible tensor operators. lLe., in polar
coordinates where the angular dependences are of the form e®?.
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Solution: First, write
r . )
T = E(e”’ + e ),

r . .
Y=o — ),
27

,,,.2

_ (2 _ —2i¢
IU=or (e e *?).

Thus, xzy can be considered as two terms, one which rotates as e?¢ and one which rotates

as e~%*?. The two terms would be considered separately. If one were to calculate the matrix

element (3, m'|xy|3, m), the result would be zero unless m and m’ differed by £2. If the

operator in question had been P, P,, the conclusion would have been the same because it can

also be written in terms of irreducible tensor operators with g = £2.

We should qualify the statement above that the expectation of the matrix element (a|O|3)
should not change under rotations if you rotate both the states and the operator, i.e.,

(a|R7(¢) [R(0)OR™(9)] R(9)|B) = (|O]B). (10.27)

Sometimes there is an external potential or field. The operator might be defined in terms of the
field, e.g. the interaction with a magnetic field, aB - §. For the statement above to be true,
one must also rotate the external field. If one factors out the magnetic field and only considers
the operators that operate on the state information represented by the bra and ket, then one
should only apply the Wigner-Eckart theorem to that portion of the matrix element. In this case
(| S|B). One would not treat B - § as being a scalar operator unless the source of the magnetic
tield was also being described by the bra and ket. Thus, one separates the “external” operators
from the “internal” ones before applying either the two- or three-dimensional Wigner-Eckart
theorems.

10.7 The Wigner Eckart Theorem

The Wigner-Eckart theorem shows that the matrix element,
(B, J, M|T¥|8,£,my) = (k,q,£,m,|TM)f(B, 3, J, k,£). (10.28)

This is profoundly useful for two reasons, both related to the fact that the function f does not
depend on any of the projections g, m, or M. First, many matrix elements turn out to be zero
because of the vanishing Clebsch-Gordan coefficient. Secondly, if one needs multiple matrix
elements differing only by changes in the projections M, m, of q, one need only calculate for one
set of projections, then obtain the remaining ones by taking ratios of Clebsch-Gordan coefficients.

To prove the Wigner-Eckart theorm, one first defines the state,

18k, 6,5, m) = (k, q, £, my|jm)TF|B, £, my). (10.29)

q,myg
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This must rotate as an object with angular momentum J’ and projection M’. Using the com-
pleteness of Clebsch-Gordan coefficients, one can also state that

T:lﬁa ea m£> — Z<k9 q, Ea m£|3m> Iﬁla k? ea ja m> (1030)

jm

To prove the Wigner Eckart theorem, one must prove that the matrix element

(B, J,M|3,k,¥,j, m) is (a) proportional to dpsm, (b) proportional to §,;; and (c) independent
of M (aside from the delta function). Proving (a) and (b) rely on noting that the overlaps are
independent of rotation if both the bra and ket rotate together,

(B, J,M|B, k,£,5,m) = (B, J, M|[R"(&)R(&)|8', k, £, j, m). (10.31)

Under rotations about the z axis the bra and ket simply pick up a phase under rotation, e.g.
18, J, M) — |B,J, M)e*M?¢. Thus, if one averages the overlap over all azimuthal angles, the
result will be proportional to dpsm,. This proves (a). To prove (b), one can consider the average
over all possible rotations of the three Euler angles. If one expresses the rotated states in terms
of the D matrices, e.g. the bra and ket become

R(&)|B,j,m) =Y DI . (@)*8,5,m), (10.32)

<:éa J, MlR_l(‘B) = Z(Ba J, M,|D]{/['M(‘D)

M’

Taking the overlaps,

(B, J, M|[R™H(S)R(&)|8', ,m) = Y (B, J, M'| Dy} (8)D2, . (&)*18, 5, m),
M'm/
2 /7 . 1 2 noa ’
<:63 JaMlﬁ a]am> - 2.J Z <59 JaM |B W ERALL >5J,j5M’m’5Mm
+ 1 M’'m/’

1 ~
= 07;0mm (B, J, M |3, J O M
27 1 10010 (B, L MIF, Tm) 3, dmina

= 84;0m (B, J, M|B', JM).

The second line invoked the orthogonality relations for the Wigner D functions, Eq. (10.20).
Finally, to prove (c), one needs to see that, aside from the d ., factor, there is no other M depen-
dence, or equivalently that (3, J, M |3', k, £, j, M) is independent of M. To see this consider
the raising and lowering operators. One can see that

_ 1
 JIJJ+1)—M(M —1)
B 1

C JIJ+1)—M(M —1)

|/6/ak7ae’ JaM_ 1> J—|ﬁ/7k,£7 J’ M>’ (10-33)

|B9JaM_1> J_|B,J,M>
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Thus,
(B, J, M — 1|8, k, £,J, M — 1) (10.34)

1 -

- ’J’MJ J_ /,k,E,J,M

J(J+1)—M(M_1)<5 |J4J-|B )

1 -

:JU+&y—Muw_1ﬁﬁlﬂﬂﬁ+Jﬁ+LW5h&LAﬂm2
1

(B,J,M|J(J +1) — M(M —1)|3,k,£,J, M)

T JJ+1) - MM - 1)
= (Ba J, Mlﬁl, k,¢,J, M)

Putting (a), (b) and (c) together, Eq. (10.30) becomes

(B, J, M|TF|B,£,me) =Y (k,q,€,mg|jm)(B,J, M|3, k, £, j, m) (10.35)
jm

= <k’ Q7£7 m£|JM><Ba J7M|/8/ak’£’ Ja M>7

and the final matrix element is independent of M. To make it clear that the matrix element is
independent of M, the Wigner-Eckart theorem is expressed as

(B, J,||T®||3, £)
V2T F1 )

The odd form with the two vertical bars carries no significance, aside from stating that the matrix
element does not depend on the projection M, but can depend on .J, 8, 3, k and £. The choice
of the +/2J + 1 in the denominator is also arbitrary, but conventional. The matrix element with
the double bars is known as the reduced matrix element. It is confusing as it implies that it is
an object that one may calculate directly. This is not true. One must first calculate one of the
matrix elements for a specific combination of M, m, and g, then generate the reduced matrix
element. Finally, from the reduced matrix element one can express all other matrix elements as
the reduced matrix element multiplied by a Clebsch-Gordan coefficient.

(10.36)

</é7 J,MlT;’L@,E, ml) = <k77q7£a ’I’I’L£|JM>

The Wigner Eckart theorem is profound for two reasons.

1. An irreducible tensor operator T, will not link two states of good angular momentum
unless the Clebsch-Gordan coefficient coupling the angular momentum of the ket with the
angular momentum of T to the angular momentum of the bra is not vanishing. Thus, a
vector operator can not connect a j = 2 state to a 7 = 0 state. Also, the projections must
add up zero, ¢ + m = m/.

2. If one needs to calculate (3, k, 3, 3/, m’|T:|B,j, m) for some given set of m, m’ and q,
one can choose any values of m, m’ and q that might make calculation of the matrix ele-
ment most simple then use the fact that the desired matrix element is the calculated matrix
element multiplied by the ratio of the Clebsch-Gordan coefficients. For example if one
needs to calculate a matrix element with m’ = 1, m = —1 and ¢ = 2, one could simple
calculate the matrix element with all three projections equal to zero, then multiply by the
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ratio of Clebsch-Gordan coefficients.

</6/’ kvjaj,vm, - 1|qu=2|/67jam - _1> (1037)
<kaj’j,’1|k?j,2?_1>
<kaj7j/a0|k’ja 07 0>

= <6/’ kvjaj,vm, = OlT(f:()l/B’jam == 0>

This is handy because the integrals required to find the matrix element may be much easier
to perform with the projections all set to zero, and if one needs to find the elements for
many values of the projections, the matrix element must be calculated only once for each
J, as ratios Clebsch-Gordan coefficients may be used to find all other matrix elements.

Example 10.4: Dipole Operators and the Wigner-Eckart Theorem
Suppose one needed to calculate the matrix elements, (3, J’ = 2, M'|xz|8,J = 1, M), for all
M and M'.

1. For which values of M’ are the elements zero?

2. If one calculated the matrix element for v = (B, J =2,M =0|z|8,J =1,M =
0), express all the non-zero matrix elements above in terms of v and Clebsch-Gordan
coefficients.

Solution:
Using Eq. (10.14) one can write , y and z in terms of irreducible tensor operators,

1

xr = 7§(—Tl1 +T,), (10.38)
1

Yy = 7§(T11 + Ti1)a

z = Tol.

From this, one can see that from the fact that « either raises or lowers the projection,
(B, J =2,M' =2|z|8,J =1,M =0) = (3,J =2,M = 2|z|3,J =1, M = —1) = 0,
(10.39)
B, J =2,M' =1|z|3,J =1,M =1) = (3, M = 1|z|8,J = 1,M = —1) = 0,
(B,J =2,M' =0|z|8,J =1, M = 0) =0,
(B, J =2,M' = —1|z|B,J =1,M =1) = (3, M = —1|z|3,J =1,M = —1) =0,
(B,J =2,M' = =2|z|8,J =1,M =1) = (3,J =2,M = —2|z|B,J =1, M = 0) = 0.

The non-zero elements are then given by one element you know, ~, and ratios of Clebsch-
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Gordan coefficients.

(B,J =2,M' =2|z|8,J =1,M = 1) (10.40)
vy (k=1g=1,=1,M=1|J' =2,M’ = 2)
T V2((k=1,g=0,J=1,M =0|J = 2, M’ = 0)’

v (1,1,1,0|2,1)

Vv2(1,0,1,0/2,0)’

v (1,1,1,—1|2,0)

V2 (1,0,1,0(2,0) ’

v (1,-1,1,1|2,0)

V2 (1,0,1,0[2,0) ’

v (1,-1,1,0/2, —1)

V2 (1,0,1,0]2,0)

v (1,-1,1,—1|2, —2)

V2 (1,0,1,0|2,0)

(B,J' =2,M' =1|z|3,J =1,M = 0) = —

(B,J' =2,M’' =0|z|3,J =1,M = —1) = —

<B7J,:2aM,:O|$|/6’J:]-7M:1> =

(B,J =2,M' = —1|z|3,J =1,M =0) =

9

(B, J' =2,M' = —2|z|B,J =1,M = —1) =

The Wigner Eckart theorem explains many of the selection rules associated with atomic or nu-
clear transitions. In the dipole approximation the transition operator behaves as if it has J = 1.
Thus, there are no transitions with |[AJ| > 1 because the Clebsch-Gordan coefficients would
then vanish.

Example 10.5: Wigner Eckart Practice
A group of particles is bound into a state |, J, M), where J and M reference the total angu-
lar momentum and « is the set of all other labels required to define the state.

1. Which of the matrix elements below might be non-zero?
g
a) (o, J' =2, M’ = 1|P% + P?|a, J = 4,M = 3
x Y
o, J =2, M = 1|P,P,|a,J =4, M = 1
Yy

o) (a,J =2, M =1 €iinJiR: Pyla, J =2, M = 1

J J
d) (o, =2,M' =1|P,|la, J =3, M = 1)

ijk

2. With great effort you calculated the matrix element
M= (,J" =2,M' =0|P2 + P} — 2P}|a, J = 4, M = 0).
In terms of M and Clebsch-Gordan coefficients, express the following matrix elements
@) (o', J" =2,M' =1|P2 + P} — 2P}|a, J = 4,M = 1)
(b) (e, J" = 2,M’' = 2|P} + P?|la, J = 4, M = 2)
(c) (o, J" =2,M’ = 0|P,Pyla,J =4, M = 0)
(d) (a',J" =2,M' =0|P2 + P} — 2P}|a, J = 2, M = 0)
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Solution:
1a) The operator can be written as a sum of T2 and T operators. It is zero becaue M # M.
1b) The operator can be written in terms of T} and T, operators. It is zero because the bra
and ket have the same M.
1c) The operator is a scalar, and the bra and ket have the same J and M, so this can be non-
zero.
1d) The operator can be written in terms of T and T2, operators, so it must be zero because
M = M’
Next, we address the question 2a-2d. Using Eq.s (10.13) and (10.14) for guidance one can write
P2+ P} —2P? = —2T,
1
P!+ Pl =~ (P2 + P2 — 2P?) + 2(P2 + P2 + P?)]
2 2

%(Tfl - T12)

Using the Wigner-Eckart theorem, first find one of the matrix elements of the irreducible ten-
sor operator,

PP, =

= M
(o, J' =2,M' =0|T= |, J = 4,M = 0) = =

2a)
—M (2,0,4,1[2,1) ()
2 (2,0,4,0[2,0)
2b) Note that P? + Py2 will be a combination of T}? and a different irreducible operator T},

but this last part gives zero because it a kK = 0 operator can’t couple with a J = 4 state to
create a J = 2 state.

—M(2,0,4,2[2,2) (—2>
2 (2,0,4,0[2,0) \ 3
2¢) This is zero because g + M # M’

2d) The matrix element might be non-zero but it cannot be written in terms of M because
J = 2 in the bra whereas J = 4 for M.

10.8 Exercises

1. The A*T+ 9~ baryons have isospin 3/2 while the 7%~ mesons form an isotriplet. Cal-
culate the branching ratios of all four A decays into the corresponding pm or n7 channels.
(For instance, what fraction of the A*s decay into pz® vs the nm* channels.)

2. The §(975) meson is an isoscalar (I = 0), and decays into two pions. What fraction of the
two-pion decays are expected to go into the neutral pion channel?
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3. Write the Racah coefficient, W (j1, j2, 33, J; J12, J23) which is defined by

((j13j2)a J127 jS, J, Mlljlv (j27 jS)’ J237 Ja M>
= Sarnr/ (2J12 + 1) (223 + V)W (41, Ja, Ga, J; Ji2s Ja3),

in terms of Clebsch-Gordan coefficients.

4. For each operator, define a set (or sets) of irreducible tensor operators 7', from which one
can then define the given operator as a linear sum of the irreducible operators. (When
defining a set, write down T}y for all possible q.)

(a) z
(b) P2
(c) x2
(d) L.L,
5. In terms of the Pauli matrices, find the rotation matrix Df,{ln, (¢, 0,) for the case where
j = 1/2,and ¢, 6 and v are Euler angles.
6. Using Eq.s (10.16) and (10.17) derive Eq. (10.18).

7. Assume one is calculating matrix elements for transitions from a d state to a s state via a
quadrupole type coupling, and that one has performed an integral and found

I={=0,m=0|(z*>-7%/3)|£ =2,m = 0).
Given that one knows I, find
(£ =0,m" =0|(x* —r?/3)|€ = 2, m)
for all five values of m, in terms of I. You can leave your answer in terms of Clebsch-
Gordan coefficients.
8. The matrix element for the electromagnetic decay of an atomic d state with m,; to a p state
with my is given by the matrix element,
M =o€ - (=1, mg|F|L =2,m;)
where a€* - 7 is the interaction responsible for the decay, and € is the polarization vector

of the outgoing photon.

Consider the intensity of RCP light that is emitted along the z axis. The polarization vector
of such light can be written as (1/4/2)(% + i9). Find the RELATIVE intensities of such
light for all 15 combinations of m; and m. You can get Clebsch-Gordan coefficients from
a table, e.g. https://en.wikipedia.org/wiki/Table_of_Clebsch-Gordan_coefficients,
or use an on-line calculator, e.g. https://www.wolframalpha.com/input/?i=Clebsch-Gor
dan+calculator.

205


https://en.wikipedia.org/wiki/Table_of_Clebsch-Gordan_coefficients
https://www.wolframalpha.com/input/?i=Clebsch-Gordan+calculator
https://www.wolframalpha.com/input/?i=Clebsch-Gordan+calculator

PHY 851/852 11 FERMIONS

11 Fermions

When a system is comprised of a single particle, it does not matter whether it is a fermion or a bo-
son. However, when multiple particles are present, behaviors can differ radically. The difference
between fermions and bosons can be explained by a variety of perspectives.

1. When considering populations of single-particle levels, no more than one fermion of a
given type and spin can be assigned to a particular level, while an arbitrary number of
bosons can be placed in a given level. This constraint on fermions is known as the Pauli
exclusion principle.

2. For identical fermions of the same spin in three single-particle states a, b, ¢, the multi-
particle wave function tgp.(1, 2, £3) must be completely anti-symmetric with respect
any interchange of the three spatial coordinates or under interchange of any of the labels
a, b, c. In contrast, the wave function for bosons must be symmetric under such inter-
changes.

3. Creation and destruction operators for fermions obey anti-commutation relations while
those for bosons obey commutation relations.

Examples of fermions are electrons, quarks and neutrinos. Examples of bosons are photons and
gluons. Composite particles made of an odd number of fermions, e.g. a proton which is made
of three quarks, are also fermions. Composite particles made of an even number of fermions are
bosons, e.g. a 12C atom which is made of 6 protons, 6 neutrons and 6 electrons. All bosons have
integral spin while all fermions have half-integral spin.

First, we will consider consequences of the Pauli exclusion principle. Later sections will presents
discussions from the perspectives of anti-symmetrized wave functions or anti-commuting field
operators.

11.1 The Spin Statistics Theorem

Consider the overlap of a state with IN particles, where we refer to this IN-particle state as |®).
One can take the overlap of this state with the state (7, s1; 72, S2;+ -+ ; 7N, Sn|®), where s; is
the spin of the i*® particle, which is at 7;. If one writes the same overlap, but with a set of two
indices permuted, e.g. 74,84 <> 77,57, the new overlap will be the same but with a relative
sign of =1. The permutation operator P, which in this example permutes thei = 4and 7 = 7
particles, cannot change the physics if the particles are identical. Thus, it must commute with
the Hamiltonian, and because P? must return to the original state, its eigenvalues must be £1.
The spin-statistics theorem states that for half-integral-spin (s = 1/2,3/2,5/2--.) particles
the eigenvalue is -1, and for integral spins the eigenvalue is unity. Thus, wave functions for
integral-spin particles (bosons) are symmetric and the wave functions for half-integral particles
(fermions) are anti-symmetric under permutation.

To motivate the spin-statistic theorem, one can consider two spin half particles, each with spin
(S.) = 1/2. The two particles are in the x — y plane at positions at opposite sides of a circle
centered at the origin. If one were to rotate about the z—axis by a phase ¢ =180 degrees, the
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spin wave function for each particle would change by a phase,
e'7=%/2 = cos(¢/2) + io sin(¢/2). (11.1)

For spin-up particles, this introduces a phase factor of ¢ when the angle of rotation is 180 degrees.
A second phase factor of 2 comes from rotating the second particle, resulting in an overall phase
factor of —1. The two particles are now in the same state but permuted. Thus, the permutation
is equivalent to this 180 degree rotation and has a phase factor of —1 relative to the unrotated, or
un-permuted, state. For spin-down fermions one would have an overall phase factor of —1. For
bosons, rotating by 180 degrees yields a factor of -1 for each particle, which gives an overall
factor of +1. Thus, half-integral-spin particles should be anti-symmetric under permutation,
while permutation of integral-spin particles should yield the same overall state, without a sign
change. For the two-particle wave functions of fermions,

Tjjab("?l, 7?2) - <7?19 'F2|a'7 b> (112)
= —¢ab(F2,F1) = _<7?237?1|aa b)
= _"pba("?l’FZ) = —<771,772|b, a)

= Ppa (72, T1) = (T2, T1|b, a).

The anti-symmetry property applies to either the ; labels or to the states a, b.

If the two-particle wave function is anti-symmetric, the two particles cannot occupy the same
single-particle state. If one uses field operators to create or destroy particles, the operators must
obey anti-commutation relations, rather than the commutation relations used in Sec. 9.2, if the
particles are fermions. Fermi field operators are discussed in Sec. 11.5.

11.2 The Pauli-Exclusion Principle

The wave-function ¥4, s,:b,s, (71, S1; T2, S2) must be anti-symmetric under interchange of a and
b. So if a = b the wave function must be zero. If one considers the set of eigenstates of an
external potential V' (), then each single-particle eigenstate can only host a single particle if
the spins a = b and s, = s. If the spins, s, and s, are different, or if a # b, then one can
write an anti-symmetrized version of the wave function. For that reason for each single-particle
eigenstate of an external potential, only one fermion can occupy a given eigenstate, or orbital.
If there is spin-degeneracy, then the same energy level might accommodate several different
fermions if they have different angular momentum or spin. This constraint is prominent in
understanding electronic structures of multi-electron atoms of in understanding how neutrons
and protons can arrange themselves to form nuclei.

Example 11.1: Filling the Harmonic Oscillator with Fermions

Here, we consider the filling of harmonic oscillator energy levels with fermions. This simple
picture provides a surprising amount of insight into the structure of light nuclei.

First, we must understand the degeneracy of single-particle levels in a 3-d harmonic oscillator.
Each level has an energy of (IN 4 3/2)/w. Considering the problem in a Cartesian basis, there
are N| + 1 ways to arrange n, + n, = IN, (Here, we consider only spin-up fermions). The
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number of ways to arrange n,, n, and n, to add up to IV is

d(N) = i N 41 NIV +2)

Thus, there is one combination of n,,n, and n, to get N = 0, three combinations to get
N =1,sixto get N = 2, etc.

Next, we wish to calculate the number of states of a specific IN that have a given orbital
angular momentum £. This will come in handy when we consider the spin-orbit coupling on
top of the harmonic oscillator structure. The solution will be that the states with excitation
N are accounted for with one £ = NN multiplet, one £ = N — 2 multiplet, one £ = N — 4
multiplet, etc. To prove that this is the case, we make an inductive proof assuming it is true for
N —2. For every state with excitation IV — 2 there is a state with the same angular momentum
with excitation IV which is reached by applying the additional operator (alal +alal +-alal)
which is a rotational scalar. There are (/N — 1) N/2 such states. Furthermore, there must be at
least one £ = N multiplet because the state (a, + ia)™|0) transforms like part of a £ = N
multiplet. But one £ = N multiplet with degeneracy (2N + 1), and the (/N — 1)N/2 states
accounted for by counting the states with excitation N — 2 completely account for all the
states with excitation N,

(N+1)(N+2) _ (N-1)N
2

+ (2N +1).

Thus, increasing the excitation by 2w adds one more multiplet with £ = IN. As an example,
for N = 4, there are multiplets with £ = 4, 2, 0 with degeneracy 9+ 54+ 1=15=5-6/2.
If no spin-orbit terms were present, adding neutrons to a harmonic oscillator would lead to
shell closures with neutron numbers equal to 2, 8, 20, 40 and 70. We now consider filling all
the N < 3 shells, which requires 40 neutrons. Note that these numbers accounted for both
spin-up and spin-down levels. To calculate this number for N < 3 one would consider that
thereis 1 - 2/2 = 1 way to arrange ng, n,,n, for N = 0or E = 3hw/2,2 - 3/2 = 3 ways
to make arrangements for E = 5hw /2 single-particle levels, 3 - 4/2 = 6 single-particle levels
with F = Thw/2 and 4 - 5/2 = 10 single-particle levels with E = 9Aw /2. This sums to
14 3 + 6 4+ 10 = 20 single-particle levels with E < 9hw /2. Because each single-particle
level can have either spin-up or spin-down, this gives 40 single-particle levels for N < 3, or
equivalently E < 9hw /2, for spin 1/2 particles. Thus, one could place up to 40 neutrons into
the 40 single-particle levels without having any particle’s energy exceed 9w /2.

Adding the spin-orbit term adjusts the single-particle energies by an amount

2

PG+ 1) — e+ 1) — s(s + D).

Es.o. — _/BF' s

For every value of £ there are two values of j, 7 = £ &= 1/2. Thus, one finds the energy levels
by first labeling the states by /N and £. Then splitting each level into it’s two values of j and
finding its energy,

2

E = (N +3/2)hw — % GG +1) —eL+1) — s(s+1)] — al(€ + 1).
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An additional term, proportional to L?, was also added to phenomenologically better repro-
duce levels. This is known as the Nilsson model, https://en.wikipedia.org/wiki/Nils
son_model. The shell structure changes due to the spin-orbit interaction, and the numbers of
neutrons required to reach a condition where there is a large gap are called magic numbers.
In nuclei, the magic numbers are 2, 8, 20, 28, 50, 82 and 126. Nuclei are considered doubly
magic if both the neutron and proton numbers are magic numbers. Examples are 4He, 160,
20Ca, *8Ca, 38Ni, “8Ni, "®Ni, 19°Sn, 1325n and 29°Pb. The magic numbers of nuclei were only
explained by assuming an anomalously large spin-orbit coupling. The reason for this sur-
prisingly large coupling will be explained later in the semester when the Dirac equation is

presented.

11.3 Fermi Gases and Neutron Stars

Consider a large number IN of fermions of spin s and mass m in a large box of volume V. Here,
the box is defined by a confining potential that is zero inside, and infinite outside, the box. If
the fermions are placed in the lowest levels consistent with the Pauli exclusion principle, the
highest single-particle energy is known as the Fermi energy €5 and the momentum of that state
is known as the Fermi momentum p¢. The density is a function of the Fermi momentum,

P<pf 3
d’p, 11.3
(2mh)3 / P ( )
N  (2s+1) 4

vV~ 6m2ns PP

where s is the intrinsic spin of the fermion, e.g. 1/2,3/2.... Note that the Fermi momentum
is determined by the density and does not depend on the particle’s mass, whereas the Fermi
energy does depend on the mass, e; = p}/(2m). For this course, we use the term “Fermi
energy” to refer to the kinetic energy of a particle at the top of the Fermi surface. The term Fermi
surface refers to the surface in momentum space of the sphere defining the occupied region of
momentum space. Contributions to the energy from the mass or potential also play a role, but
the term “Fermi energy” will only refer to the kinetic part of the energy. When reading the
literature, one needs to be careful in understanding how the author is using the term.

N = (2s4+1)

n —

One example where the Fermi energy plays a pivotal role is in neutron stars. Due to beta decays
neutrons can change into protons through the emission of an electron and a neutrino,

n—>pt+te+v, pt+te—>n-+v. (11.4)

Because neutrinos can exit the star due to their negligible masses and small cross-sections, they
need not be considered with respect to conservation laws. However, baryon number (the net
number of neutrons and protons) and electric charge must be conserved, and in fact, the net
electric charge density must be zero. Thus, beta decays, and inverse beta decays, can proceed as
long as the following constraints are met,

n, + N, = npg, (11.5)

Ne = Nyp,
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where n,,, n, and n. are the neutron, proton and electron densities respectively and np is the
baryon density. Beta decays will proceed until the energy is minimized for the given value of
the baryon density ng. Neutrons are more massive than protons by an amount (m,, — m,)c? =
1.30 MeV which more than accounts for the electron’s mass of 0.511 MeV/c?. When the energy
is minimized, changing a neutron to a proton plus electron must leave the energy unchanged if
the particles are added and removed from the top of the Fermi surfaces. If net energy changes
when undergoing such a reaction, reactions would proceed whichever way lowers the energy.
These reactions would emit either a neutrino or anti-neutrino of vanishing energy to bring the

energies into balance. For example if e;p ) egf) +my, + me > egc") + m,,, one could lower the
energy by the reaction p + e — n + v. This reaction would proceed until enough protons and
electrons were taken from their Fermi surfaces, and enough neutrons were added to the top of
the neutron Fermi sea until the following condition was met,

e}’ 4+ 1.30 MeV = e; 4+ e? 4+ 0.511 MeV. (11.6)

Combining this equality with the two constraints in Eq. (11.5) allows one to find all three Fermi
momenta in terms of npg.

At very low density, the fact that neutrons are heavier than protons by 1.30 MeV/c? leads to
protons being more populous than neutrons even though each proton must be accompanied
by an electron with a mass of 0.511 MeV/c?. Therefore, in stars like our sun protons are much
more numerous than neutrons. Athigh density the electron’s Fermi energy plays the pivotal role.
Because electrons and protons have the same density, they have the same Fermi momentum, but
the electron’s Fermi energy is much higher due to its lighter mass. For a proton,

e(fp) = \/W —my, = p?c/(2mp), (11.7)

which would be smaller if the protons mass were even larger. Electrons are lighter and thus
have a much higher Fermi energy than protons, and in fact the densities tend to be so high
that the electron’s Fermi momenta well exceed the mass. The electron energies are then highly

relativistic,
e;e) = \/m? + p} — m. = py. (11.8)

Thus, at high density the system must try to reduce the electron density which in turn requires
a reduction in the proton density in order to maintain charge neutrality. This results in a large
excess of neutrons in order to achieve the required baryon density. This is certainly the case for
the interior of neutron stars where densities are of the order 0.1 baryons per cubic fm. The re-
sulting electron Fermi energy is on the order of 10 MeV as is the resulting neutron Fermi energy.
At these densities the electrons are highly relativistic, because the electron Fermi energy is much
higher than the electron mass, while the protons and neutrons, whose masses are approximately
939 MeV/¢?, remain largely non-relativistic.

Example 11.2: Zero-Point Surface Energy for Fermions

It costs energy to divide a piece of metal (which is approximated here as a non-interacting
electron gas) into two pieces. The associated surface energy, energy per surface area, has
a component deriving from the penalty associated with the kinetic energies of the particles
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Figure 11.1: For Example 11.2: Energy levels of a one-dimensional infinite square well of length L are
displayed in the left figure, while the levels of two wells of length L /2 are displayed in the two right
panels. Each level can hold one fermion of a given spin. By splitting the well in two, the energy penalty
is equivalent to moving fermions from the 1, 3,5, 7 - - - levels to the 2, 4, 6,8 - - - levels. Because half the
fermions were moved up by one step in the ladder, the net energy penalty is €/2 for each spin in the
limit of a large system where there are many levels.

known as the zero-point energy. To understand the source of this energy, we first consider the
one-dimensional case. Consider a box of length L, which is divided into two boxes, each of
length L /2. The initial energy levels of the larger box and the energy levels of the two smaller
boxes are illustrated in Fig. 11.1. The levels are described by,

h2k?

E, = 2”:‘, k.L =nmw, n=1,2,3,---

But after splitting the box the energy levels are given by

2 k2

E,=—>", k,L =nmw, n=2,4,6,---,

2m
with the new levels being able to hold twice as many particles because there are now two
boxes.
Thus, in one dimension the energy penalty can be thought of as arising from forcing half the
particles to move up by one rung on the energy diagram ladder. Neglecting spin, if all the
particles had moved up one rung, the net penalty would be the Fermi energy, but because
half the particles moved up, the penalty is

AE = ef/2.
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The energy penalty would then be doubled to account for the two spins.
In three dimensions, there are three quantum numbers, n,, n, and n., corresponding to k,
k,and k..

kyL, =n,w, kL, =n,w, k,L, =n_m.

If the box is divided in two along the « axis, L, — L,/2, the penalty for all levels with a
tfixed n, and n, is,

1 h% (k%2 — k2 — K2

5E(ny,'n,z):§ ( f Y z).

2m

This result follows from the fact that half the particles moved up a notch on the n, ladder,
with the top energy being such that the overall energy (including the y and z components)
adds up to the Fermi energy.

One can now find the entire energy cost by summing over n, and n.

_ L,L.
(27)2 Jyk<ky
h2L,L, [kr

=— / kdk (k7 — k?)

8mm Jo
h?k}

32mm
k2

AE dk,dk.0E(n,,n.)

=L,L.

In the second step, the variables k, and k, were transformed to polar coordinates, k =
\/k2 + k2. Dividing by 2L, L. (as extra area is added to both sides of the split) gives the
surface energy. One would also multiply the result by the spin degeneracy.

AFE k3

i (2s + 1)327r€f.
In real systems the surface energy is of this order. It is lessened by the fact that the electron
density is not sharply cut off at the surface, but dies out smoothly. An additional positive con-
tribution can result from finite-range attractive interactions between the particles. In nuclear
physics, the above expression over-predicts the surface energy of nuclear matter by approxi-
mately 25%.

Example 11.3: Magnetization of a Fermi Gas

A magnetic field lowers the energies of those particles whose spin aligns with the magnetic
field, while raising the energies of those that are anti-parallel. For a magnetic field pointing
in the z direction, this results in a surplus of spin-up particles vs spin-down particles. The
magnetic energy is
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where up = eh/2mc is the Bohr magneton, and for electrons g = 2. For a gas of non-
interacting electrons of number density n., find the net spin, ny — n, for a small magnetic
field. Also, find the magnetic susceptibility, x = pp(nys — ny)/B.

Solution: The difference between the spin-up and spin-down energies is

ehB
AFE = .
me

In terms of the two Fermi momenta, the densities are

1 3

1
_ 3
ng = _67r2k‘l’,

Ne =Ny + ny.

The Fermi energies differ by AE,
27,2 27,2
WPky  hkR

2m 2m

= AE.

For small fields, we can write the expressions above in terms of Ak = k+ — k;, and if the
original Fermi momentum was k¢, then ky+ = ky + Ak/2, k, = ky — Ak/2.

AFE =

ny —nyg = —Ak,

The magnetic moment of the electron is p 5, so the magnetic moment density is

M = pp(ny —ny)

e
— (37%n.)'/3B.
2m2ch

The magnetic susceptibility is the ratio of the induced magnetic moment density to a small
applied field,

€lB

— (37%n.) /3.
2m2ch

X
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11.4 Multi-Particle Symmetrization and Slater Determinants

Consider a multi-particle state |a;, a2+ ) of distinguishable particles, where the ordering
o, 0, ¢ - - signifies that the first particle is in the state o, the second in oy, etc. The per-
mutation operator P;; is defined by

P(12)|a17a2aa37"'> - |a23a17a37"'>' (119)

If any two particles are identical, and indistinguishable, the multi-particle state |¢) should be an
eigenstate of the permutation operator,

P(12)|a19 Qg O3yt > - |a2’ Qpy X3y > = plala Qg X3y ° >' (1110)

If the permuted state differed from the un-permuted state, aside from a phase factor, the observ-
ables related to that state might change. This should not be possible if the particles are identical.
All states of the system should be eigenstates of the permutation operator P(z, j),

P, 9)|é) = (£1)]). (11.11)

Only +1 are possible eigenvalues of the permutation operator because applying the same per-
mutation operator twice yields unity, P?(¢, j) = 1. In order for the state to be an eigenstate of
all permutations, an IN-particle state of all identical particles must be either totally symmetric
(bosons) or totally anti-symmetric (fermions).

1
T 2 EDPlanByee), (1112)

° perm.s p

|P) =

where n,, is the number of pairwise permutations required to make the desired permutation.
For fermions, no two states, e.g. a and 3 can be identical. As an example, the three particle
antisymmetric state is

1
NG

Note that the fifth and sixth orderings required two pairwise permutations, whereas the second,
third and fourth orderings could be generated from a single pair-wise switch of labels. Similarly,
one can do the same for a state with coordinate-space labels,

|¢> = {|a7ﬂ97> - |:8aa7'7> - |77ﬁ9 a> - |a5755> + |5"7’ a) + I'Yaaa:B)} . (11.13)

1
|@") = —= {7, T, Tr) — |75, Tis Th) — |Thy Tjs Ti) — |Tiy Thoy T5) 4 |75y Ty Ts) + |70y 5 T5) } -

V6
(11.14)

Taking the overlap of (¢’|¢) gives the 3-particle wave function. The 36 terms reduce to six terms
because so many are redundant,

<¢,|¢> = Cba,ﬁ,v(ﬁ’ﬁ'"'?k) (11.15)
=¢a(75) (7)) P~ (Ti) — (i) Pa(75) Py (Ti)
— O (73) Pp(75) Pa(Th) — Pa(T5) D~ (T;) Pp(Th)
+ p(T3) Py (75) Pa(Th) + Gy (75) Pa(75) P (i)
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This wave function is anti-symmetric with respect to the pairwise interchange of any of the
three indices a, 3, v, and is also anti-symmetric with respect to the pairwise interchange of any
of three spatial indices 7, 7, 7%. Ignoring spin, the overlap of such a state in coordinate space,
i.e. for any number of particles, n, the multi-particle wave function, ¢q,...a,, (71 * * * ¥ ) must also
be an eigenstate of the permutation operator, and this must be true whether one is permuting
the «; indices or the 7 indices.

Notation in terms of bras and kets can be confusing. Above, the state |, 3, v) denoted a state of
three distinguishable particles, where the first particle occupied the level o, the second occupied
B and the third . Given that the particles are actually indistinguishable, from here on out, as
is nearly always the case in the literature, the state |, 3, ) will simply refer to the fact that
o, B and v are occupied and will not imply a specific ordering. After all, it makes no sense
to state”first particle in in level o, second is in 3, - - - 7, because there is no way to distinguish
which particle is first, second or third. Using fermionic field operators to define states allows
one to to avoid this confusion, and is the subject of the next section.

If the single particle wave functions ¢, ¢g, « - - are orthonormal, the multi-particle wave func-
tion will also be normalized,

1

ﬁ/d?'rl e | e (Fr - - )| = 1. (11.16)

The 1/N! factor accounts for the fact that integrating over all positions multiply counts for
any given configuration of 7;. One can express the multi-particle wave function in terms of
normalized single-particle wave functions, ¢, (7), in the form of a determinant

¢a1 (Fl) ¢a1 ("?2) ot ¢a1 ("?n)
¢a1~--an(7?1 v 'Fn) — qﬁoiz(:'_"’l) ¢oi2(:'_:2) e ¢a2(’l7n) . (11.17)

¢an (F]-) ¢an (F2) o ¢an (Fn)
The expression of the anti-symmetric IN-particle wave function as a Slater Determinant in Eq.
(11.17) is often expressed with a pre-factor of 1/+/N!. When this convention is chosen, the

completeness/normalization condition in Eq. (11.16) is simultaneously altered by removing the
prefactor 1/N!.

This becomes more complicated when one includes spin, or isospin indices. In fact, one might
have a wave function that is symmetric in coordinate space, but anti-symmetric in spin, or vice
versa. Such cases will be discussed in the next chapter.

The Slater determinant enforces the Pauli exclusion principle. If any of the indices, o - - - oy, are
identical, the multi-particle wave function vanishes. The determinant also vanishes in the limit
that any two positions become equal. It should be emphasized that not all multi-particle wave
functions can be written in terms of a Slater determinant. If one were considering distinguishable
particles, the multi-particle wave function would be generally of the form ¢q,...q,, (71« * * 7).
Assuming that ¢ factorizes into a product of single-partcle wave functions represents a strong
assumption. Similarly, although the Slater determinant is not a simple product wave function,
the assumption that it can be written as a sum of simply permuted product wave functions rep-
resents an equally strong assumption. In fact, this assumption is the foundation of the Hartree-
Fock approximation, which is discussed in the next chapter.
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Example 11.4: Writing Three-Particle Wave Function with Slater Determinants

Imagine one has 3 electrons in a Coulomb potential. Two of the electrons are in the 1s state.
The radial wave function for this state is noted by ¢1,(7). The third electron is in the 2p level
and has spin-up, where the radial wave function is labeled ¢s,(r). Write the three-particle
wave function, where particles are at positions 71, ¥z and 73 with spin projections sq, s2 =J
and sg respectively.

Solution: Use the Slater Determinant, with the labels being (s, 1), (s,{) and (p, 7).

‘P((Fla 31)7 (’an 32), (Fs, 83))

¢1s,¢ (Fla 51) ¢1s,¢ (Fz, 32) ¢1$,T (7?3,33)
=S ¢1s,¢(7?1? 31) ¢1s,¢(7?2582) ¢15,J,(F3’ 33)
GD2p1 (T1,81) @2pr (T2,82) Papr (T, 83)

— ¢1$,T ('Fh 31)¢1s,¢(772, 32)¢2p,¢ (7?37 33) - ¢13,T (771, 81)¢1s,¢(773, S3)¢2p,¢ (772, 82)
- ¢13,T (an S2)¢13,J,(F17 31)¢2p,T (773a 33) + ¢)1s,1~ (7?2, 32)¢1s,¢(7_"37 33)¢2p,¢ ("?17 31)
o= ¢13,T (7?3, S3)¢ls,¢("?19 81)¢2p,T ("?2, 82) — ¢1s,¢ ("73, 83)¢13,,L(F29 82)¢2p,T (’Fl, 31)-

The three states, (1s,7), (1s,J) and (2p, 1) were chosen to be different. If any two of the
states were the same, e.g. replace (1s,]) with (1s,7) one can see that the resulting three-
particle wave function would vanish. Similarly, if one chooses to evaluate the wave functions
with two of the particles at the same position and the same spin, e.g. (71, s1) = (72, s2), the
three-particle wave function would also vanish. But, it does not vanish if two positions are
the same, but with different spins, e.g. 71 = 7, 51 7# sa.

11.5 Fermi Creation and Destruction Operators

Writing states as a sum over various permutations is a rather clumsy way to consider the Fermi
nature of the particles as it requires assuming there is a “first” particle, “second” particle, and so
on, then include IN! terms in the various expressions. The algebra of anti-commuting creation
and destruction operators offers a more natural means to incorporate anti-symmetrization. With
this formalism, a state can be noted simply by their labels with no mention of permutations.
Matrix elements are then calculated according to the algebra of the creation and destruction
operators, which account for the symmetrization or anti-symmetrization. This approach allows
one to address systems with many fermions, even in the macroscopic limit.

Fermi creation and destruction operators obey the algebra

{a'aa a';} = 6a,B7 (1118)
{aan,ap} = {a:’x,a;g} = 0.

The curly brackets denote “anti”-commutation, i.e. {A, B} = AB + BA. One consequence
of the anti-commutation relations is that any time two creation operators or two destruction
operators with the same index are next to one another the result is zero, aga, = a];a:fl = 0. This
enforces the Pauli exclusion principle. Similar to the Bose example, the vacuum is annihilated

by the destruction operator.
ax|0) = 0. (11.19)
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The commutation rules written above assumed the states o, 3, - - - were orthogonal. It is more
complicated if the indices refer to states from different bases. The first basis will be labeled with
roman letters , j, k - - - and the second will be with greek, o, 3, - - - . First, as seen in Chapter
9, one can see that under a basis transformation creation and destruction operators transform
like single-partcle states,

(a] =) (alk) (K, (11.20)
(Olaa = (0] Y ar(alk),
a, = Z(a|k)ak.

The anti-commutation algebra becomes

{an;al} =D (alk){aw, al} = (alj). (11.21)

k

We are now able to calculate arbitrary matrix elements for IN particle states,

(’I:aj, k,.-- Iaa Byse-- > = <0|(aiajak e )(ala%al oo )|0> (1122)
- > (=)™ (ila) (FIB)Y Kkl - -

perm.s of %,j,---

As an example we consider two-particle matrix elements,

(3, jla, B) = (i|a)(41B) — (jler)(i|B)- (11.23)
If ¢ and j refered to positions « and y, the result would read
(T, yla, B) = Pa(x)Ps(y) — Pa(y)Ps(x), (11.24)

which signifies that the two particles can not be at the same position. Note that the overlap of
an IN-particle matrix element would yield IN! terms. Thus, it seems little has been gained using
field operators rather than writing symmetrized /anti-symmetrized wave functions which also
have N'! terms. However, when writing the bra and ket with all permutations, both the bra and
ket have N! terms, with the extra IN! being cancelled by the 1/+/N's in the normalization of
the wave functions. This rapidly becomes onerous.

It should also be noted that all the same results are valid for bosons, except that the (—1)"»
factors disappear.
11.6 Fermionic Field Operators

The field operators ¥ (x) and ¥,(x) create and destroy a particle at position = with spin s.
They obey the anti-commutation relations,

{©.(2), ¥}, ()} = 6%(& — §)dsw- (11.25)
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Just like the non-fermionic operators defined in Sec. 9.2, they can be defined in terms of creation
and destruction operators for momentum states,

1 I
vi(7) = i > e *Tal(k). (11.26)
3

The field operators commute with other operators as

{U.(®),al} = bpo,(T), (11.27)

where ¢, s(£) = (&, s|a) is the single particle wave function of a particle of spin s in the state
a. Thus, the field operators are no different than other creation and destruction operators, except
that their dimension is length=3/2 and their anti commutation relations are expressed in terms
of Dirac deltas instead of Kronecker deltas.

Considering a state where the ortho-normal single-particle states are o, 3 - - -, the expectation
of the density operator is

p(T) =) Wi(D)V.(F). (11.28)
The expectation of the density operator in the state |a, 3, - - - ...) is
(0, 8,7, -+ [UH@) Va(D)|ex, B, 7, - -+ ) = (0l (aaagay - -+ ) OL(E) V() (- - - al afal)|0)

(11.29)
= Y ¢ (B)brs(@).

KEQ,B:--

Then density operator can also appear in a transition element. Consider the bra and ket to differ
in one label, v — «/,

D (e, By BNV (E) |, By, -+ ) = (0(aaagay - - ) ¥ (&) (Z)(: - - al alal ) |0)
’ (11.30)
= ¢ (&) Py s ().

This simple result followed because it was assumed that the final single-particle states in the
bra, were used to describe the ket. Thus, the IN-particle state was specified by listing N single-
particle labels. In more realistic calculations, one might study a transition between states where
many of the wave functions were continually altered as particles were added. For instance,
in a many-electron atom, if one adds the N*® particle it affects the structure of the previous
N — 1 particles. This assumption allows one to write the state as a single product of creation
operators acting on the vacuum. A product state is produced by operating with a single string of
orthogonal creation operators on the vacuum. More generally, a state might be comprised from a
linear combination of product states. Going beyond simple product states requires sophisticated
many-body treatments, which is beyond the scope of this class.
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Example 11.5: Correlations in a Fermi Gas
Here, we calculate correlations in a Fermi gas due to the Fermi nature of the particles. Con-
sider a one-dimensional gas of fermions moving in a large region of length L where the den-
sity corresponds to a Fermi momentum k.

(a) Find the correlation function, relating the ratio of the probability of finding two particles
separated by r to the probability of finding the two particles at locations far removed
from each other.

Solution: To do this problem, we first write the two-particle probability,
p2(%1,22) = (P UT(21) VT (22) U (22) P (21) ).
1¢) =[] allo).

k<kf

Commuting the field operators ¥ (x2) and ¥(z;) toward the ket yields

eikz T eiklazl

U(22)¥ () [ [[ al | 10)= >

k<kp k1,k2<ky

Vi fakzakl H al, | 10)

k:<kf
tkaxo eiklscl

e
= ) (R)(—)mTr— 1T al | |0).
k1,k2<kg \/E \/Z k<kg,k#k1k#ks

Here, the sign (£) depends on whether a(k;)a(k2) appear in the same/opposite order
as a'(k;)a'(kz) in the product of creation operators. One can find a similar expression

for (@|UT(x1)TT(x2)|d),

©f | I ar | ¥'(@1)¥'(x2)

k' <k

—ikba2 e—ik:'lwl

vL VL

=0 [T aw | @)(—)mitns

Kk <kp \K'<kgk'#k} k#k)

The overlap of the two states is zero unless k; and k. from the ket are matched with
ki and k;, in the bra. However, this can happen with either k; = k7, k2 = k), or with
ki = K}, ky = kj. For the first ordering, the two phases exactly cancel. The signs of
(—1)™" are also identical and cancel. For the second ordering, the product of phases
yields ei(kr—k2)(@1=22) regylts, plus there is an extra sign due to the permutation of the
creation operators, ay; <> ay;,. This then yields

1 .
(BIUH (22) UM (@) W (22) T (1) @) = Y 5 (1—eitrrradomea),
k1,k2<ky

Because for every pair k1, k2, the same pair appears again as k3, k1. Thus, only the
real part of the phase factor e!(k1=*2)(@1=22) enters, and the matrix element is indeed
Hermitian.
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(b)

Taking the ratio of the two-particle density to the square of the one particle densities
gives the correlation function.

— _ Py (1, T2)
g('r’:mz—a}l) :—2
n
Zk Ky <k (1 _ ei(k1—k2)(m1—m2))
_ 1,/k2 f
Zkl,k2<kf

The sums can be changed into integrals,

g(r) =1— 1%
dk eikr
dk

I _ f—kf<k<kf

f—kf<k:<kf
sin(ksr)

kf’l“

The two-particle density is thus

p2(x1, T2) :nz{l— [Mr}, r = |x; — T2

kf’l"

The correlation is displayed in Fig. 11.2.

The particles now feel a mutual interaction,
V(r) =a®(a—r),
where 7 is again the relative distance between two particles. Find the exchange con-

tribution to the energy per unit length due to the interaction in first-order perturbation
theory.

Solution: In first-order perturbation theory the correction to the energy is
1
(H) = . [ derdaa(gl 9! (@) ¥ (@) (@2) ¥(@2)|)V (1 — 22)
1
= L [ dr(@|¥! O () ¥ () ¥ (O)|8)V (1),

where we have used the fact that the two-particle density depends only on r = x; — x».
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k fr
Figure 11.2: The electron-electron correlation (for electrons of one sign) due to anti-symmetrization in a
one-dimensional system, as derived in Example 11.5.

By using the results of (a) one can find the energy per length,

<L£> = %nz /_00 dr g(r)V(r)

[ fa - [

Y e 2sin(k k
_/ e sin(kyr) cos( f'r)}
0

1
an? {a + = sin®(k;r)

¥ 9 kif’l"
in’(k 1
=an?{a+ M — —Si(2kya)
k;a k:f
. 2 1
=an?{a+ m — —Si(27na) ¢,
m2n2a ™

where Si is the sine-integral function, and n is the number of particles per unit length.
Note that the first term describes the potential energy one would expect from particles
with a uniform density interacting through the potential V' (z; — x.). This is called the
direct term, while the remainder is referred to as the exchange term.
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11.7 Exercises

1. Consider a two-dimensional zero-temperature non-relativistic gas of identical spin-up fermions
whose mass is m. They are confined in a two-dimensional box of dimensions, L, and L,,.
The quantum numbers characterizing the single-particle eigenstates are n, and n,. The
box is divided in half along the = axis. The eigenstates with odd n, now disappear, while
there are now two solutions (one for each half of the box) for each even value of n,. As-
suming the size of the box is large compared to the inverse Fermi momentum, find the
penalty, expressed as an energy per unit length (AE/2L,), for dividing the box. Express
your answer in terms of the Fermi momentum and the mass.

2. In the interior of a neutron star, the neutron-to-proton ratio is very high. This results de-
spite the fact that the proton mass is 1.3 MeV higher than the neutron mass. This occurs
because protons must balanced by an equal number of electrons. Furthermore, protons
and neutrons may be interchanged via the reaction,

p+e<n

(We have neglected the neutrinos in this reaction because they are free to leave the star due
to their massless nature.)

The masses of the particles are:
m,c® = 938.27 MeV, m,c?® = 939.57 MeV, m.c’* = 0.511 MeV

For the problems below, you may assume the protons and neutrons are non-relativistic,
E = mc? + (hek)?/(2mc?), but the electrons must be treated as relativistic particles,
E = [(hck)? + (mc?)?])Y/2. Tt is useful to remember that ic = 197.326 MeV-fm.

(a) If the baryon(neutrons or protons) density equals n g, express the corresponding con-
straint involving the Fermi momenta of the protons and neutrons.

(b) From the constraint that the system is electrically neutral, describe how the proton’s
Fermi momentum is related to the electron’s Fermi momentum.

(c) Describe how minimizing the overall energy results in a constraint involving the three
Fermi momenta.

(d) For 4 cases, ng = 0.0001,0.001, 0.1, 1.0 baryons per cubic Fermi, solve the expres-
sions above and plot the neutron/proton ratio as a function of npg. Solving the three
equations may involve finding roots numerically.

3. Calculate the magnetic susceptibility of a two-dimensional electron gas.

4. Consider the wave function of three identical particles in Eq. (11.15) where the three single-
particle wave functions are orthonormalized.

(a) Show that
1
5 d3r1d3r2d3r3 |¢a,ﬁ,7(’l71, 772, T3)|2 =1 (1131)

if the three indices are different, &« # 8, @ # =, 8 # v, and that the overlap is zero if
any two of the indices are the same.
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(b) Show that ¢ g, (71,72, T3) = 0 if any two positions are the same.

5. Correlation/anticorrelation in a quantum gas: Consider a uniform gas of non-interacting
spin-half particles in the ground state. The wave function may be written

|¢> = H CI,L|0>,

a,|ka|<kf

where the product includes all states o with momentum k, < k; and spin s,. The
density-density correlation function is defined as

Lo @Y (#1) W] (E) W, (o) s, (T1)| D)
931,32 (m2 - ZB1) = t — — T — —
(DI, (Z1)Ws, (£1)|0) (DI WL, (2)¥s, (F2) D)
This function expresses the correlation of two particles with spin s; and s, being separated

by &, —x7. Itis defined in such a way that it is unity if the probability of seeing two particles
at £, and &, is the product of the probabilities of observing each particle independently.

(a) Show that the density-density correlation function can be written as
Zka,kﬁ el(l;;a_’zﬁ)‘(iz_il)
9
2 ks

where the sums are over all momentum states with k, < kf and kg < kjy.

981,82(3?2 - a_’:l) =1— 65,5,

(b) By changing the sum over states to a three-dimensional integral over k, find an an-
alytic expression for the density-density correlation function in terms of the Fermi
momentum k.

6. Again, consider a non-interacting quantum gas of particles of mass m, with the ground
state being expressed as

|¢> = H a’L|0>’

a,|ka|<kf

where the product includes all states o with momentum k, < k. For this problem, ignore
the spin indices. Consider an interaction between the particles of the form,

1
Hi = [ donidraV/ (7 = )W) W1 (7) ¥ () W (7))
V(71 — 72) = B(72 — 71)

Find the first-order perturbative correction for the energy, (¢|Hint|¢), for particles in the
gas in terms of kz, 3 and m.
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12 Non-Perturbative Approaches for Many-Fermion Systems

In the previous chapter, interactions between fermions were mainly ignored. A one-body inter-
action is typically introduced via a spatial potential V' (7). Even if this is a potential that depends
on the relative position of two particles, V (7 — ), one can work in center of mass coordinates
and effectively reduce the problem to a two-body problem to a one-body problem (at least in
non-relativistic physics). Bound state and scattering observables can then all be calculated with
theories that involve only the relative coordinate, ¥ = #; — 3. As soon as more than two
particles are present, the problem no longer reduces to a one-body problem. In this chapter
we focus mainly on such problems where there is an external potential and ignore interaction
terms between constituents. This allows one to assume that the many-particle wave functions
are products, or anti-symmetrized products, of single particle wave functions. More generally,
interaction terms simultaneously modify the behavior of more than one particle at a time and
the true solutions cannot be expressed as products. Such treatments of more realistic interactions
are typically under the moniker of “many-body theory”, which is largely beyond the scope of
this course. Nonetheless, the one-body treatments, although somewhat crude, provide a great
deal of insight and in some cases can be remarkably accurate. One example is the Hartree-Fock
approximation, which is the topic of the Sec. 12.3.

12.1 Interacting Fermi Systems — Two and Four-Point Interactions

The simplest sort of interaction is a “two-point” interaction.

H =) V.galag. (12.1)
a,B

A two-point interaction has one creation and one destruction operator in each term. The inter-
action alters the momentum of a single particle, which makes it a one-body interaction. The
particles behave independently. To demonstrate what is meant by “independent”, consider the
product state

|¢(t = 0)) = a}-- - afal|0). (12.2)

Imagine one were to make a linear transformation of the creation operators using a unitary
matrix U,

b, = Uaspal;. (12.3)
These new operators would also satisfy the anti-commutation laws,
{bas b} = U] Uss{ar, aj} (12.4)
= {a., a;} = dap-

Thus, a unitary matrix acting on the space of creation operators results in a new set of operators
that still obey the anti-commutation laws. Further, if that unitary matrix is chosen to be the same
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matrix that diagonalizes V3,

H = V.gU! Ugsbl bs (12.5)
af

= (U'WVU)apb! bs.

Thus, if there is a two-body Hamiltonian, one can transform to a basis where the Hamiltonian is
diagonalized, i.e.

H =) E,bb.. (12.6)

Eigenstates of the n — body problem can then be expressed as a product state,

laB...y) = [ bidh---bl0), (12.7)

afey

and the eigenenergiesare E = E, + Eg 4 --- + E,.
This is not the case if the Hamiltonian has terms such as

Vaﬁ.yt;a;fxaga.,ag. (12.8)

These terms take a pair of particles in one-body states v and é and put them into states o and 3.
Scattering does precisely this. If one writes a two-body potential with field operators

V = % / dBrd®r’ V(7 — &)U (#) U (7)) U (7)) (7), (12.9)

four-body terms are inevitable.

However if the the potential is from an external one-body potential,
V= / & V (r) T (7) 0 (7), (12.10)
only two-body terms appear, and one can find eigenstates that are products of creation and

destruction operators. Unfortunately, physics is not usually so simple. If all interactions were of
the two-point type, all problems could be solved by diagonalizing a matrix.

An interaction between particles separated by 7 = ©; — 73 is written classically as

1
H;,, = §/d37"1d37‘2p(7_"1)p(7_"2)V(’l71 — T3). (12.11)

The factor of 1/2 corrects for double counting because the integral is without a r; < r, qualifier.

Written in terms of field operators, this interaction becomes
1
H;,, = 2 / dPr dPry Wl (7)) T (7o) V(7 — ) W (7)) W (7). (12.12)

For the moment, we will omit spin indices and assume only particles of a specific spin are in-
volved. One peculiar aspect of the Hamiltonian is that the two ¥Ts are on the left while the two
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Ws are on the right, whereas the product of densities would suggest a product of ¥T¥s. How-
ever, such a product would result in an interaction energy for a one-particle state, as the particle
would interact with itself.

Four-point interactions (or three-point interactions, e.g. the electromagnetic interaction J - A)
are infinitely more complicated than two-point interactions. For one, if one wishes to calculate
the evolution of aL(t), one needs to commute the Hamiltonian with aj; . However, if H;,; is a
product of four creation and destruction operators, commuting H;y,, with a, or a,L results in a
product of three operators. This makes it impossible to consider the problem as a simple mixing
of the creation and destruction operators. The eigenstates of a Hamiltonian with three-point
or four-point terms is not a product state, but is instead a complicated linear combination of
product states. Such problems are rarely solvable, forcing one to resort to approximations. This
is what is meant by the many-body problem, a moniker which encompasses most of the effort
in theoretical physics. Examples of such approximation methods are perturbation theory or the
Hartree-Fock approximation.

12.2 The Thomas-Fermi Approximation

A very crude way to find the density of fermions in an external well is the Thomas-Fermi ap-
proximation. This approximation is semiclassical and assumes that the local density is a function
of the local potential only,

2s+1

672

n(7) = kp(7)°, + V(7) = py. (12.13)

2k £ (7 2

m
The density would vanish outide the region where V((F) < p ¢. Given the potential and the
chemical potential py, it is straight forward to find the density. For a finite system with a fixed
particle number, one would have to adjust ps to get the correct total number of particles. The
Thomas-Fermi approximation is crude, and gives rather non-sensical results for atoms due to the
small number of electrons in atoms. It is less unreasonable for estimating the electron density
near surfaces. As a general rule it is valid if the systems are large and the potential changes
slowly.

Example 12.1: The Thomas Fermi Approximation for the Harmonic Oscillator

Calculate the Fermi energy (as measured from the bottom of the harmonic oscillator) for NV
electrons in a one-dimensional harmonic oscillator characterized by angular frequency w.
Solution: The density of electrons for a potential V' (x) in one dimension is:

k

n(z) = (2.%1)%/ " dk

2
= _kf(w)a
iis

= 2\ fam(us — V(@)
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For the harmonic oscillator, this gives

Tmax

N :/ dx n(x)

Lmax

_ dv2mas /“’““"‘ day/1 — o222,
hm 0

mw? [ 21 ¢
o = ’ mmax = o
2y mw?

8 1
N—ﬁ du\/1 — u?

" hww 0
o

Substituting u = azx,

If one were to set uy = (n + 1/2)hw, the true ground state energy of the harmonic oscillator,
one would find N = 2n + 1. Whereas if one filled all the levels, each with a spin-up and a
spin-down fermion, the number of particles would be 2n. This is a good approximation for
large IV, but is poor for a small number of particles. The conditions under which this method
becomes accurate is similar to the conditions discussed for the WKB approximation in Sec.
6.1.

12.3 The Hartree-Fock Approximation

The Hartree-Fock approximation yields an expression, that when solved gives an approxima-
tion to the ground state of a many-fermion system. The approximation is variational in nature.
But rather than varying a few parameters to modify the wave function, the value of the wave-
function at each point is treated as a variational parameter. In a variational approximation one
assumes some form for the variational wave function. In this case, one assumes that the solution
is in some sort of product state,

|¢) = al---alal]0). (12.14)

The many-particle wave function, (7 - - - 7, |af - - - al|0), will not be expressed as a product of
single-particle wave functions. But that is only a matter of anti-symmetrization. Given one of
the simple product terms, the other terms of the many-particle wave-function can be generated
by permuting the labels of the first term.

To derive the Hartree Fock equations, one writes down the expectation of the Hamiltonian,
h2
@IS = 0 [ @rwi@) (-, v ) e + [ Evev @@l a2)
m
1
(@l [ dridinaV (5 — 7))V () W) U |6,
where the spin indices have been omitted temporarily.
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One can now express the energy in terms of the wave functions of the occupied states o.
h2
GIHIO) =Y [ @1 610) (=5 92+ U®) 6a(7) (1216)

+ % > / dird®r’ V(7 — 7) {¢5(7) 92 (7)o (7)o (F) £ G (7) P (7) P () s (7) } -

a,o’

The second term in the two-body interaction, where the =+ refers to bosons/fermions, is known
as the exchange term, with the name coming from the exchange of the o and o’ indices.

The next step in the variational procedure is to minimize (¢|H |¢) with respect to changes in
the wave functions subject to the constraint that each wave function is properly normalized.
One accounts for the constraint by multiplying the constraint by a Lagrange multiplier A, then
adding it to the function one wishes to minimize,

3 (7) {WH [#) =X, / d3T¢§(F)¢v(F)} = 0. (12.17)

More correctly, one would vary both the real and imaginary parts of ¢, which is equivalent to
varying either ¢., or ¢:. The resulting expression is

h2
>"7¢'7("?) = <_%V2 + U(F)) d”y(F) (12.18)

+Y / AV (7 — 7) (G2, () bor (7)) by (7) £ 8% (7)o (7 ) b (7) } -

The two terms involving V' (# — ) are known as the Hartree and Fock terms respectively. The
Hartree term looks like a potential felt by the particles due to the presence of the other particles.
Thus, the Hartree equation can be solved by self-consistently finding the solutions to the effective
potential

Vitwtre () = 3 [ @1V (7 = )85, (7)o (7) (1219)

The Hartree equations are often solved iteratively. One guesses at the wave functions, finds the
Hartree-potential, solves the Schrodinger equation for the single-particle wave functions, then
iterates the procedure until the wave functions converge. One issue with the Hartree approxi-
mation is that a particle also feels the potential due to itself unless one restricts the sum over o’
to ignore the term o« = ~ in Eq. (12.18). If one excludes this term, then the potential is different
for each state, which then leads to the solutions ¢., not being orthogonal.

The Fock term presents a different challenge because ¢~ (7) cannot be factored out of the differ-
ential equation. The Fock term is non-local in that ¢~ (7") appears in its place.

The Lagrange multiplier A, plays the role of a single-particle energy. However, one should re-
member that because the interaction energy between two states is contained in the single-particle
energy for both states, the total energy is not the sum of the Ays. The Hartree-Fock approxima-
tion is especially useful for estimating density distributions or even changes in energies (e.g.
separation energies), but is not particularly accurate at calculating total binding energies.
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Finally, we return to the problem of including the spin indices. When spin indices are included
the Fock term disappears unless the two states are the same species and the same spin. Hence a
factor d5 s accompanies the Fock term.

12.4 Hartree-Fock for Atoms

The principal difficulty in handling multi-electron atoms comes from the fact that the electrons
interact with one another. If it were not for the mutual interactions between electrons, one could
treat the electrons independently. Of course, this would yield horribly unphysical results. For
instance, one could place an infinite number of electrons into the the hydrogen atom, where in
reality no more than two electrons can be bound to hydrogen.

The Hartree approximation is the first method one might consider for treating such atoms. One
then solves the Schrodinger equation with the potential,

Vi(7) = & ()] — (12.20)
J#i ™
If there are n electrons, one must solve n coupled equations.
One can go one step further and solve the Hartree-Fock equations,
h? V2 Ze . , . I .
(-5 )¢z(r>+2 [ S 01 (6705 = 8wy (N8 = ()
(12.21)

to find the wave functions. One can then find the energy by calculating (¢|H |¢). Again, this
requires solving coupled differential equations, but the Fock term also makes the equations non-
local which brings along an added computational difficulty.

The difference of the energy found by solving the Hartree-Fock equations and the Hartree equa-
tions is the exchange energy. Because the Hartree-Fock wave functions force the electrons to stay
away from one another due to anti-symmetrization, the repulsive Coulomb interaction between
electrons is weakened which means that the exchange energy is negative, affecting the solution
like an attractive contribution to the potential.

The Hartree-Fock equations were derived with the assumption that the solution is a product
state. As that is a variational assumption, the true ground state energies are about 1 eV lower
than Hartree-Fock solutions. This difference is referred to as “correlation” energy. It can be cal-
culated perturbatively by considering the mixing of one-particle-one-hole and two-particle-two-
hole states into the wave functions. This is done perturbatively by considering the n-electron
Hartree-Fock ground state as the ground state. Then one considers excited states as being those
n-particle n-hole states formed by considering n of the single-particle solutions of the Hartree-
Fock ground state to be replaced by n single-particle solutions from the set of single-particle
states left unfilled in the Hartree-Fock ground state.
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12.5 The Periodic Table

Single-electron wave functions are labeled by n, £, s, j and m;. In an atom with only one elec-
tron, the energy depends principally on n as states with same n but different £ = 0,1,.--n —1
are degenerate aside from the spin-orbit interaction. Of course, s always equals 1/2 and j can
be either £ +1/20rf — 1/2.

The existence of the other electrons destroys the “accidental” degeneracy of the hydrogen atom
and allows states with different £ and the same n to have significantly different energy. This
is due to the screening of the positive charge. The “accidental” degeneracy allowed states with
fewer nodes in the radial wave function but larger angular momentum to have the same en-
ergy as states with smaller angular momentum but more nodes in the radial wave function. By
screening the charge, an advantage is created for states that have a relatively greater probability
of being near the origin. Because radial wave functions behave as r* near the origin, a state with
a lower £ but the same n will have lower energy due to screening. This difference can be large
enough at times to allow a state to move lower than states of higher n but higher angular mo-
mentum. For instance, in some cases the 4s states can move below the 3d states, and similarly
the 4d and 5s shells compete as well. The 5s shell is always well below the 4 f shell. When shells
compete, e.g. the 4s and 3d electrons, the choice of orbitals is non trivial. In these cases the con-
tiguration can vary from one element to the next, and in fact, solutions might contain a mixture
of configurations. Chemical properties are determined largely by the outermost electrons. When
shells are filled, the elements are less reactive. The rare gases (also know as inert or noble gases)
all have filled p shells with the exception of Helium.

The set of orbitals with a specific n and £ is known as a “shell”. The degeneracy of a shell is
4¢ + 2. Electronic “configurations” are labeled by the shells and the filling, e.g.,

(1s)*(25)*(2p)°®,

with the superscript labeling the number of electrons in the shell.

12.6 Configuration Splitting and Hund’s Rules

Different configurations are generally split by a few electron volts. There are 4¢ 4 2 single-
particle orbitals in a shell, and the number of ways to arrange several electrons among these
levels can be rather large. For multi-electron atoms one first considers the single-particle orbitals
with a given radial quantum number n and orbital quantum number £ (of course s = 1/2). If
all the levels of a given shell are filled, the net angular momentum of that shell is zero. But if
the shell is not either completely filled or completely empty, one might be able to configure the
electrons into numerous states. The energies of these configurations depends on the total (of the
particles in the semi-filled shell) spin angular momentum S, the total orbital angular momentum
L, and the total momentum J. Ignoring the spin-orbit interaction, the total angular momentum
L and total spin S of the electrons commute with the Hamiltonian. The (2L + 1)(2S + 1)
states of an LS multiplet are then further split by the spin-orbit interaction. Thus, the spin-orbit
interaction invalidates My, and Mg as good quantum numbers, and replaces them with J and
M;.

Hund’s rules determine which LSJ combination has the lowest energy:
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1. The largest S is most favorable as it has the most symmetric spin wave functions, there-
fore totally anti-symmetric spatial wave functions. This minimizes the probability that
electrons are close to one another, and therefore minimizes their repulsive interaction.

2. For agiven S, the LS multiplet with the largest L has the lowest energy. This can be under-
stood by considering two electrons rotating about a nucleus. If L is large, both electrons
are moving about with essentially the same orbit as m; and m, can be large and of the
same sign. As such electrons spend less time crossing one another’s path they miminize
their repulsive interaction.

3. Different LS multiplets are typically split by tenths of electron volts. A given LS mul-
tiplet is again split by the spin-orbit interaction but only by a few hundredths or a few
thousandths of an electron volt. The spin-orbit interaction gives preference to states with
the minimum J when the shells are less than half filled and behaves in the opposite way
when the shells are more than half filled.

Configurations are labeled by S, L and J, which should not be confused with the £ of the single-

particle orbitals. The notation is
2S5+1 LJ.

For instance, the state ® D3 would have the spins coupled to S = 1, L = 2 and J = 3. Note the
upper-case angular momentum labels S, P, D, F - - -.

It should be remembered that considering only ways to arrange particles in a given shell is an
approximation. There is no reason that the true ground state shouldn’t have some mixture of
states from different shells.

12.7 Constructing States According to Total L and Total §

The overall wave function for a many-electron state described by L, S and J can be written as
the sum over products of angular and spin wave functions.

|L755J7MJ>: Z <J9MJ7|L7ML757MS>|L5ML>|87MS> (12-22)

My, ,Mgs

The angular/spin wave functions |L, Mp)|S, Mg) must first be written in terms of products of
singular particle wave functions summed over with the help of Clebsch-Gordan technology.

As an example we consider a two-electron state with orbital/spin wave functions in a shell of
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angular momentum £.

‘IIL,S,J,MJ(Qy Q/, mg, m;) = <Q, Q/; mg, m;|L, S, J, MJ> (1223)
= Y (J,My|L, My, S, Ms)(Q, '|L, M) (m,,m/|S, Ms)
ML’MS
= > (J,M;|L, My, S, Mg)
MLyMS

: Z <L9 ML|£3 my, ea m2>n,mz(ﬂ)n,mg(9,)

mMg,m)
- (S, Mg|1/2,m,,1/2,m))
= > (J,My|L, My, S, Ms)(L, M|¢, my,£,m})

MLaMS’mlamz

(8, Ms|1/2,m;1/2, M) Yo,m, () Ye,m; ().
The expression would be even more complicated if there were three electrons in the shell.

Example 12.2: Electrons in Carbon
Here we construct the 1S state in Carbon. The two electrons in the p shell of Carbon can be
in any number of configurations. Using the expression above,

W 1—0,5=0,0=0,M,=0(£2, @', ms, m[) (12.24)
= Y (J,M;|L, My, S, Ms)(L = 0, My, = 0|£ = 1,my, £ = 1,m))

’
Mg,y

+(1/2,1/2,8 = 0, Mg = O|ms, m/,) Yy m, () Yoo 1,ms ()
= ) (L=0,M;=0[£=1,m4L=1,m})Yr—1,m,() Yee1,m; ()

’
Mg,y

1
. 7§ (6m5,1/25mg,—1/2 - 5ms,_1/25m/8,1/2)

1

V6

{(Y1.()Y1,1() + Y1, 1(2)Y11(2) — Y1,0(2)Y1,0(2)}
° (6ms,l/26m's,—1/2 - 5ms,—1/25mg,1/2)

Note that the wave function is symmetric with respect to interchange of Q2 with ©’ and anti-
symmetric with respect to interchange of m, and m/, making the overall wave function anti-
symmetric.

12.8 Permutation Symmetry

When coupling two particles together the permutation symmetry goes as (—1)* for the spatial
part, while the interchange of spins is symmetric/anti-symmetric for S = 1/0. For this reason
one can notice that for two electrons in the (2p) shell (carbon) the orbital states must be L = 0
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or L = 2 if the the spin state is § = 0 and must be L = 1 if § = 1. Thus, the possible states in
carbon are 'Sy, 1 D,, 3Py, 3P, and 3 P,.

Coupling a higher number of particles together can lead to “mixed” symmetries. In this case the
angular wave functions may be neither symmetric or anti-symmetric, while the spin wave func-
tions might be mixed as well. However, the overall wave function needs to be anti-symmetric.
For example, the flavor and spin wave functions of the three quarks that constitute a proton or
neutron are in states of mixed symmetry.

12.9 Zeeman Effect and the Landé g Factor

A particle in a magnetic field feels the interaction,

H,e = —

eB
2mc(Lz + 28S.), (12.25)

where the magnetic field is assumed to point in the z direction. We wish to calculate the change
in energy for an atom in a state of good J, M ; due to the interaction.

eB
AFErsinv, = — Py (L,S,J,M;|L, + 2S.|L,S,J, My) (12.26)
eB
= — (hMy; + (L, S,J, M;|S.|L,S,J, My)) .
2mece

The challenge in calculating the splitting comes from finding (.S.). We expect this to be propor-
tional to M as it is the only label available. The Wigner Eckart theorem and Clebsch-Gordan
technology come to the rescue.

(L, S,J, My|S.|L, S, J,M;) _(L,S,J||S||L, S, J)
(L, S,J, My|J.|L,S,J,M;y (L,S,J||J||L,S,J)

(12.27)

This follows by applying the Wigner Eckart theorem to both (S.) and (J.) and noticing that the
same Clebsch-Gordan coefficients appear in both terms.

Thus, if we can find the ratio of the reduced matrix elements we will have fulfill_gd our mission.
To do this, we first step aside to perform a proof. Consider a vector operator A, which will be
chosen to be S further below.

-

(JMIA-J|JM) = Y (IM|ApJ_p|JM) (12.28)

—1<m’<1

= > (TM | A | T M"N (T M| J_ s | T M),
—1<m/<1,—J<M"<J

Note that the inserted states were only those within the same J M multiplet. This is valid be-
cause J,, does not mix different multplets. Now, by applying the Wigner Eckart theorem, one
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—

can write the matrix element (A - J) as

(JMIA - JIM) = £(J, M) || AT NI (12.29)
f(J,M) = >
—1<m/<1,—J<M"'<J
1
(1, J, J, M|m/, M"Y(1,J,J, M| — m', M")
2J +1
Because f is determined solely by Clebsch-Gordan coefficients, one can see that
(JMIA - J|IM) _ (J||A]|])
— = (12.30)
(JM|J - J|JM) — (J||J||J)
Now that our proof is finished we can see that
<L75?J||S||L7Sa J> _ (L,S, J, MJlj §|L759 J, MJ> (12.31)
(L,S,J||J||L,S,J) (L,S,J,M,|J-J|L,S,J, M) '
_JUI+1)+S(S+1)—-L(L+1)
N 2J(J +1) ’
where we have taken advantage of the fact that
T g 1 T Q)2 2 Q2
J-S:E—(J—S) +J°+ S (12.32)

2

= T+ + (S +1) — LT+ 1))

Finally, we are able to insert our result for the ratio of the reduced matrix elements into our
expression for the splitting to get

ehB
AFE = —g M, (12.33)
2mece
JJ+1)+S(S+1)—L(L+1)
g = 1 + .

2J(J + 1)

The factor g is known as the Landé g factor, with the g referring to gyration.
In some undergraduate modern physics books the Landé g factor is derived from simple ge-
ometric arguments. If one considers the vector J precessing about the z axis and the vector
S precessing about J, one would expect that the expectation of S for a given orientation of J
would be L.
S-J
1>

—

(8)y=J

(12.34)

because as S precesses about J the component of S perpendicular to .J averages to zero. Finally,
averaging over the direction of J gives the result we expected.
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12.10 Molecules and the Adiabatic Approximation

The force felt between atoms largely derives from the distortion of the electronic wave functions
due to the proximity of a second potential. Because atoms move slowly with respect to the
electronic motion, electronic wave functions largely adjust in such a way as to remain in the
ground state for a given atomic separation. If N atoms are centered at positions R; - - - Ry,
one can calculate the net electronic binding energy E(R; --- Ry) for the given positions of
the atoms. One then solves a Schrodinger equation for the atomic positions, @(fil <. ﬁN),
using the net electronic binding energy as the potential. This is referred to as the adiabatic or
Born-Oppenheimer approximation. Examples where the adiabatic approximation were applied
included a particle in a slowly expanding box. If a box were slowly expanded or contracted, a
particle would remain in the ground state of the box. Of course, this implies that the energy of
the particle is not kept constant. For the example of an expanding box, the ground state energy
falls as the volume expands, and the lost energy appears in the kinetic energy of the piston. In
fact, that energy is equal to the work, PdV, done by the expansion.

In the case of atoms, the gain or loss of the electronic energy appears as a loss or gain of the ion’s
kinetic energy. The electronic energy, calculated as a function of the ion’s separation R, serves as
a potential for the atoms. In a previous exercise, 6.8, one was asked to find the energy felt by two
electrons in harmonic oscillator potentials situated far apart, such that they felt a dipole-dipole
interaction. Calculating the correction to the energy, it was found that the energy went as 1/ RS.
This energy would then serve as a potential energy for understanding the behavior of two atoms
if each well was given a mass and one were to solve a Schroddinger equation using this energy
as a potential. However, in this case this only gives the potential a larger distances. Different
approaches would be necessary to estimate the electronic energy for two harmonic oscillators,
or two atoms, brought into closer contact.

Example 12.3: Interacting with Distant Ion

For this example we consider an electron in a well interacting with a distant positive ion,
where we assume the states available to the electron are described as those of a harmonic
oscillator with frequency w. This differs from the exercise 6.8 in that the distant particle is not
another charged particle in a well, which would be overall neutral, but carries a charge Ze.
The ion is placed a distance R from the atom. The perturbative potential between the ion and
the atom is

1 1
Hint = Z€2 - — /d37'p(7?)_,—
R R — 7

7
~ 2 3
~ —Ze /d rp(7 5

Ze?

= TR
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One can then calculate the energy to second order perturbation theory,

Z%e* |(n. = 1|z4p|0)|?
R4 hw
Z%et

2R4mw?’

AE® =

This energy serves as the potential between the atom and the ion. It shows that the well is
attracted toward the distant ion. Note that if one were to consider an induced dipole moment
proportion to the electric field, multiplied by the electric field which falls off as 1/R?, one
would have expected the 1/ R* behavior. This can be considered as an interaction of a charge
with an induced dipole moment, as opposed to the exercise 6.8, which was a dipole-dipole
interaction, or more accurately an induced-dipole-induced-dipole interaction.

Example 12.4: 2H positive ion

Here, we consider the TH, ion, where two protons are separated by a distance R, with the ad-
dition of a single electron. In the adiabatic approximation the binding energy of the electron,
€(R), serves as the potential between the protons when combined with the proton-proton in-
teraction. At large distances the binding energy is one Rydberg, while one would expect an
increase in the magnitude of the binding energy as R is shortened. At very short distances,
one expects the interaction to become repulsive when one penetrates the electronic cloud and
the interaction is dominated by the Coulomb interaction between the protons.

Calculating the binding energy as a function of R can be crudely accomplished with a varia-
tional calculation assuming a trivial form of the wave function,

P (7) = Cy [¢pa(F) £ vu(7)],
where 14 and v are the bound state wave functions of an electron to each of the protons,
Ya(F) = (ﬂ'ag)_l/ze—lf—ﬁfxl/ao,
Yp(T) = (wag)_l/ze—lf—ﬁsl/ao.
The factor C is merely a normalization constant,
C. = !
NCEFTI)
S(R) = / d3rap 4 (F) Y 57)

R R?
= (1 + —+ —) e /a0,

2
ag 3ag

This can be considered as a variational calculation with zero variational parameters.
This integral S(R) is most easily calculated in elliptic coordinates, where the three compo-
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nents of ©* are replaced by

|7 — Ra| + |7 — Rg|
R 9
|7 — Ra| — |7 — Rgl

v= ,

R
¢ = arctany/x.

S
Il

Thus, w is the scaled sum of the distances to the two protons, v is the scaled difference of the
two distances and ¢ is the usual azimuthal angle with respect to the axis defined by the two
protons. Some Jacobian manipulations would reveal,

/d3rf(F) - /100 du/_ll dv /02” d¢%3(u2 _ o2 f(7).

Once one has made a transformation into these coordinates the integral becomes rather trivial
because

Ya(F)Yp(F) = (ﬂag)—le—uR/ao

If you have not worked with elliptic coordinates before, you can understand the name “ellip-
tical” because the set of points with a fixed sum of distances, |7 — R4 |+ |7 — Rg|, defines an
ellipse.

One is now in the position to calculate the expectation of the energy,

(A|H|A) + (B|H|B) + 2(A|H|B)

H = R) =
(Hy; = ex(R) 5 L 25
_ (A[H|A) £{A|H|B)
1+ S ’
where
2
(AIH|A) = &1 + % — / W3 () ———dr
|'I" — RB|
62 R
— — 1 - —2R/a0’
€1+ R ( + ao) e
and

2

(iEE) = (o + 5 ) 5= [ Eroaon—%

e? e? R\ .
=(es+—=)S—— (14 =) e *a,
R Qg (0 1))

The term €, is merely the electronic binding energy of one electron with a proton, -1.0 Ryd-
bergs. The integrals were calculated with the help of the tranformation into elliptic coordi-
nates.
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V(R)

A N
1.3 Angstroms

Figure 12.1: Potential for T H ion from Example 12.4.

The potential between the atoms is effectively
Vi(R) = (H)x — &1

When plotted against R the resulting curves are shown in Fig. 12.1.

In the adiabatic approximation, where the mass of the proton is considered to be very large,
the binding energy should simply be the minimum of the potential. In reality the binding
energy is deeper by an entire eV. However, one could improve the calculation by considering
a variational calculation.

The difference between V. and V_ comes from the fact that the parities of the two wave func-
tions were positive and negative respectfully. The positive-parity solution has lower energy
because the probability density is larger in the region between the protons where the inter-
action with the protons is maximized, and because the negative-parity solution has an extra
node, which increases the kinetic energy.

This result for the potential should be contrasted with the previous example. In that case
the potential at large distances was found to fall as 1/R* using perturbation theory. Even
though that calculation was based on the harmonic oscillator, one would still expect that for a
hydrogen atom the perturbative result to scale as the square of the electric field and behave as
1/R*. In this calculation the potential fell exponentially at large R, so it rather poorly predicts
the behavior for large distances. This failure has nothing to do with the adiabatic nature
of the approximation, but rather with the poor choice of wave functions in the variational
approximation.

12.11 The Hydrogen Molecule and Pairing
The neutral hydrogen molecule has two electrons. One can pursue a variational calculation

as performed in the previous problem; only in this instance the variational wave function is a
two-electron wave function. When we discussed multi-electron atoms, Hund’s first rule stated
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that the prime criteria for multi-electon states to minimize the energy is to form states of largest
S so that the spatial wave function will be maximally anti-symmetrized thus minimizing the
electron-electron repulsive interaction. However, in the case of the H, molecule, the driving
determination is that both electrons should be in the even-parity 1y state, which through the
Pauli exclusion principle requires that the electrons be in a spin singlet with § = 0.

When two electrons form a spin-singlet they are called a pair. Much of the systematics of molecu-
lar binding can be understood by considering pairing. Pairing that involves p states is somewhat
more complicated. Of the three p states, the m, = 0 state extends along the z axis and thus more
strongly samples the attractive interaction with the other proton. Pairing between the m, = %1
states can also take place but is usually weaker. The two pairings are refered to as o and =
bondings. The 7 label refers to the fact that the transverse pairing allows an angular momentum
about the molecular axis.

For atoms where p and s states are nearly degenerate, pairing with neighboring atoms can be
especially strong. In these cases the wave function can be a linear combination of an s state
and a p state with m, = 0. Separately, both states have equal weight on the z-positive and
z-negative sides of the atom. However, linear combination of an even-parity and an odd-parity
state will result in a wave function with higher probability on one side. Given the presence
of a neighboring atom, this can lead to an energetically favorable situation. By taking a linear
combination of such a “hybrid” state with a hybrid state using the opposing atom as it’s center,
one can make states with overall good reflection symmetry about the half-way point between
the atoms.

12.12 Superconductivity

Pairing of electrons is responsible for the phenomena known as superconductivity. The con-
nection between forming pairs and reducing the conductivity to zero is actually rather subtle.
The formed pairs, which can have zero net momentum, can coalesce and move as a coherent
unit through the material. Here, we concentrate on the pairing mechanism and offer only the
following rather heuristic discussion of how this leads to superconductivity.

One could imagine resistance, or dissipation, coming from three sources:

1. Aswe will see, a gap energy will be associated with the pairs. In order for the moving pairs
to de-excite one must excite the pairs by at least the gap energy. If one imagines a current
moving through a circular loop at a temperature near zero, there is not enough thermal
energy available to break a pair. Because the pairs are bosons they can condense into a
single zero-momentum state. The pairs join together into a condensate in such a way that
not only is there an energy penalty to break a pair, but there is a penalty to remove a pair
from the condensate. Thus, at small temperature, it is extremely difficult to de-excite the
condensate by breaking pairs or removing pairs from the condensate.

2. One could imagine a drag force acting on the condensate due to moving the condensate
through the background of non-condensate particles. If the condensate is treated as a
macroscopic object, the drag force would then behave as

Farag u?, P = Fv x u®, (12.35)
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where u is the condensate velocity. Because the power scales as u® and because the resis-
tance is defined as

P =TI°R,R = P/I? (12.36)

I xu, Pxu®
P

R=— xu—0.
12

Thus, drag can be neglected with respect to its contribution to the resistance. Because the
coalesced pairs move as a unit, they can carry a large current with a very small velocity
and thus vanishingly small drag.

3. The pairs condense into a coherent unit, and one could imagine exciting a pair, while leav-
ing it bound. However, because of attractive inter-pair interactions, the pairs in the con-
densate also require energy to be dislodged. This energy tends to exceed that required to
break a pair.

The best way to dissipate movement of the condensate is to break a pair. This requires an amount
of energy 2A, where A is known as the gap energy. Only those electrons with energies greater
than the gap can contribute to the dissipation. The conductivity then behaves as e ~24/7

The phenomena of superconductivity has much in common with superfluidity. In both cases, itis
rather easy to motivate why one forms a condensate, but explaining why the condensate moves
without dissipation is subtle. Both an electron pair and a “He atom are bosonic, but formed of an
even number of fermions. Superconductivity might occur in any Fermi system, and is thought
to occur due to the pairing of protons or neutrons in the crusts of neutron stars. When nuclear
matter is compressed to extremely high density, several times higher than the density of matter
in nucleus, and becomes a Fermi gas of quarks, one also expects pairing of the quarks.

12.13 Cooper Pairs

Our goal in this section will not be to understand the correlated structure of the pairs, but only
to show that the existence of pairs lowers the energy compared to a Fermi gas. In order for
electrons to pair there must exist an attractive interaction between two electrons with momenta
near the Fermi surface. The idea of two electrons interacting attractively is most peculiar because
electrons have the same charge. The excuse for assuming an attractive interaction is that the
electrons interact with one another via the lattice. An electron might exchange momentum with
an ion, which then translates that momentum into a sound wave, or phonon, which travels
through the lattice. The phonon then interacts with the other electron through its interaction
with some other ion. Intuitively, one might expect such an interaction to provide an effective
polarizability that reduces the electric repulsion, but does not reverse it. However, electrons are
free to move and screen the repulsive electric interaction, as in Debye screening. This allows the
attractive interaction through phonons to overwhelm the electromagnetic interaction.

For our purposes, we follow the work of Bardeen, Cooper and Schraefer (BCS) and assume a
simplified interaction between electrons,

— Okt ko kg Ky < K1y ko, kY, Ky < kg

o A MANEE
(kik2|V|kiky) = { 0, otherwise

(12.37)
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where vy sets the scale of the interaction, V' is the volume, and k, is close to ky. Thus, the model
assumes the attractive interaction is confined to particles within the neighborhood of the Fermi
surface.

Because total momentum is a good quantum number, eigenstates can have the form,

K paired) = Y ap (R)|F, = K/2 + k., kK, = /2 — k), (12.38)
Y

where the primed sum is over all relative momenta K = (E’l — E’Z) /2 such that both E’l and Eg
are inside the region between k; and k,.

Solving for the eigenstates,

H|K paired) = E|K paired), (12.39)

Vo ’ - =
v ap(K) = (E — €, — €g,)azp(K)

k!

Dividing both sides by (E — €;;,), and summing both sides over K,
/ ’UO /
z}; ap(K) — v 2’; E

Now, one can see how the simplifying assumption that the matrix element vy, ;- was independent
of k and K’ in the subspace simplifies the problem. It allows the sum over amplitudes to be
canceled from both sides of the equation above and result in,

1

> ap(K) =o0. (12.40)

- 6’-‘;1 - 6k-; Y

1 1 1
I v Z - (12.41)
Y

Vo — GEI — 6,;2

1

’
:VgE

1

— €R4E T €R_E
1 1

\%4 ; E — i2K2/(4m) — h2k2/m’

where the last step involved writing the energy as a center-of-mass energy plus an energy-of-
relative-motion.

One can solve for E in the equation above graphically. To illustrate the solutions, we consider

the function
P (E) = ! Z !
R =y — B — I?K?/(4m) — h2k?/m’

(12.42)

and graph the function to see for what energies, E, the function ®(E) equals —1/vy.
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Every time E passes an energy, i? K?/(4m) + h*k? /m, ® changes from —oo to +oo. Thus, for
every value of k there exists a solution with E < h2K?2/(4m) + h2k2?/m where ® = —1/v,.
The vertical dashed lines in the figure represent the energies h?K?/(4m) + h*k?/m, which
would be the eigenenergies if vo were to be zero. The intersections of the blue curves with the
horizontal dashed line represent the solutions.

If K = 0, the first value of k that enters the primed sum is |k| = k. Thus, there exists a solution
with energy E < 2¢y, even though the solution was formed from momentum states above kj.
The paired is energetically favorable compared to being a momentum state at the Fermi surface.
Note that as vy is increased the solution for the energy becomes lower.

12.14 The Gap

The expression for ® in Eq. (12.42) can be integrated analytically for the case with K = 0 if one
approximates the sum over states as

’ €a
> = p(ey) / dey,. (12.43)
3 €

This amounts to assuming the density of states, p(ex), is constant in the region of integration.
The expression for ® then becomes

€a 1
P(F) = dE,— 12.44
(B) = pley) | " dBp— - (1244
p(2€y) 2€, — E‘
= — log |—>——|,
2 26f —F
where "
mky
= . 12.45
pler) =5 505 (12.45)
Solving for E,

—2€4 + 2efe2/(p”°)

B= 1 (12.46)
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The difference between this energy and 2¢y is known as the gap energy, A.

2%; — E
A= "7 (12.47)
2
€q — €f

~ e2/lplepvol — 1°

One can do a similar calculation for K # 0, but the binding energy would be smaller because
the interaction links fewer pairs as both electrons in the pair, with momenta k; = K/2 + k,
must lie within the shell in momentum space.

One can see that the energy required to break the pair is 2A, because in order to break the pair
one must move the electrons outside the Fermi sea, that is, increase their energy beyond 2e;-.

12.15 Landau Levels and the Integer Quantum Hall Effect

Consider particles of mass m and charge e moving in a two-dimensional world, the x-y plane.
A magnetic field is present, B = BZ2. The Hamiltonian for such particles is

H= (13 _ eA’/c)z /(2m). (12.48)

If one chooses as a vector potential,
A = Bzjg, (12.49)

one obtains the desired magnetic field. Because there is no y dependence in the Hamiltonian,
solutions can be chosen as eigenstates of the operator P, with eigenvalue p,. One can then

rewrite the Hamiltonian,
2 2
H— P; n (py — eBx/c)
2m 2m

where p, is simply a number and P, is an operator. Because p, is a number, one can consider
the second term as an offset harmonic oscillator potential,

: (12.50)

2 1 c 2
H= = 4 mo? (w — ZLB) , (12.51)
eB
w=—.
mec

Thus, the Hamiltonian looks like a one-dimensional Harmonic oscillator with a frequency equal
to the Larmor frequency. The harmonic oscillator is centered at x = p,c/(eB).

Note that the eigenenergies, (n + 1/2)/w, do not depend on p,,. Thus, there are many solutions
with different p, that have identical energies. The energy levels are referred to as Landau levels.

Each level has a degeneracy equal to the number of values of p, for which there exist solutions.
Using the fact that the y—dependence behaves as e®P#¥/" and applying the boundary conditions
that the wave function vanishes at y = 0 and y = L,, one finds the same values of p, as one
would have for particles in a box of size L,,. The density of such states is then

dN L,
dp, 2@k’

(12.52)
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where L, is the size of the sample in the y direction. The limits on p, are determined by the
x dimension. Because p, determines the center of the center of the Harmonic oscillator, x =
pyc/(eB), and because the centers must be between x = 0 and © = L,,

byc

eB

eBL,

0< Dy < DPy,max = .
c
The number of such states is then
dN eBL,L,
N = —— Pymax — —_— - (1254)
dp, 2mhe

Assume the sample has a number of conduction electrons per unit area n. If the number of
conduction electrons exactly fits an integer number of Landau levels, the levels will be exactly
tilled and the conductance changes. Thus, varying the magnetic field one sees changes in the
conductance when

eBL,L, . .
nL,L, = m———, mis an integer, (12.55)
2mhe
2mhen
m =
eB

For fixed density n, the levels of B that cause jumps in the conductance are

2when
B = . (12.56)
em

This is known as the integer quantum Hall effect. It corresponds to an integral number of levels
being exactly filled. From the constraint on magnetic flux given in the discussion of the Ahara-
nov Bohm effect in Eq. (3.33) one can see that these dips in the conductivity happen when the
area per electron multiplied by the magnetic field give a magnetic flux corresponding to some
integer factor of the relevant quantized units of flux.

The behavior of the conductivity as a function of the magnetic field is remarkable. The conduc-
tance is a property of the material described by a tensor, o,

Ji = O'ijEj- (1257)

This describes the current per unit length in the % direction, as this is a two-dimensional system,
in response to a small electric field in the j direction. It should depend on the strength of the
magnetic field, which is in the z direction. For free particles in a constant magnetic field B2,
the addition of an electric field EZ induced a charge to move with an average velocity Ec/B
in the y direction as derived in Eq. (3.23). Thus, we expect an off-diagonal component in the
conductivity tensor, o, 7# 0, if a magnetic field is present. Additionally, one expects diagonal
elements given the presence of scattering in the medium.

It is not too surprising that there are dips in the diagonal components, 0., when the applied
magnetic field corresponds to an exactly filled shell. This explains the peaks in the longitudinal
resistivity, p = o', seen in Fig. 12.2. Indeed, the sharp peaks are located at points where the
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R, (h/e)
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g

Figure 12.2: Experimental measurements of the diagonal(red) and off-diagonal resistivities (green) in the
quantum Hall effect. The off-diagonal resistivity appears at quantized values of 27h/e2. Figure from
http://oer.physics.manchester.ac.uk/AQM2/Notes/Notes-4.4 .html.

magnetic field is adjusted to exactly fill a shell. But it is perhaps surprising to see the longitudinal
resistivity vanish between thresholds.

The plateaus in the experimental measurement of the off-diagonal elements in Fig. 12.2 are what
are truly surprising. The values of the conductivity at the thresholds can be motivated by simple
arguments. If one assumes that the velocity of the electrons correspond to that of freely moving
charges,

E_.c

J, = env, = enF, (12.58)

then assigns the magnetic field to correspond to the threshold m defined in Eq. (12.55),

82

Jy 277ha, (12.59)
e2
Tay 27rhm’
2mh
Py = 2*
me

Although these arguments motivate the off-diagonal resistivity at each threshold of a new Lan-
dau level, they fail to describe why the value stays constant between thresholds. The 1985 Nobel
Prize was awarded to Klaus von Klitzing for discovery of the quantum Hall effect.

The fractional quantum Hall effect refers to conductance minima for fractional, e.g. one third,
values of m. This is much more difficult to explain, but is related to the sharing of electrons
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between adjacent orbitals, similar to the sharing of electrons in the covalent bonds in solids.
The 1988 Nobel prize was awarded to Robert Laughlin, Horst Stormer and Daniel Tsui for its
discovery.

12.16 Exercises

1. Consider the two electron holes in the p-shell of a neutral oxygen atom.

(a) Whatis the L — S — J of the ground state.

(b) If the atom is in a magnetic field of 0.01 Tesla, find the magnetic energies of the origi-
nally degenerate 2J 4 1 states.

2. One electron moves in a one-dimensional system and feels the interaction of two atoms.
Approximate the interaction between the electrons and the atoms with the potential

V(x — R) = —34(x — R),

where R is the position of an atom. Use the adiabatic approximation to answer the follow-
ing questions.

(a) Given the two atoms are separated by a distance r, find a transcendental equation
relating k and r where the electronic binding energy is h?k?/(2m).

(b) Find the potential between the two atoms at small r,
V(r—0)~V(r=0)-—ar,

that is, find V' (r = 0) and a. Do this by expanding the transcendental equation in
terms of . Hint: First, find V (r = 0) by solving the transcendental equation with
r = 0. Take derivatives of the transcendental equation with respect to r, then solve
for dk/dr at r = 0, and finally find dE /dr to obtain c.

(c) Find the potential between the two atoms at large r,
V(r — oco) = —vyexp(—2kor),

that is, find v. Hint: Use first order perturbation theory, assuming the unperturbed
wave function is the bound state of one well, and the perturbation is the interaction
with the second well.

3. Consider a particle of mass M and charge e moving in the z — y plane under the influence
of a magnetic field in the z direction. Ignore motion in the z direction.

(a) Show that the vector potential,

A=

B
E(wy—yw),

describes a magnetic field in the z direction.
(b) Express the vector potential in cylindrical coordinates, that is in terms of r, ¢, # and

b.
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(c) Write the Schrodinger equation,

<13 — e[f/c)z
2m

1/’("“, d)) = E’l,/)(’r', ¢)9

in cylindrical coordinates.
(d) Show that L, commutes with the Hamiltonian.
(e) Assuming the solution is an eigenstate of L, with eigenvalue m#,

P(r, @) = eim¢£m(r)’

rewrite the Schrodinger equation for &, (7).
(f) Extra Credit: Solve for &,,(7) and the eigenenergies for the case where m = 0.

4. Consider a surface with 10 electrons per um?. Lowering the magnetic field, at what mag-
netic field (in Tesla) do you find the first dip in conductivity due to the quantum Hall
effect?
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13 Relativistic Qquantum Mechanics

13.1 The Klein-Gordon Equation

In relativistic kinematics energy and momentum appear on an equal footing, as do position and
time. For instance,

E? — p?c? = m2ct. (13.1)

Rewriting energy and momentum as operators, one obtains the Klein-Gordon equation,

82
(—rﬂﬁ + h2e?V? — m2c4> o (7, t) = 0. (13.2)

In this version, the wave function ¢ can be a complex number. There are instances where one
uses a real field, but here we use a complex field so that we can find solutions that are plane
waves. It differs from the Schrodinger equation in that time appears in a second derivative.

The complex Klein-Gordon equation has plane wave solutions,
b(F) ~ PT/—iBL@)/h, (13.3)
BL(p) = £V § mc?
If one expands the energy for small p,
E,(p) = mc® + p*/2m. (13.4)

Thus, in the non-relativistic limit, the energy appears identical to the that of the Schrodinger
equation aside from the inclusion of the rest mass energy. If mass were conserved this would
merely add a constant to the energy along with an unobservable phase, e~*M<*/". However, for
cases where particles are generated, the phase plays an important role.

Perhaps the most unusual feature in the solutions is the appearance of negative-energy solutions.
The negative-energy solutions can only be understood when one writes field operators in second
quantization. The field operators (remember the case for photons) will then be written as

h

c 1 ( . .
_ - e’LP-r/hbt + e—zp-r/ha _’) (135)
I
[he 1 - ‘ .
— - e~ WPT/h e’Et/hbt—i—e_’Et/ha_~ .
v zp: Vv Ep < P p)

where p-r = Ept — p'- 7. Thus, in the language of field operators, the negative-energy solution
is associated with the destruction of antiparticles moving with opposite momentum. We note
that if the field were a real field, rather than a complex field, b;; would be replaced by a; and bz
by az. It only seems natural that a relativistic theory should require the consideration of field
operators to make sense, because the creation and destruction of particles is an inherent feature
of relativistic treatments.

®(7, 1)
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For non-relativistic field operators we had defined field operators as,
1 . P
V(7 t) = —= ) e "Fuithrg, 13.6)
( 9 ) \/V ; k? (

1 B b iR
\I’T(’l“, t) — \/_V Z e'Ert—ik Ta’j'.c"
k

If the field operators refer to electrons, one can think of ¥1(7) as creating a negative particle at
7, while ¥ (7) would destroy a negative particle. With relativistic fields, the operator ®1 creates
a positive particle, but also destroys the negative antiparticle.. This can be considered a particle-
antiparticle symmetry that derives from the existence of negative-energy solutions. The same
symmetry will result from the Dirac equation, which is the topic of the next chapter.

13.2 Current Conservation

The current density should have the form of a relativistic four-vector. Furthermore, the current
density should be conserved,

8ijo(7yt) + V - j(7,t) = 0, (13.7)
or in four-vector notation,
9,j%(7,t) = 0. (13.8)
Non-relativistically, the charge density j° appeared in the form
p = ep* (¥, t)y (7, t), (13.9)
whereas a derivative appeared in the form for the current density

i) = —— (v (@ OFe(F,t) — Fg (7 w(T, 1)) (13.10)

2m

This clearly violates the relativistic spirit where the time and space components of a four vector
should appear with similar forms.

As an ansatz, we guess a form for the four-current,
P —1e wro O o .. . .
0 = S (05 800 - 50 (08 ) (311
- —tec o N DL IR -
J(7 1) = —= (¢ (7,036, 1) — 56" (7 DH(T, 1) ) -
It is now straight-forward to see that

8" (7 t) = 0, (13.12)

by taking the four divergence of j# and then applying the Klein-Gordon equation.
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Aside: Covariant-Contravariant Notation: Four vectors, e.g. time and position or energy and
momentum, are usually referenced by Greek indices numbering from zero to three. The zero*"
component refers to the component which rotate and boost like time, e.g. time or energy, and the
other three refer to the components that behave like spatial vectors, e.g. position or momentum.
Contravariant vectors are labeled with superscripts, e.g. A*, and the values are the actual values
of the vectors. Covariant vectors are labeled by subscripts and have their spatial components
reversed. The components of p,, are E, —p,c, —p,c, —p.c. Derivatives behave oppositely,

0, = o , O* = o . (13.13)
oxH oz,

Here, the factors of c are neglected. Once c is included one must worry about whether the
position z* refers to (ct, z,y, z) ort, xz/c, y/c, z/c. The best way to proceed is to ignore factors
of ¢ and treat time and position as if they are measured in the same units. This only makes
sense, because boosts behave like rotations that mix time and position. Maintaining a different
set of units for time and position (or for energy and momentum) makes as much sense as using
one set of units for the x-component of the position and another for the y-component. For the
remainder of the chapter factors of ¢ may appear or disappear from expressions. Typically, one
ignores factors of c until the final expressions are determined. Then, when actual numbers are
needed one makes sure that the various quantities are consistent. For instance, in high-energy
nuclear physics distance is often measured in fm, and time is measured in fm/c. In this set of
units ¢ = 1, so all the factors can be ignored. If one ultimately requires knowing time in seconds,
one first calculates a numerical value for the time in fm/¢, then converts to seconds.

The use of Greek indices for four-vectors, and Roman indices for three-vectors, helps alleviate
some of the confusion with covariant and contravariant notation. For instance,

Ajy = AF=2 = _ A, _,. (13.14)

Thus, the term A, is ambiguous, unless one one knows whether one is referring to a four-vector
or a three-vector. Dot-products of four vectors,

A-B= A*"B, = AgB, — A,B, — A B, — A.B., (13.15)

are invariant to both boosts and rotations. To distinguish these from the dot products of three-
vectors, A- B = A, B, + A,B, + A.B,, the vector (or in other text bold face) are not invoked,
i.e. the dot-product of a four-vectoris A - B, not A - B.

Furthermore, one can see that the look at the form of j# in terms of field operators. One then
obtains, after integrating over space,

/ &rjO(Ft) = ey (a;aﬁ _ bﬁb;) (13.16)
P

/ drj(7t) = ec? Y Eﬂ (a,;a,ﬁ — b,—,»b%)
p P

These look like the usual non-relativistic expressions, but particles and antiparticles contributing
with opposite signs.
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A peculiar aspect of the expression is that the contribution from antiparticles has the creation
and destruction operators reversed, i.e. bb' rather than the number operator b'b. This implies
that an extra charge of -1 is associated with each momentum mode after making the substitution,

a'a — bb' = a'a — b'b — 1. (13.17)

This suggests that the vacuum has a charge of -1 associated with each mode, which translates
into an infinite negative charge because there are an infinite number of modes.

If one wrote down an expression for the Hamiltonian in terms of field operators (which could
be derived from Lagrangians) one would find,

H =Y E,(alas+ byb}) (13.18)
p
= ZEP (a:_,.aﬁ—l— b;bﬁ—l— 1) o
p

Thus, the vacuum has an infinite positve energy associated with it. When we consider the Dirac
equation, which is applicable for fermions, the same problem will appear, but with opposite
signs. That is, the energy of the vaccum will be — E,, for each mode. This result serves as one of
the motivations for super-symmetry, where every bosonic mode has a corresponding fermionic
mode.

13.3 Coupling to the Electromagnetic Field

In the Schrodinger equation, incorporating the electromagnetic field could be accomplished by
minimal substitution,

—ihd — —ihd — eA/c (13.19)
o .8

th— — th— — eAy,
ot ot

where @ is the “scalar” field. However, in relativistic electromagnetism, ® is the zeroth compo-
nent of the four vector A*.

In relativistic treatments, coupling to the electromagnetic field is also incorporated with the same
minimal substitution. One result of coupling to an electromagnetic field is that the charge and
current densities are modified,

e?Ay(7, 1)
he

e2 A(T, t)
h

} o o
P = o (6770 500 — 5" (R0 ) - & (7, H)6(7, 1) (1320)

- —zec

i 1) = == (#" (7037 1) — 56" (7. )97, 1) ) —

@" (7, t) (7, ).

The charge density can change signs if the energy, (17:9;), changes sign, or if the electric potential
Ay is altered. Negative charge density can be interpreted as the presence of antiparticles.
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The electromagnetic field also affects the energy through minimal substitution,

(E — eAg)? = (P — eA)? + m?, (13.21)

E:eri\/(ﬁ—eK)2+m2 .

For the case where A = 0 and I have a simple electromagnetic field, states with a given mo-
mentum P might change from positive to negative energy depending on the strength and sign
of Ay. If a state has negative energy, and if you are searching for the minimum energy state, you
might expect the ground state to be populated with infinite numbers of quanta. Interpreting
such states can be challenging.

Example 13.1: Reflecting off a Potential Step
A seemingly simple example that becomes surprisingly difficult is the reflection off a potential
step, where the potential step is due to jump in Ay. Consider the one-dimensional problem,

0, =<0
Ao(w) o Ao, x>0
Consider a wave incident from the left, with a reflected and transmitted wave,

¢1(33) — eik:a: _ Be—ika:

¢II(m) — Ceik’m,

where the energy of the particle is

E = \/h2k2c? + m?2ct.
Before solving for B and C, one must find k’. Applying the Klein-Gordon equation,

(E — eAp)? = h’K?c? + m>c?,
_ (E—eAg)? —m?c*

h2c2

kl2

One may then find the ranges for which k' is positive or negative,

1.k > 0when 0 < edy < E — mc?,
2.k? < 0when E — mc? < eAy < E + mc?,
3. k"> > 0when eAy > E + mc>.
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The first two ranges for Ag correspond to the usual case for non-relativistic physics. That is,
when the barrier is small the particle propagates as a plane wave with a reduced velocity. For
larger barriers, the particle is confined to region I and the wave function exponentially dies in
region II.

However, the surprise here is that for very large Ay, there again appears to be a solution with
the particle moving through the barrier. This surprising result can be understood by calculat-
ing the charge and current densities in region II. One finds that the charge density in region
IT is opposite to that of region I. The solution describes an incoming wave that splits into two
outgoing waves, one of particles moving to the left and one of antiparticles moving to the
right. This behavior owes itself to the large field. When the voltage difference exceeds twice
the mass, it becomes possible to create pairs of particles. Because the antiparticle feels a po-
tential of —e Ay, it is perfectly willing to go to into region II, and many do so spontaneously if
the step has enough energy to overcome the mass penalty, 2mc?. This behavior does not exist
should one consider a problem where the regions have different masses rather than different
values of e Ay.

13.4 The Dirac Equation

The Dirac equation is another example of a relativistic wave equation. However, the Dirac equa-
tion differs in that it describes spin 1/2 particles whereas the Klein-Gordon equation applies to
spinless particles.

Dirac was motivated by finding a linear equation that was consistent with the relativistic con-
straint H? = P?c® + m?c*. By linear, Dirac was looking for an equation that was linear in the
derivatives. In order to accomplish this Dirac suggested a matrix equation,

H = a,cp, + aycp, + acp, + Bmc? (13.22)
=ca-p+ /Bmcz,

where a; and 3 are Hermitian matrices. Given that one needs to satisfy our knowledge of
relativity,

H? = p2c? + m2c?, (13.23)
there are constraints on the matrices,
{a,;, aj} = 251'_7',/32 = 1, {a,,,@} = 0. (1324)

Two-by-two matrices are insufficient, as one can only comprise three anti-commuting matrices
(the Pauli matrices), but four are needed. Three-by-three matrices are also insufficient, but four-
by-four matrices are sufficient. The following four-by-four matrices satisfy the conditions,

10 0 O

. (0 & o1 0 o

O‘_(E 0)"6_ 00 -1 0 (13.25)
00 0 -1
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Actually, there exist an infinite number of choices as one can transform the matrices by a unitary
transformation,

Uaut, (13.26)
and find a new choice of matrices. The choice above is known as the Dirac representation, which

is convenient for massive particles. For highly relativistic particles, it is sometimes convenient
to employ the chiral representation,

- g 0
a:(o —&)”3:_

We will mainly employ the Dirac representation.

(13.27)

(= = =)
= o oo
c oo
oo =Oo

It should be stressed that the four components of the wave function are not a relativistic four
vector. They correspond to spin-up, spin-down, and the two corresponding anti-particle solu-
tions. Like any wave function, the components of the wave functions mean nothing in isolation.
Only expectations have a physical meaning, and those involve overlaps of vectors. By changing
the arbitrarily chosen representation, the physical meaning of the solutions is unchanged.

13.5 Conserved Quantities
The particle current,

Jo(7t) = Pi(F O)Y(F t), J(7t) = el (7, )@y (7 t), (13.28)

is conserved. One can demonstrate the conservation of the current by taking the four divergence,
0,.J", and by applying the Dirac equation,

0
Hy = ih—1p, 13.29
Y =1 mw ( )
5) -
ihapb + ihed - Vip = mc? By,
0 -
—ihavﬂ — ihed - Vi = me?By,
to see that

%jo LV j= (8, + eV - @) (7 )] (7, t) + (7 1)(8, + ¢V - @) (7, t)  (13.30)
= T (B )14 1)+ 1 (7 DB 1)
= 0.

The properties that & and 3 are Hermitian were used.
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This contrasts with the Klein-Gordon equation in that no derivatives are used to construct the
current-density or the charge-density operators. In the Klein-Gordon equation both quantities
had derivatives, and in the Schrodinger equation the current density involves derivatives, but
not the charge density.

Now, we consider conservation of angular momentum. Unlike the Schrodinger equation, the
Dirac Hamiltonian does not commute with the orbital angular momentum.

[H,# x pli = c[>_ cupe, Y €ijuripr] + mc*[B, > €ijiripil (13.31)
£ ik Jk
= —’I,FLC Z eijkajpk,
ik

[H, 7 X p] = —thc@ X p.

One can also define a spin operator, § = h3/2, where
i
3 = Gk (13.32)
= o 0 . . .
Y = 0 & ) In the Dirac representation.

The spin is also not conserved.

H,8]=Y %[aj, ] (13.33)

J

—1hep;
= E €ikl [ai7 akal]
- 4
Jjkl

However, the combination J = # X p + S is conserved,

[H,J] = 0. (13.34)

13.6 Solutions for Free Particles

In analogy to the Klein-Gordon equation, the Dirac equation will have both positive-energy and
negative-energy solutions. Here, we consider those solution which behave as e®?". The positive-
energy solutions with a given momentum, p, are referred to as u,(p) while the negative-energy
solutions are referred to as vs(—p). The label s refers to the spin.

E,u(p) = @ - pcu(p) + Bmc*u(p) (13.35)
—Epv(—p) = & - pev(—p) + fmcv(—p).
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The momentum labels on the negative-energy solutions were labeled with the opposite mo-
menta because once one switches to the language of fieled operators they would correspond
to the destruction of anti-particles with momentum —p rather than the creation of particles of
momentum p.

To find the solutions, first find the solutions for p = 0. The solutions are then

1 0
0 1
0 0
0 0
0 0
v¢(p:O): 1 s Uy (p:()): 0
0 1

Note that the solutions v are labeled with a spin index opposite to the eigenvalue of X,. Again,
this is because the solution will correspond to the destruction of an antiparticle. It is easy to
check that these solutions are eigenstates of the Dirac equation with eigenvalues +mc?.

Finding solutions for non-zero momentum can be accomplished by multiplying the zero-momentum
solutions by the operator +F,, + & - pc + mc?3. This results in a solution to the Dirac equation
because

(E, — @ - pc — Bmc?)(E, + & - pc + Bmc?) = 0. (13.37)
We define the solution u(p) to be
E, + a - pc + Bmc?
us(p) = — us(p = 0), (13.38)

Vv2me?(me? + E,)
which will also be a solution to the Dirac equation.
(E — & - pc — Bmc?)u(p) = 0. (13.39)

The square root in the denominator was chosen to result in the normalization
E
ul(p)us(p) = —5- (13.40)
mc

The choice of normalization is motivated by the fact that u'u turns out to be related to the zeroth
component of the current, which must transform like the zeroth part of a four vector (E, pc) /m.

As an example, we find u4+ (p) where p'is along the z axis. For instance,

E, + mc? 0 p=C 0 1
wr (p.) = 1 0 E, + mc? 0 —p.c 0
® v2me?(E, + mc?) pzC 0 E, — mc? 0 0
0 —p.c 0 E, — mc?. 0
(13.41)
E, + mc?
1 0
~ V/2mc(E, + mc?) p=C
0
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At non-zero momentum the positive-energy solutions have a mixture of upper (top two) and
lower (bottom two) components, with the upper components dwarfing the lower components
when the motion is non-relativistic.

Example 13.2: The Infinite Square Well with a Scalar Potential

One can consider a binding potential as having a position dependent mass, i.e. a scalar field
® (). Consider a spin-1/2 particle moving in one dimension with zero mass inside the well,
but infinite mass outside the well. The Dirac equation and well are

Evy(x) = thca,0,¢(x) + () By (x),
Mc?, z <0

d(x)={ 0, O0O<az<L
Mc?, x>1L
M — oc.
1. Forx < 0 and £ > L show that the solution behaves as e~Mc¢lzl/ and e—Melz—LI/h

respectively.

2. Show that the boundary condition at the surface is
iBa - nY = .
Note this means that the wave functions are not vanishing at the boundary.
3. Using these boundary conditions find the ground state energy.

Solution:
(1.) Outside the well one can ignore the term in the Dirac equation proportional to E as that is
finite, and one must cancel the infinite terms. Ignoring the finite terms the equation becomes

(—ihca, 8, — Mc?B)%y(z) = 0,

—c?n?92y(x) + M?c*y(z) = 0.
The term with 9, can be arbitrarily large if the wave function changes a finite amount over
an infinitesimal distance, so it cannot be discarded. Here, the facts that ai = (3?2 = 1and

{a., B} = 0 were invoked. The solution must then behave as e~ M¢l=|/%,
(2.) One can integrate the Dirac equation above,

/Ooo da[—ihco, 8,1 (x)] = —Mc?B /_Ooo dz 1 (x)

—thcaz ¥ (x = 0) = —Mc*3 /0 dx P (z = O)G—Mc|:c|/h,
toY(x = 0) = Byp(xz = 0).

Or more generally, :Ba - ny = 1 where 1 is the unit surface vector point outside the well.
Thus, on the Lh.s. of the well iBa,¥(x = 0) = ¥ (x = 0) and on the rhs. iBa,¢¥(x =

L) = —(x = L).
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(3.) Inside the well the particles are massless and it is easiest to consider the problem in the
chiral representation. In that case

[ oz O
P = 0 —o,

1

Yyx(x) = 7

, 1
ezkm’ ’l/)+,_k(w) —_

V2

e—ikm.

O O = =
-0 O

These are two positive-energy solutions for particles with spins in the x direction moving to
the left and right respectively. These solutions are also eigenstates of the spin operator 3,
with eigenvalue +1. There are also another two solutions that are eigenstates of 3, with
eigenvalues —1. Because 3, commutes with the one-dimensional Hamiltonian (both inside
and outside the well), we can choose one set of solutions.

To solve the B.C. one consider a linear combination,

Y(x) = AYyk(x) + By, ().

To consider the B.C. one can write the matrix

. . 0 fo %
—z,@az—z( o, 0 ),

using the definitions of the Dirac matrices from the chiral representation in Eq. (13.27). At
x = 0, the B.C. can be applied,

iBo {AYk(x = 0) + Bpy _p(x =0)} = A, k(= 0) + By _(z = 0),
iA%,, (@ = 0) — iByy i@ = 0) = Ay 4(x = 0) + Bipy,_i(x = 0).
This will be a solution of the B.C. if
B/A =i.
Repeating the considerations at x = L gives
B/A = —ie**,

The negative sign appeared due to the fact that the unit surface vector switched directions at
the other end of the well. The conditions on k are thus

eszL ——

kL:(n—|—1/2)1r, n=0,1,2-...

This differs from the Schrédinger equation result, kL = nm. The ground-state momentum is
half the value of the Schrodinger case, but the separation of the values of k are the same. One
consequence of this is that if one considers a macroscopic Fermi gas of such particles, there is
no penalty is splitting the well into two wells, and thus there is no surface energy.
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13.7 Non-Relativistic Limit and the g Factor

Interaction with the electromagnetic field can be incorporated by replacing ' with 5— e A/c and
th0 /0t with thd /0t — e Ao, where Ay is the electric potential.

Using the Dirac representation, one can write the four components in terms of two two-component
vectors ¢ and x, where ¢ and x refer to the upper/lower components.

_ (¢
P = ( Y ) . (13.42)

One can now write the Dirac equation as two equations for ¢ and .

a h —

ind? _ . (-,v — EA) . Fx + (Ao + me?)o, (13.43)
ot 7 c
ox h e 2\ 9

th— =c|( -V ——-A)-8¢d+ (eAg — mc”)x. (13.44)
ot 7 c

In the non-relativistic limit the lower components will be small. Given that the energy is domi-
nated by the mass, can make the approximation

o
ih—x ~ mc?x, (13.45)
ot

which results in a simple substitution for x using Eq. (13.44).

h B
2mcdy & ¢ (;V — EA) . &¢. (13.46)

Substituting this expression into Eq. (13.43),

0 1 h e\ _1? 9

th—¢p=—|-V—-A)-&| ¢+ (eAo+ mc*)op. (13.47)
ot 2m |\ 7 c

If the gradient and vector potential operators commuted with one another, one would use the

anti-commutation relations to obtain the usual kinetic energy piece in the Schrodinger equation

from squaring the ¥ — eA/c term and employing the anti-commutation relation. However,

taking account of such terms yields an extra term.

0 1 [/h e 2\12
h—¢p=— |-V - A A 2 — ; A+ A;
iho ¢ =5 _(z.V - > ¢+ (eAg + mc )¢+2m Zo—ag(a + A;0;)¢
(13.48)
1 [/h e 2\12 2
= <—,V——A) ¢+ (eAg + mc )qﬁ—i——ZJzU](aA A;8;)¢
2m [\ 1 c ]
1 [/h 2\ 12 eh = =
= — <—_V — EA) ¢ + (eAo + mc?)op — 3. - Bo.
2m [\ 1 c | 2mc
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Because h% = 28, the last term explains why the g factor of the electron is 2. Previously, this
had been inserted by hand. However, the Dirac equation requires that the g factor be exactly
two (though there are small perturbative corrections). Note that the g factor of the proton and
neutron are not equal to two, because they are composite particles. Being composite particles,
the spin of the proton is composed of contributions of internal orbital angular momenta of the
quarks and gluons.

The only difference between the expression above and the usual Schrodinger equation is in the
additional term mc?. However, this merely adds a constant to the energy as long as mass is
conserved, and does not affect any observable in the non-relativistic limit. This rapid oscillation
was referred to as “zitterbewegung” (trembling motion) by Schrodinger, https://en.wikiped
ia.org/wiki/Zitterbewegung.

13.8 The Spin-Orbit Interaction

One can make a rigorous expansion of Eq.s (13.43) and (13.44) by iterating Eq. (13.44),

_ (hv eA) Fep— (h 9 2 _cA ) (13.49)
X = 2me \ 1 c 7 2mc? ¢ ot me co ) X '
1 h e N 1 .0 2
= -V—-A|.6¢p— th— — mc® — eAp
2me \ 1 c 2mc? ot

Ui (177 28) 90— g (10~ me* e ]
2me \ 1 c 7 2mc228t me cAo) Xy

One can repeat the iterative substitution and find an expression for x to arbitrary power in 1/m.
Once a satisfactory level for x has been found, it may be substituted into Eq. (13.43) to obtain a
wave equation for ¢.

If one pursues the expansion one step beyond what was done previously with the magnetic
tield to find the g factor of the electron, one finds (with a substantial amount of algebra) that the
approximate Hamiltonian for the upper components ¢ has the extra terms,

p4 . eh - NV = L 0= ehz 2
0H = ~amie? + vy [(6-E)(&-p)— (6-p)(d-E)]+ 8m202V Ao, (13.50)
4 2
_ p eh = eh 9
T 8m3c2  4m2c? (5 (B p]) + 8’mzc2V Ao,

where E is the electric field. Here, we have kept terms that are of order 1/m? of the usual non-
relativistic terms, noting that p?/2m is one of the non-relativistic terms. The first term above is

merely the next-order expansion of E = /p?c? 4+ m?2c*, while the second term is the spin-orbit
term. To show that the second term is the spin-orbit term, we note that

E(r)

T

Exp=

7 X P, (13.51)

for a radial electric field E. The final term in Eq. (13.50) is known as the Darwin term (derived
by Charles Galton Darwin, the grandson of the more famous Charles Darwin). For the Coulomb
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potential, Ag = —Ze/r, it can be re-expressed as
Zh*e* ,
Hparwin = 8m2c? 0 (’I“ ’ (1352)

and thus appears mainly for s— wave terms.

Finally, it is noted that one may go through the same exercise without any electromagnetic field,
but instead with a position dependent mass m(r). One then finds that the spin-orbit term looks
identical except that

. Om(r)c?
el - ——.
or

(13.53)
This has the opposite contribution for an attractive interaction. This is important for understand-
ing nuclear physics where the spin-orbit interaction is surprisingly large. It can be explained by
an attractive scalar interaction (like a position dependent mass) and a repulsive vector interac-
tion (similar to a Hydrogen atom, but with opposite sign because it is repulsive). The interac-
tions cancel each other out to a large degree as far as the binding energies are concerned but the
contributions from the spin-orbit terms add together.

The Dirac equation is one of the great triumphs of twentieth century physics. Motivated by
aesthetic considerations, several previously ad-hoc assumptions fall out naturally: the g factor,
particle-antiparticle symmetry, the spin-orbit coupling, etc. When combined with the relativistic
coupling to the quantum electromagnetic field, incredibly accurate calculations can be made of
g — 2 using perturbation theory. But, this is material for another course.

13.9 More Notation: v Matrices

To more clearly demonstrate the covariant nature of the equations, it is common to define the
Dirac v matrices.

¥’ =8, ¥ =Ba. (13.54)

The four matrices v* then transform into one another as a four-vector. The three space-like ~
matrices are anti-Hermitian, while v° is Hermitian. The convenient covariant behavior of the v
matrices comes from the property,

{77} = 29", (13.55)
where g"” is the metric tensor
1 0 0 0
- 8 _01 _01 8 (13.56)
0 O 0o -1

This form confirms that v* was a four-vector.
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A very common notation is

P = p' v (13.57)
which means that the Dirac equation (multiplied by v,) can be expressed as
(p+m)y = 0. (13.58)
This has the attraction that p is a scalar.
One can write the current as
3 = Pyiap, (13.59)
where
P = Pl,. (13.60)

This seems a bit peculiar, but 1) is a scalar rather than 1pt1p which transforms like the zeroth
component of the four current. To see that 1) is a scalar under boosts, we recall Eq. (13.38)
where the operator used to boost the solution from p'= 0 to p'was

_E+d-p+om
\/2m(m + Ep) ,

which is Hermitian. Next, we consider the boosted value of 11 where the boosted wave func-
tion is 1) and the p = 0 solution is g,

Py = i BI 3By (13.62)
E+a-p+Bm _Ea-p+ Bm

(13.61)

— ofyT
%o v2m(m + E,)  +/2m(m + E, %o
1
= IB(E—a-p Ea -p
am(m § Ep)%ﬁ( a-p+ pPm)(Ed-p+ Bm)io
1
= I1B3(E? — p? 2+ 2mEB — 2mpBa - .
am(m + Ep)%ﬁ( p° +m” + 2mESB — 2mpBa - p)ipo
For the at-rest solution ¢$Bai¢0 = 0 because o mixes upper and lower components, and
Yo = Plap. Substituting E? = p? 4+ m? then gives
P = Potho. (13.63)

Though this is not a proof, it certainly shows that 1) a Lorentz invariant. Similarly from our
study of the currents, 1)y*1) behaves as a four vector.

To more rigorously see the Lorentz structure of all the terms and more consistently derive the
expressions for the currents, it is best to start with the Lagrangian density,

£ =P(p+m)p, (13.64)

then use Noether’s theorem to derive the equations of motion (Dirac’s equation) and conserved
currents. The Lagrangian density above is manifestly boost-invariant, as it should be. To build
a scalar, one need only require that 1) and v surround operators constructed from four-vectors
where all the Lorentz indices are contracted. The four matrices v* indeed behave like four
vectors under boosts.
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13.10 Dirac Field Operators

For the non-relativistic case field operators were defined as
1 ) -
W70 = <= 30 S ws()e B (13.65)
2]

Here, the two-component vector u;(s) describes how the spin s is projected onto the chosen
basis. For example ¢ = 1 might refer to spin-up along the z axis and ¢ = 2 to spin-down. The
spin label s might refer to some other basis, such as along the direction of p, or perhaps along
another axis. The field operator ¥,;(#) lowers the charge at position #* by destroying a particle
of spin projection ¢, whereas W (7) creates a particle at 7. The operators b, ;5 destroy particles of
momentum p with spin s. Because the basis for the spins when referencing momentum states,
labeled s, might differ from the basis used for coordinate space, labeled i, the two-by-two ma-
trix u, ;(pP) is simply the representation of a basis transformation which might differ for each
momentum value p.

For the Dirac case, the field operator will have four components, with 2 = 1..-4. The extra
components account for the existence of anti-particles.

1 m ) L , L
\I’i(T, t) - Z o Z (us,i (ﬁ')e—zEpt/h+’LP-T/hbs’ﬁ + vs,i (ﬁ‘)e’LEpt/h—’Lp-T/hdl"ﬁ) . (1366)
Ve \ B, &

The vectors u, ;(p) are normalized as

ul(P)uy (P) = vl (P)ve (P) = (Ep/m)dss, (13.67)
ul (P)vs(—P) = v} (P)us(—p) = 0.

> uz,i (P)us;(P) = (Ep/m)d,s. Here the operator d!(p) creates an anti-particle, which is
the same as destroying the negative-energy state of momentum —p. Note that the overlaps
of us with v, are evaluated at opposite momenta. This is to ensure that any two operators
that are solutions of a given momentum p, i.e. the coordinate-space dependence is et are
orthonormal.

The charge density operator W] (7, t)®;(7, t) can be integrated to yield the total charge,

m
/ d3r Wl (7, )W, (7, ) = / dr Y T (13.68)
P8P8’ p

{ul ()i (B) PPV b+ F (B) 0w ()T Pyl
Tl (D)0 ()PPl o] (B i(B)e T by )

s,p s,

= > {bl bus+ dudl 5}
D>S

= Z {bz,ﬁbsyﬁ_ dl,ﬁdsvﬁ+ 1} *
DS

The vacuum thus has a contribution to the charge density from each spin and for each value of
the momentum.
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13.11 The Dirac Equation and the Mass Term

The Hamiltonian for the Dirac equation for massless particles can be written in terms of creation
and destruction operators,

Ho =) lke(blbg +d' d_p), (13.69)
i

where b and d' correspond to creation and destruction operators for particles and antiparticles
respectively. For this discussion we ignore the sums over spin or the vacuum energy.

If the mass term is treated like a perturbation, it can also be written in terms of the same cre-
ation/destruction operators,

V = mc? / d’r U (7) ¥ (7) (13.70)

=> mc*(bld' . + d_;bp).
;z

For each momentum mode we can define two new operators,

o, = cos O;bl. + sin Od_y, (13.71)

ﬁ,t = cos Ode_E — sin O,b;.
These operators satisfy the commutation relations,

{ak, al} = {Bk, B!} = bk, (13.72)
{ow, Be} = {Bk?aj]} = {ou, Bg} = {a};’ Bg} = 0.

If one considers the Hamiltonian,
H =) Ey(afow + B]Bk) (13.73)
k

=" Ei {cos 26, [blbg + d! d_g| + 25in? 0 + sin 26, [bld' . +d_gbg| },
k

one may see that the H will equal Hy 4 V' to within a constant if

Ey, cos 20, = hck, (13.74)

. _ 2
E} sin 20, = mc”,

or equivalently,

E, = Vh2k2c? + m2c?, (13.75)
mc
tan 260, = —.
hik
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Thus,

H=Hy+V+2)» Esin®6, (13.76)
k

=Hy+V + ZEk(l — cos 20;,)
k

- H +V—|—ZE 1 !
-0 — " 1 + tan? 26,

—Ho+V+Y <\/(hck;)2 T m2ct — hck) .
k

The last term is a correction to the vacuum energy which is simply the difference between the
vacuum energies with and without the mass. This can be thought of as an correction to the
energy of the Dirac sea.

13.12 Exercises
1. To show why derivatives are defined as shown in Eq. (13.13), show that
9,x* = 2z,, and d"zx? = 2z*,

2 _ .2 .2 .2 _2
where = x5 — T — T, — T3

2. Consider a charged relativistic particle interacting with the electromagnetic field, and de-
scribed by the Klein-Gordon equation.

[(ih8; — eAg)? + 1?02 — mPc*] ¢ (z,t) = 0

The electrostatic potential Ay is illustrated in the diagram below.

Consider a solution for a particle incident from the left,
Yr(z,t) = e iBttika)/h | Be(~iBt—ikz)/h
1/;11(33, t) — Ce(—’iEt-l-’ik'm)/ﬁ,

where E = /m?2¢c* + k2.

Calculate the charge and current densities (include direction) in regions I and II for each of
the following three cases.

(a) eAyg < E — mc2.
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(b) E — mc? < eAy < E + mc2.
(c) eAg > E + mc2.

3. Consider the same case as above, except with no electrostatic potential. Instead, consider
a different mass in region I and region II, with mj;; > m;. For each of the following two
cases, calculate the charge and current densities in regions I and II.

(a) E > m1162
(b) E < myc?

4. Consider the Dirac representation,

T 0 . (0 &
=(0 %) a=(57)

and the chiral representation,

0 —I - c 0
The spinors, uy+ and u, represent positve-energy eigenvalues of the Dirac equation as-
suming the momentum is along the z axis.

(mB + p.a.) u(p.) = Eu(p.),

The spin labels, 1 and | refer to the positive and negative values of the spin operator,

o, 0
¥, = =
* ( 0 o, )
Write the four-component spinors u4+ and u  in terms of p, E and m :

(a) in the Dirac representation.

(b) in the chiral representation.

(c) in the limit p, — O for both representations.
(d) in the limit p, — oo for both representations.

5. Consider a solution to the Dirac equation for massless particles, v (p), where the + de-
notes the fact that the solution is an eigenstate of the spin operator in the p directions,

(i : ﬁ)u-}—(ﬁa JJ) = u-}—(ﬁa w)
Show that the operator 3 operating on u, (p) gives a negative energy solution but is still
an eigenstate of 3 - p with eigenvalue +1.

6. Show that the operator
1

2E,
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(a) is a projector, i.e. P2 = P.

(b) gives a positive-energy solution to the Dirac equation when operating on any state

|¢>/
(B, — G- 5 — Bm)P|) = 0.

7. Consider a massless spin half particle of charge e in a magnetic field in the 2 direction
described by the vector potential

The Hamiltonian is then
H = o, (—1h8;) + oy (—ihd, — eBx).

(a) Show that the Hamiltonian commutes with —278, and —%h0,.

(b) The wave function can then be written as
Vi, k. (T, Y, 2) = BTGy 4 (2),
After setting k,, = k, = 0, show that the energy can be found by solving the equation
E?¢i(xz) = (—h*8? + e’B?*z? — ehBX,) ¢4 ().
(c) Show that the eigenvalues of the operator H? are
E} = (2n+1F1)ehB, n=0,1,2.,

where the = refers to eigenvalues of ¥,. You can do this mapping to the harmonic
oscillator and then using the solutions to the harmonic oscillator from Chapter 3. Note
that when the the eigenvalue of 3, is 41, there exists a solution with E = 0.

8. Using the definition of field operators in Eq. (13.66), show that the Hamiltonian
H = / d3r Wi (7, t) (—ihd - V + Bm) U (7, 1) (13.77)

=D Ep(b] jbes + dl sdus — 1).
s,p

Le. the vacuum energy for each mode is negative.
9. Using the definitions for o, and B in Eq. (13.71),

(a) Show that
bl — d' .d_; = a'oy — BT,

This demonstrates that the eigenstates of the new Hamiltonian are still eigenstates of
the charge operator written in the old basis.
(b) Show that the state )
|0) = cos 6;,|0) + sin 6d" _bL|0)

is destroyed by b~oth ay, and By, where |0) is the vacuum in the old basis. Effectively,
this shows that |0) is the vacuum in the new basis.
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14 States Without Conserved Particle Number

Thus far, the initial and final states that we have considered all have a fixed number of particles.
That number might have changed between the initial and final state, e.g. an excited state emit-
ting a photon, but the basis being used was purely one where the n particles were well defined,
typically by their momentum. However, there are numerous applications where the basis being
used is not one of fixed particle number. This is even the case when the particles carry charge. In
the next section the Bogoliubov treatment of pairing is presented. In this treatment a variational
wave function involving a mixture of states with charge zero (zero electrons) and charge —2e (2
electrons) is proposed. The subsequent section introduces the idea of coherent state for bosons.
This basis was applied by Roy Glauber to describe the photon pulse from a laser. It is also serves
as a basis for lattice gauge theory. These topics will not be pursued in great detail, but a student
should get a decent knowledge of such bases, and perhaps gain some level of comfort with this
peculiar choice of states.

14.1 Bogoliubov Operators and Cooper Pairs

The pairing term in BCS theory can be written in terms of creation and destruction operators as
AN
V=== "bld .d_pbg. (14.1)
kK

Here, we have only considered pairs that sum to total momentum zero. The b' and df operators
refer to electron spin-up and spin-down creation operators. We do this rather than fouling the
formalism with more subscripts. The interaction represents the scattering of particles of opposite
momenta k' and —k’ into states k and —k. The primed sum limits the sum to a region near the
Fermi surface.

Now, we consider as a variational wave function a state where each momentum mode is defined
as

’
o) =] <Cos 0), + sin oka_Ede) 10) (14.2)
k

When 6;, becomes non-zero this state is no longer an eigenstate of the number operator or electric
charge, because the state mixes components with different numbers of electrons. The expecta-
tions of the relevant creation/destruction operator combinations are

(@|blb; + d' .d_g|®¥) = 2sin® 6, (14.3)
1
<\If|bEd_E|\I’> = 5 sin 29k-

Next, we consider the energy of particles in the primed region,

14 ’UO ! 4

(U|Ho + V|®) = e(W[blbg +d' pd_g|¥) — > (Wlbld' (W) (¥|bd g |P)
k k k’

(14.4)

’ . 2 A,
:Z 2€;, sin” 0, — — sin 260, |
- 2
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where

_ Yo i

The important step here is in writing (\Il|b;[c.dT_Ed_E, by | W) = (\I’|b}%dT_E| W) (¥|bg,d_z |¥). This
follow from the ansatz for the product form of the state, Eq. (14.2), and from ignoring terms
where k = k’. These terms are ignored because they are an infinitesimal fraction of the terms in

the continuum limit where many states are included in the sum.

Now, one must choose the angles ), so that the energy is minimized compared to the extra
particles coming from a reservoir with chemical potential p. (Usually p is the Fermi energy).

03]
56,2 ' (2(ek _ ) sin? 6, — :_501 sin 20k§' sin 29,;,) — 0. (14.6)
This leads to the solution
A
tan 20, = . (14.7)
€ — 1

After finding the angles 6y, one must find the new A using Eq. (14.5), then iterate until a consis-
tent solution is found.

One can find the probability that a state k is occupied by a particle,
1 1 —

(blbg) —sin?op — ~ 1 (& =#)

k 2 2/(ex — p)? + A2

The occupation is 1/2 when €, = p, is zero for €, >> p and is unity for ¢, << p. Pairing
smooths the step function one expects for non-interacting particles with a scale A.

We also note the difference of this solution with the relativistic Dirac problem above. In that case
the ground state was a mixture of the old vacuum and a particle/anti-particle pair, i.e. |0) and
bld' , |0). However, in this approach the solution is a mixture of zero-electron and two-electron
states, thus not even electric charge is fixed. The analogy between superconductivity and par-
ticle/nuclear physics is reflected in the jargon, as the generation of masses due to spontaneous
symmetry breaking is referred to as the creation of a gap.

Example 14.1: Show that same-spin particles don’t pair
If we had considered particles of the same spin,

/
| W) = H (cos 0y, + sin Hkblth_E> |0k),
k
the resulting expectation for the pairing would be zero. This follows because
(bgb_z + b_zbz) (cos 0), + sin ekbg,bf_g,) 0) = 0.

The cancelation results from the fact that k could equal either k' or —k’. There is only one
possible connection for the case where the product of bzb_y is replaced by bzd_x. One way
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of stating this result is that an s-wave coupling must combine with an anti-symmetric spin
combination because the overall pair wave function must be anti-symmetric. If the original
potential had odd-parity, e.g. it was proportional to k, then one could form a p wave like state
with symmetric spin. The wave function might have a form

|P) = H, <cos 0r, + (k) sin Bkbl%bik-) 0k),
k

where f is an odd-parity function of k.

14.2 Coherent States

Our last example of a state which is not an eigenstate of particle number is referred to as a
“coherent” state.

In) = e~""/2em|0) (14.8)
f\n
o —n*n/2 (na")

where 7 is a complex number. One can check to see that this state is properly normalized by
calculating the overlap,

*a)™ at)”
<0|e”"“e"‘“|o>:<0|Z(’7 A PR (149)

n!
n

=Z<0|("*")n a*(a')" o)

A coherent state is an eigenstate of the destruction operator.

aln) = e ""%a ) Mm) (14.10)

=l

n

n1 (aT)" ! 0)

n l(aT)n 1

(n —1)! 10)

n

= n|n).

Thus, it is simple to calculate matrix elements of coherent states. For example,

(vl(a"?a®ln) = (v*)*n*(vIn). (14.11)
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Finally, the same coherent state in Eq. (14.8) can be expressed as
In) = e~ "2 |0) = e~ e|0). (14.12)

Because the argument of the exponential in the latter form is manifestly anti-Hermitian, it is easy
to see that (n|n) = 1. It is left as part of a homework problem to prove the equivalence of the
two forms (use the Baker-Campbell-Hausdorff theorem).

14.3 Emission Via Coupling to a Classical Current

The physical importance of coherent states comes from the fact that they are the solution to the
following Hamiltonian.

H(t) = Ho + V(). (14.13)
Hy = ea'a,
V(t) =3j®t)a’ + a].
Here j(t) plays the role of an external classical current that couples to a quantum field, e.g. j - A.

As a solution of the Hamiltonian, one can propose a state |1(t)); in the interaction representa-
tion,

In(t)); = e= " W1 /2gn®al gy — gn®al=—n"(t)a|g), (14.14)
; t
—1 .,
where n(t) = ?/ dt’ e’ /"5 (t").

—0o0

This state is manifestly normalized because the argument of the exponential is anti-Hermitian.
Viewing the evolution of |n); with time,

S ()1 = (GO al + (e a) In(t))r (14.15)
3t (@' () + a®)) [n(®)r-

Here, a(t) is the destruction operator in the interaction representation,

a(t) = e~ iHot/igeiHot/l _ g=ict/lg (14.16)

aT(t) — e tHot/hgt giHot/h _ giet/h gt

This then gives

in 2 In(t))s = Vi (e (1417)

which demonstrates that our guess at a form for |n(t)); was successful.

Coupling to an external current is a common consideration in a wide variety of physical prob-
lems. Even when spatial degrees of freedom are considered, e.g. j - A, one finds simple analytic
solutions. They then often have the form

m ~ oo { =i [ @pi@a o), i@~ [ diz i), (14.18)
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Any classical current that couples linearly to the field will radiate particles in a coherent state.
Some lasers are described with coherent states, when one can justify that the current behaves
classically. A classical current is one that is unaffected by the emission. When an atom emits a
photon the atom then changes to a new state. For a classical current, no such change occurs. To
justify treating a current as classical, one typically considers macroscopic emitters. For a laser,
one can think of a crystal which is coupled to the field as providing the classical current.

14.4 Completeness Relations for Coherent States

A useful property of any basis is completeness,

> (mla){aln) = nmn. (14.19)

(o1

Coherent states provide a complete basis when all values of 7 in the complex plane are consid-
ered.

~ [ dnndns (mln) i) = G (14.20)

where ng and 7n; are the real and imaginary parts of 7. To prove this, we expand the matrix
elements.

(min) = ="/ 2<m|(7’:z#|0>, (14.21)
= e—lnlz/zﬂ
vm!
(mln)(nln) = T
n!m!

Writing the integral over the real and imaginary parts of i as

[ anndni — [ agiaain, (14.22)

where ¢ is the complex phase of 7, allows one to see that the integral over ¢ will eliminate all
terms with m # n because

/ dopet™ ™ = 275,.,, (14.23)

Ty o 1
(mln)(nn) = e™""e —
n:m.

One may now rewrite the expression using the fact that integrating over ¢ constrains the result
to be proportional to ;.

1 B ,,7211
L[ angn min) (nln) = 26, [ nlatind (14.24)

By making the substitution u = |n|?, one can perform the integral and see that

1
1 / dnrdnr (min) (n|n) = Smn. (14.25)
v
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14.5 Path Integrals

Path integrals provide an alternative means to express quantum mechanics. Rather than discrete
states, the basis for each mode becomes coherent states described by some complex number
n. Path integrals form the basis for some non-perturbative methods, principally lattice gauge
theory.

Completeness as displayed in the previous section, combined with the fact that the coherent
states are eigenstates of the destruction operator, allows one to calculate all matrix elements

(asle™™Mag) = Y (ayle” PO/ Mag) (o |emH =)/ qy,) (14.26)
Q1,02
(azle—iH(tg—tg)/h|a3> o <an|e—iH(tn—ti)/h,|ai>

as an integral over complex fields n,, rather than a sum over discrete states «,,. Furthermore,
if the Hamiltonian is normal ordered, that is each term has all creation operators pushed to the
left,

(nn|e_iH(aT’a)5t/h|nn+l> = {1 - iH(’?Z, nn+1)5t/h} <7’n|nn+1>' (1427)

Going further,

(M| Mnt1) = €77 72(0]€"|n + on) (14.28)
= e/ 2en" (M) (0| + 6n)

e~ "M/2gn* (n+dm) o (n+dm)* (n+dm)/2

— eM™on—=dn"n)/2

— (=i m)st/2
This gives

(| e H @@ gy 1) =1+ [—iH (0, M) /h+ ("0 — 97"n) /2] 8t (14.29)

Thus, the matrix element is transformed into a purely numerical function of the complex number
7. The process of breaking up the evolution operator into the product of many individual pieces
e~ H3t/I ingerting a complete set of states between each piece, expressing them in terms of some
variables at each point (1) and integrating over all 17 is known as a path integral.

Finally, we point out that rather than thinking of the variable 1, one can also write the integral
in terms of the real variables p and g, where n = (p + i¢q)/+/2h. In that case

1 1
—dngrdn; — ——dpdq , (14.30)
73 2mh

and

(nle” @@t ) = {1 +ilpg/2 — qp/2 — H(p, q)]dt/h} . (14.31)
The final matrix element is thus

dp(ti)dq(t;) ox

e n(eo)) = P oxp i [ atl(od - ap)/2 — Hpal/n . 143
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Because one integrates over all , the contribution from a term e?/ #(Pi+a?)/" ig independent of
the intermediate values of p and q, as long as one is looking at specific initial and final states. I.e,

tr ty
/t | dt[pg + pq] = /t | dt(d/dt)(pq) (14.33)

= p(ty)a(ty) — p(ti)a(t:)-

Thus, it leads to a path-independent phase and can be neglected. This allows one to make the
replacement in Eq. (14.31),

i(pd — qp)/2h — ipg/h. (14.34)
The final matrix element becomes

dp(t:)dq(t;) ox

(n(te)|n(to)) =11, Py

p {z | atlpd - H. q)]/h} . (439)

Lo and behold, this phase looks like the Lagrangian. Thus, quantum physics can be re-expressed
as a path integral over coordinates p and q. In quantum field theory, every point in space is
reduced to a state, using such coordinates. This is how Lagrangian field theory, which is the
theoretical backbone of the standard model, is described in terms of fields at each point in space
encapsulated by numbers, can be translated into quantum mechanics.

In the limit that 2 — 0, the only path that should contribute is one where the phase,

S = / dt [pg — H(p,q)] = / dt L(p,q), (14.36)

is stationary with respect to small variations of the path. The quantity S is known as the action,
and using the calculus of variations leads to Lagrange’s classical equations of motion.

In addition to being occasionally useful for calculating evolution operators, path integrals can be
applied to thermodynamic partition functions which require calculating the trace of e7#H. Real-
time path integrals tend to be problematic because of the complex phase factors. Because the
integrals are typically performed by Monte Carlo procedures there is a huge amount of cancella-
tion from different paths, which makes the calculations extremely noisy. Because the thermody-
namic trace considers a path in imaginary time, the calculations are far less noisy. Lattice gauge
theory is the numeric enterprise of calculating such path integrals, and is most often employed
for QCD.

14.6 Exercises

1. Consider the coherent state |n) defined by,
In) = e~""2 exp (na')|0).
(a) Show that |n) can also be written as
[m) = e+l o).

Hint: You may wish to use the Baker-Campbell-Hausdorff lemma.
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(b) Show that the overlap of two states is given by,
(n'|n) = e 1 F/2=ml*/24n"n
2. Consider bosonic creation and destruction operators, a and a. Consider a linear combi-

nation,
b= caa+ ,BaT

What is the constraint on the complex numbers a and 3 if one is to demand that [b, bT] =
1?

3. Consider a coherent state
In) = e~""/2ena’|0).

(a) Show that N = (n|Nyp|n) = n*n, where N,, = a'a is the number operator.

(b) Show that the variance equals the mean, i.e.,
(|(Nop — N)*|n) = N.

This is characteristic of a Poissonian distribution.
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