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The true physics is that which will, one day,
achieve the inclusion of man in his wholeness
in a coherent picture of the world.

Pierre Teilhard de Chardin

To my daughter Birgitta



Preface to the Third Edition

In the new edition, supplements, additional explanations and cross references
have been added at numerous places, including new formulations of the prob-
lems. Figures have been redrawn and the layout has been improved. In all
these additions I have intended not to change the compact character of the
book. The proofs were read by E. Bauer, E. Marquard—Schmitt and T. Wol-
lenweber. It was a pleasure to work with Dr. R. Hilton, in order to convey
the spirit and the subtleties of the German text into the English translation.
Also, T wish to thank Prof. U. Téuber for occasional advice. Special thanks
go to them and to Mrs. Jorg-Miiller for general supervision. I would like to
thank all colleagues and students who have made suggestions to improve the
book, as well as the publisher, Dr. Thorsten Schneider and Mrs. J. Lenz for
the excellent cooperation.

Munich, May 2005 F. Schwabl



Preface to the First Edition

This textbook deals with advanced topics in the field of quantum mechanics,
material which is usually encountered in a second university course on quan-
tum mechanics. The book, which comprises a total of 15 chapters, is divided
into three parts: I. Many-Body Systems, II. Relativistic Wave Equations, and
IIT. Relativistic Fields. The text is written in such a way as to attach impor-
tance to a rigorous presentation while, at the same time, requiring no prior
knowledge, except in the field of basic quantum mechanics. The inclusion
of all mathematical steps and full presentation of intermediate calculations
ensures ease of understanding. A number of problems are included at the
end of each chapter. Sections or parts thereof that can be omitted in a first
reading are marked with a star, and subsidiary calculations and remarks not
essential for comprehension are given in small print. It is not necessary to
have read Part I in order to understand Parts IT and III. References to other
works in the literature are given whenever it is felt they serve a useful pur-
pose. These are by no means complete and are simply intended to encourage
further reading. A list of other textbooks is included at the end of each of
the three parts.

In contrast to Quantum Mechanics I, the present book treats relativistic
phenomena, and classical and relativistic quantum fields.

Part I introduces the formalism of second quantization and applies this
to the most important problems that can be described using simple methods.
These include the weakly interacting electron gas and excitations in weakly
interacting Bose gases. The basic properties of the correlation and response
functions of many-particle systems are also treated here.

The second part deals with the Klein—-Gordon and Dirac equations. Im-
portant aspects, such as motion in a Coulomb potential are discussed, and
particular attention is paid to symmetry properties.

The third part presents Noether’s theorem, the quantization of the Klein—
Gordon, Dirac, and radiation fields, and the spin-statistics theorem. The final
chapter treats interacting fields using the example of quantum electrodynam-
ics: S-matrix theory, Wick’s theorem, Feynman rules, a few simple processes
such as Mott scattering and electron—electron scattering, and basic aspects
of radiative corrections are discussed.



X Preface to the First Edition

The book is aimed at advanced students of physics and related disciplines,
and it is hoped that some sections will also serve to augment the teaching
material already available.

This book stems from lectures given regularly by the author at the Tech-
nical University Munich. Many colleagues and coworkers assisted in the pro-
duction and correction of the manuscript: Ms. I. Wefers, Ms. E. Jorg-Miiller,
Ms. C. Schwierz, A. Vilfan, S. Clar, K. Schenk, M. Hummel, E. Wefers,
B. Kaufmann, M. Bulenda, J. Wilhelm, K. Kroy, P. Maier, C. Feuchter,
A. Wonhas. The problems were conceived with the help of E. Frey and
W. Gasser. Dr. Gasser also read through the entire manuscript and made
many valuable suggestions. I am indebted to Dr. A. Lahee for supplying
the initial English version of this difficult text, and my special thanks go to
Dr. Roginald Hilton for his perceptive revision that has ensured the fidelity
of the final rendition.

To all those mentioned here, and to the numerous other colleagues who
gave their help so generously, as well as to Dr. Hans-Jirgen Kolsch of
Springer-Verlag, I wish to express my sincere gratitude.

Munich, March 1999 F. Schwabl
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Part I

Nonrelativistic Many-Particle Systems



1. Second Quantization

In this first part, we shall consider nonrelativistic systems consisting of a
large number of identical particles. In order to treat these, we will introduce
a particularly efficient formalism, namely, the method of second quantiza-
tion. Nature has given us two types of particle, bosons and fermions. These
have states that are, respectively, completely symmetric and completely an-
tisymmetric. Fermions possess half-integer spin values, whereas boson spins
have integer values. This connection between spin and symmetry (statistics)
is proved within relativistic quantum field theory (the spin-statistics theo-
rem). An important consequence in many-particle physics is the existence of
Fermi-Dirac statistics and Bose—Einstein statistics. We shall begin in Sect.
1.1 with some preliminary remarks which follow on from Chap. 13 of Quan-
tum Mechanics'. For the later sections, only the first part, Sect. 1.1.1, is
essential.

1.1 Identical Particles, Many-Particle States,
and Permutation Symmetry

1.1.1 States and Observables of Identical Particles
We consider N identical particles (e.g., electrons,  mesons). The Hamiltonian
H=H(1,2,...,N) (1.1.1)

is symmetric in the variables 1,2, ..., N. Here 1 = x1, 01 denotes the position
and spin degrees of freedom of particle 1 and correspondingly for the other
particles. Similarly, we write a wave function in the form

Y =1(1,2,... ,N). (1.1.2)

The permutation operator P;;, which interchanges ¢ and j, has the following
effect on an arbitrary N-particle wave function

L F. Schwabl, Quantum Mechanics, 3*® ed., Springer, Berlin Heidelberg, 2002; in
subsequent citations this book will be referred to as QM I.



4 1. Second Quantization

Pyl vivee o ) =0 e iy ). (1.1.3)

We remind the reader of a few important properties of this operator. Since
Pfj = 1, the eigenvalues of P;; are +1. Due to the symmetry of the Hamilto-
nian, one has for every element P of the permutation group

PH = HP. (1.1.4)

The permutation group S which consists of all permutations of N objects
has N! elements. Every permutation P can be represented as a product of
transpositions P;;. An element is said to be even (odd) when the number of
P,;’s is even (odd).?

A few properties:

(i) If¢(1,...,N) is an eigenfunction of H with eigenvalue F, then the same
also holds true for Py(1,... ,N).
Proof. HY = Evy = HPty = PHvy = EPv .

(ii) For every permutation one has

(oY) = (PolPY) , (1.1.5)

as follows by renaming the integration variables.
(iii) The adjoint permutation operator P is defined as usual by

(ol Pi) = (Pl .
It follows from this that
(p|PY) = (PTp|P7LPY) = (P 1plp) = PF =Pt

and thus P is unitary

PiP=pPPt =1. (1.1.6)
(iv) For every symmetric operator S(1,...,N) we have
[P,S]=0 (1.1.7)

and

(Ps| S |Pipj) = (| PSP ;) = (1| PTPS [¢0) = (4] Sle>(. :
1.1.8

This proves that the matrix elements of symmetric operators are the
same in the states v; and in the permutated states P);.

2 Tt is well known that every permutation can be represented as a product of cycles
that have no element in common, e.g., (124)(35). Every cycle can be written as
a product of transpositions,

eg. (12) odd
Pios = (124) = (14)(12)  even

Each cycle is carried out from left to right (1 — 2,2 — 4,4 — 1), whereas the
products of cycles are applied from right to left.
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(v) The converse of (iv) is also true. The requirement that an exchange of
identical particles should not have any observable consequences implies
that all observables O must be symmetric, i.e., permutation invariant.
Proof. (1| O 1) = (PO |Py) = (x| PTOP 1)) holds for arbitrary .
Thus, PTOP = O and, hence, PO = OP.

Since identical particles are all influenced identically by any physical pro-
cess, all physical operators must be symmetric. Hence, the states v and P
are experimentally indistinguishable. The question arises as to whether all
these V! states are realized in nature.

In fact, the totally symmetric and totally antisymmetric states ¥ and 1,
do play a special role. These states are defined by

Pythy (oo iy o) = 20, (o iy o) (1.1.9)

for all P;;.

It is an experimental fact that there are two types of particle, bosons
and fermions, whose states are totally symmetric and totally antisymmetric,
respectively. As mentioned at the outset, bosons have integral, and fermions
half-integral spin.

Remarks:

(i) The symmetry character of a state does not change in the course of time:

) —i JarH@)
Y(0) = Py(t) =Te 0 P(0),

(1.1.10)

where T is the time-ordering operator.3
(ii) For arbitrary permutations P, the states introduced in (1.1.9) satisfy

Pyps = o5 (1.1.11)

P . P 1 for even permutations
Pipa = (=1)" 4, with (—1)7 = {—1 for odd permutations.
Thus, the states ¥s and 1, form the basis of two one-dimensional repre-
sentations of the permutation group Sy. For v, every P is assigned the
number 1, and for 1, every even (odd) element is assigned the number
1(—1). Since, in the case of three or more particles, the P;; do not all com-
mute with one another, there are, in addition to 1, and ),, also states
for which not all P;; are diagonal. Due to noncommutativity, a com-
plete set of common eigenfunctions of all P;; cannot exist. These states
are basis functions of higher-dimensional representations of the permu-
tation group. These states are not realized in nature; they are referred to

3 QM I, Chap. 16.
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as parasymmetric states.?. The fictitious particles that are described by
these states are known as paraparticles and are said to obey parastatis-
tics.

1.1.2 Examples

(i) Two particles
Let 9(1,2) be an arbitrary wave function. The permutation P2 leads to Pi2t(1,2)
=9(2,1).

From these two wave functions one can form
s = ¥(1,2) +1(2,1) symmetric

1.1.12
o =¥(1,2) —¥(2,1) antisymmetric ( )

under the operation Pi2. For two particles, the symmetric and antisymmetric states
exhaust all possibilities.

(ii) Three particles
We consider the example of a wave function that is a function only of the spatial
coordinates

1/)(17 2, 3) = 1/)(3317 T2, LK3).
Application of the permutation Pi23 yields
P123 ¢(x17$27$3) = 7/)(55275037$1)7

i.e., particle 1 is replaced by particle 2, particle 2 by particle 3, and parti-
cle 3 by particle 1, e.g., ¥(1,2,3) = e_z?@”g_z%)z, Pi2(1,2,3) = e‘”g(z%_zg)z,
Pia3(1,2,3) = e~ 232D We consider

P13P12 7/}(17 27 3) = P13 ¢(27 3 ) = ¢(27 37 1) - P123 1/}(1: 27 3)
PioPis(1,2,3) = Pia9p(3,2,1) = (3,1,2) = Pi324(1,2,3)
(P123) 1/](17273) Proz 1 ( ) 71) = 1/)(37 172) = Pis2 1:[)(17 273)
Clearly, Pi3Pi2 # Pi2Pis .
Ss, the permutation group for three objects, consists of the following 3! = 6 ele-
ments:
S3 = {1, P12, Pas, Ps1, P123, P32 = (Pi23)’}. (1.1.13)

We now consider the effect of a permutation P on a ket vector. Thus far we have
only allowed P to act on spatial wave functions or inside scalar products which lead
to integrals over products of spatial wave functions.

Let us assume that we have the state

direct product
~ -~ ~
)= > laa)y [w2), |w3)s Y@, @2, 23) (1.1.14)

z1,T2,T3

4 AM.L. Messiah and O.W. Greenberg, Phys. Rev. B 136, 248 (1964), B 138,
1155 (1965).
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with (1, 22, x3) = (21| (2|, (¥3[3]¥). In |z4); the particle is labeled by the num-
ber j and the spatial coordinate is x;. The effect of Pi23, for example, is defined as
follows:

Piglp) = > |w1)y |w2)s |ws), (w1, w2, 23) -

x1,T2,T3

Z |zs)y |21), |T2) 5 (21, 22, T3)

x1,T2,T3

In the second line the basis vectors of the three particles in the direct product are
once more written in the usual order, 1,2,3. We can now rename the summation
variables according to (x1,x2,23) — Pias(x1,22,23) = (22,23,21). From this, it
follows that

P )= Y |w1) [w2), [2a); v (wa, wa, 21) .

Z1,T2,T3

If the state |¢) has the wave function 1 (z1, z2, z3), then P |¢) has the wave function
Piy(x1,x2,x3). The particles are exchanged under the permutation. Finally, we
discuss the basis vectors for three particles: If we start from the state |a) |3) |y) and
apply the elements of the group S3, we get the six states

la) 18) 1)

Piz|e) 8)[7) = 18) |) [v)
Bsi|e) [B) [v) = 1) 18) |a)
Pug )y |B); 1) = la)y 1B)s )y = ) [ [B)
Pigz|a) |B) [v) = 18) ) @) -

Except in the fourth line, the indices for the particle number are not written out,
but are determined by the position within the product (particle 1 is the first factor,
etc.). It is the particles that are permutated, not the arguments of the states.

If we assume that «, 8, and v are all different, then the same is true of the six
states given in (1.1.15). One can group and combine these in the following way to
yield invariant subspaces °

Pz |a) |B) |v) = le) 19) 18)
(1.1.15)

Invariant subspaces:

Basis 1 (symmetric basis):

\}6(Ia> 18 1v) +18) la) [v) + ) [7) [B) + 1) 18) ) + [v) [} |B) + 1B) [9) |a))
(1.1.16a)

Basis 2 (antisymmetric basis):

\}6(Ia> 18 1v) = 18) la) [v) = [} [7) [B) = [7) 1B) lev) + [v) [} [B) + [B) 1) |ev))
(1.1.16b)

5 An invariant subspace is a subspace of states which transforms into itself on
application of the group elements.
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Basis 3:

vi2 (210} [B) [v) +21B) |a) [v) = la) [v) [8) = [v) |8) |ex)
=) 1) 18) = 18) ) [e)) (1.1.16¢)
2(0+0—1]a)[7)[8) +17) |8) o) + [7) |} 18) = 18) [) |ew)

Basis 4:

2(04+0—1a) [7)[8) + 1) 18) [e) = |7} ) [B) + 18) ) |ev))
1221 18) 1) = 218} la) [v) + |a) [v) 18) + |7} 8) |ex) (1.1.16d)
\

=) 1) 18) = 18) ) ) -

In the bases 3 and 4, the first of the two functions in each case is even under
Pi2 and the second is odd under P2 (immediately below we shall call these two
functions |¢1) and [¢2)). Other operations give rise to a linear combination of the
two functions:

P Y1) = [¢1) , Piz|h2) = —[32) , (1.1.17a)

Pz Y1) = o1 [¥1) + a2 [th2) , Pis [t2) = ao1 [¢h1) + aaz 1) (1.1.17b)

with coefficients «;;. In matrix form, (1.1.17b) can be written as

[1) \ _ [ a1 aiz [11)
P13 <|L/12> o 21 (22 |1p2> . (1.1.17C)
The elements P12 and P13 are thus represented by 2 X 2 matrices
_ (L0 _ (o1 anz
P = <0 —1> i <a21 om) ' (1.1.18)

This fact implies that the basis vectors |i1) and [¢)2) span a two-dimensional repre-
sentation of the permutation group Ss. The explicit calculation will be carried out
in Problem 1.2.

1.2 Completely Symmetric and Antisymmetric States

We begin with the single-particle states |i): |1), |2), .... The single-particle
states of the particles 1, 2, ..., «, ..., N are denoted by [i),, [i)y, ..., |i),,
.., |#) - These enable us to write the basis states of the N-particle system

i1, e yin) = i)y - Jia)e - Jin )y (1.2.1)

where particle 1 is in state [¢;); and particle « in state |ia),, etc. (The
subscript outside the ket is the number labeling the particle, and the index
within the ket identifies the state of this particle.)

Provided that the {|i)} form a complete orthonormal set, the product
states defined above likewise represent a complete orthonormal system in the
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space of N-particle states. The symmetrized and antisymmetrized basis states
are then defined by

! Z(il)PPﬁl,iz,... JIN) - (1.2.2)

S:t |i1,i2,... ,iN> =
VN! 5

In other words, we apply all N! elements of the permutation group Sy of N
objects and, for fermions, we multiply by (—1) when P is an odd permutation.
The states defined in (1.2.2) are of two types: completely symmetric and
completely antisymmetric.

Remarks regarding the properties of Sy = \/iw S ()PP

(i) Let Sy be the permutation group (or symmetric group) of N quantities.

Assertion: For every element P € Sy, one has PSy = Sy.

Proof. The set PSn contains exactly the same number of elements as Sy and these,
due to the group property, are all contained in Sx. Furthermore, the elements of
PSn are all different since, if one had PP1 = PP,, then, after multiplication by
P71 it would follow that P, = Ps.

Thus

PSy =SyP =Sy . (1.2.3)
(ii) It follows from this that

PS, =5.P=254 (1.2.4a)
and

PS_ =S8 _P=(-1)"s_. (1.2.4b)

If P is even, then even elements remain even and odd ones remain odd. If
P is odd, then multiplication by P changes even into odd elements and vice
versa.

PS+ |7;1,. .. ,ZN> = S+ |i1,... ,ZN>

PS_ it ... in) = (~1)PS_ Jir,... ,in)

Special case Pi;S_ li1,...,in) = —S_|i1,... ,in) .
(iii) If |41,... ,in) contains single-particle states occurring more than once,
then Sy |é1,... ,in) is no longer normalized to unity. Let us assume that the
first state occurs ny times, the second ns times, etc. Since Sy |iy,... ,in)
contains a total of N! terms, of which nl!]:g!m are different, each of these

N!
(n1!n2! . ..)2 = n1!n2! .

. ot ~ :
(ir, in| SLSy fin,-. in) nalnl. ..

~ N
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Thus, the normalized Bose basis functions are

1 1

S lin - vin) Jnina! ... /Nnylng! ..

> Pliy,...in). (1.2.5)
P

(iv) A further property of Sy is
52 = VNS, , (1.2.6a)

since S2 = \/i\n Y pENPPSy = \/i\n S p St = VNISL. We now consider
an arbitrary N-particle state, which we expand in the basis |i1) ... |in)

2) = D i) fin) (i, in2)
. . ~ e -
2154 5IN i

Application of Sy yields
Siley= > Silit)...lin)cirin = lir)...lin) Sxci, . in
'Ll 'LN 7:17...77:]\]
and further application of \/i\n St, with the identity (1.2.6a), results in
1 . .
Si |Z> = \/Nl ‘ Z Si |Zl> e |ZN> (Sicil,...7iN)' (126b)
21y 4IN

Equation (1.2.6b) implies that every symmetrized state can be expanded in
terms of the symmetrized basis states (1.2.2).

1.3 Bosons

1.3.1 States, Fock Space, Creation and Annihilation Operators

The state (1.2.5) is fully characterized by specifying the occupation numbers
1

\/nl'ng' '

Here, ny is the number of times that the state 1 occurs, ns the number of
times that state 2 occurs, ... . Alternatively: ny is the number of particles in
state 1, no is the number of particles in state 2, ... . The sum of all occupation
numbers n; must be equal to the total number of particles:

|TL1,TL2,...> :S+ |i1,i2,... 7Z'N> (131)

ini =N. (1.3.2)
=1



1.3 Bosons 11

Apart from this constraint, the n; can take any of the values 0,1,2,....
The factor (ni!na!...)~1/2 together with the factor 1/v/N! contained in
S5, has the effect of normalizing |ny,na,...) (see point (iii)). These states
form a complete set of completely symmetric N-particle states. By linear
superposition, one can construct from these any desired symmetric N-particle
state.

We now combine the states for N = 0,1,2,... and obtain a complete
orthonormal system of states for arbitrary particle number, which satisfy the
orthogonality relation®

<7’L1,7’LQ, . |7’Ll/, TLQI, .. > = (5”1)”1/5”2)”2/ . (133&)

and the completeness relation

Z |n1,n2, . > <n1,n2, .. | =1. (133b)

n1,n2,...

This extended space is the direct sum of the space with no particles (vacuum
state |0)), the space with one particle, the space with two particles, etc.; it is
known as Fock space.

The operators we have considered so far act only within a subspace of
fixed particle number. On applying p, x etc. to an N-particle state, we obtain
again an IN-particle state. We now define creation and annihilation operators,
which lead from the space of N-particle states to the spaces of N + 1-particle
states:

al .. ni. ) =Vni+ 1] ni+1,00). (1.3.4)
Taking the adjoint of this equation and relabeling n; — n;’, we have

(ooomiso o Jai= vl + 100 +1,... (1.3.5)
Multiplying this equation by |... ,n;,...) yields

Cooondsodag oo yng, ) = /M Snyrgim, -

Expressed in words, the operator a; reduces the occupation number by 1.
Assertion:

ail... gy =+/mi|...,mi—1,...) forn; >1 (1.3.6)
and

CL1|,7’L1:0,>=O

5 In the states |n1,na,...), the ni,n2 etc. are arbitrary natural numbers whose
sum is not constrained. The (vanishing) scalar product between states of differing
particle number is defined by (1.3.3a).
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Proof:

o0
ai|...,ni,...>= Z |...,n/,...)(...,ni',...|ai|...,ni,...>

niIZO
oo
= Z | ,ni’,...) \/ni 57”/4_1)7”
niIZO
~ f/milooooni =1, forn; > 1
10 forn; =0

;‘ increases the occupation number of the state |i) by 1, and the
operator a; reduces it by 1. The operators a;‘ and a; are thus called creation
and annihilation operators. The above relations and the completeness of the

states yield the Bose commutation relations

The operator a

[ai,a;] =0, [az,a}] =0, [ai,a}] = d;j . (1.3.7a,b,c)

Proof. It is clear that (1.3.7a) holds for ¢ = j, since a; commutes with itself. For
i # 7, it follows from (1.3.6) that

aiaj|...,ni7...,nj,...>:\/ni\/nj|...,ni—l,...,nj—17...>

zajai|... sy Mgy e e ,nj7...>

which proves (1.3.7a) and, by taking the hermitian conjugate, also (1.3.7b).
For j # i we have
aia;r-|... iy 3 My = /Mmoo — 1, my 1,0
:a;ai|... SNy e My ee)
and

1 t
(aiai —ajai) | .o niy . 0y, ) =

(Vni + Wni+ 1= niy/ni) ... ni, ... ng, ..

hence also proving (1.3.7c).
Starting from the ground state = vacuum state
|0) =0,0,...), (1.3.8)

which contains no particles at all, we can construct all states:
single-particle states
al|0y,...,

K2

two-particle states

Loriy? t ot
\/2!(%) 0),a;a}|0),...
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and the general many-particle state

Iny, na, . ..) ! (ai)"l (a;)m .]0). (1.3.9)

- \/711'712'

Normalization:
al|n —1) = /n|n) (1.3.10)

||aT |n — 1>H =n

1
In) = alln—1) .

vn
1.3.2 The Particle-Number Operator

The particle-number operator (occupation-number operator for the state |i))
is defined by

hy=ala; . (1.3.11)
The states introduced above are eigenfunctions of n;:

and the corresponding eigenvalue of 7; is the number of particles in the state
i.
The operator for the total number of particles is given by

N=> . (1.3.13)

Applying this operator to the states |... ,7;,...) yields

Nni,ng,...) = <Zn> In1,ng,...). (1.3.14)

Assuming that the particles do not interact with one another and, further-
more, that the states |i) are the eigenstates of the single-particle Hamiltonian
with eigenvalues ¢;, the full Hamiltonian can be written as

Hy=Y e (1.3.15a)

Ho|ny,...) = <Z ne) In,...). (1.3.15h)

The commutation relations and the properties of the particle-number opera-
tor are analogous to those of the harmonic oscillator.
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1.3.3 General Single- and Many-Particle Operators

Let us consider an operator for the N-particle system which is a sum of
single-particle operators

T=ti+ta+...+tyN=) ta, (1.3.16)

e.g., for the kinetic energy t, = p2/2m, and for the potential V(x, ). For one
particle, the single-particle operator is ¢. Its matrix elements in the basis |i)
are

tiy = (il t]5), (1.3.17)
such that

t= Ztij i) (j] (1.3.18)

and for the full N-particle system

N
T=3 ti D li)aila- (13.19)
i, a=1

Our aim is to represent this operator in terms of creation and annihilation op-
erators. We begin by taking a pair of states 4, j from (1.3.19) and calculating
their effect on an arbitrary state (1.3.1). We assume initially that j # ¢

> i)a Gla b om0
(o7

N o ) 1
= 2 00 Gla Selinstaeind (1.3.20)
1

= S+Z|i>a (Jlo lit, iz, ... yin)

[e3

\/nl'ng' '

It is possible, as was done in the third line, to bring the S to the front, since
it commutes with every symmetric operator. If the state j is n;-fold occupied,
it gives rise to n; terms in which |j) is replaced by |i). Hence, the effect of
Sy is to yield n; states |... ,n; +1,... ,n; —1,...), where the change in the
normalization should be noted. Equation (1.3.20) thus leads on to

1
an\/ni-i-l\/ |...,ni+1,...7nj—1,...>
nj
’

:a;raj|...,ni,...7nj,...).
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For j = i, the i is replaced n; times by itself, thus yielding
il gy ..) :a;-fa,l-|... Sy o)

Thus, for any N, we have

Z 7)., =al 1.
From this it follows that, for any single-particle operator,
T=Y tyala;,
0,J

where

tij = (il t]7) -

The special case t;; = €;0;; leads to
Hy = Z eia,ja,l- ,
i

i.e., to (1.3.15a).
In a similar way one can show that two-particle operators

Z f Xau Xﬁ
a#ﬁ

can be written in the form

1
_ - r(2) Tt
F = 5 E (i, 41 ¥ [k,m) a)al JAm

,5,k,m

where

(1.3.21)

(1.3.22)

(1.3.23)

(1.3.24)

(i,4] f@ ke, m) = /dw/dysof(:v)w}f(y)f@)(w,y)sok(:v)wm(y)- (1.3.25)

In (1.3.23), the condition o # (3 is required as, otherwise, we would have
only a single-particle operator. The factor % in (1.3.23) is to ensure that each
interaction is included only once since, for identical particles, symmetry im-

plies that f®)(x,,x5) = f?)(x5,%a).
Proof of (1.3.24). One first expresses F' in the form

LSS G o) i 1) B, (-

a#Bi,5,k,m
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We now investigate the action of one term of the sum constituting F:

ST i) 17kl (mlg Lo 7 250 T T )

a#p
\/ni—i— 1\/nj +1

1

= Ngn
RRVATvI
looomi+1,000 4+ 1,00 neg—1, 000y — 1,00
TTa,kam| My e s My Mgy ooy Ty o)
Here, we have assumed that the states are different. If the states are identical,
the derivation has to be supplemented in a similar way to that for the single-
particle operators.

A somewhat shorter derivation, and one which also covers the case of
fermions, proceeds as follows: The commutator and anticommutator for
bosons and fermions, respectively, are combined in the form [ag, a;]+ = Ox;.

> i) 1) g (Kl (mlg =D 1i), )g (mlg
a#B ey

= 3 (e iy mly = () S e

[e3
5kj

— aTakaTam — aI [a, a;]I Am

N N 7

aka;:Fa;ak

= :l:a, a, ARy, = aTaTa,mak ,

(1.3.26)

bosons
fermions.
This completes the proof of the form (1.3.24).

1.4 Fermions

1.4.1 States, Fock Space, Creation and Annihilation Operators

For fermions, one needs to consider the states S_ |i1,i2,... ,ix) defined in
(1.2.2), which can also be represented in the form of a determinant:

. lin)y li)y -+ lin)y

_|t1,10,... ,iN) = : : .o 1.4.1

| )= (1.4.1)

|iN>1 |iN>2 |iN>N
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The determinants of one-particle states are called Slater determinants. If any
of the single-particle states in (1.4.1) are the same, the result is zero. This
is a statement of the Pauli principle: two identical fermions must not occupy
the same state. On the other hand, when all the i, are different, then this
antisymmetrized state is normalized to 1. In addition, we have

S_ ligyi1,...) = —S_ |i1,iz,...). (1.4.2)

This dependence on the order is a general property of determinants.

Here, too, we shall characterize the states by specifying their occupation
numbers, which can now take the values 0 and 1. The state with n; particles
in state 1 and nsy particles in state 2, etc., is

|n1,n2, .. > .
The state in which there are no particles is the vacuum state, represented by
|0) =10,0,...) .

This state must not be confused with the null vector!

We combine these states (vacuum state, single-particle states, two-particle
states, ... ) to give a state space. In other words, we form the direct sum
of the state spaces for the various fixed particle numbers. For fermions, this
space is once again known as Fock space. In this state space a scalar product
is defined as follows:

<n1,n2, . |7’Ll/, TLQI, .. > = (5”1)”1/5”2)”2/ N (143&)

i.e., for states with equal particle number (from a single subspace), it is iden-
tical to the previous scalar product, and for states from different subspaces
it always vanishes. Furthermore, we have the completeness relation

1 1
Z Z ...|7’L1,7’LQ,...> <n1,n2,...|:ﬂ. (143b)

n1=0n2=0

Here, we wish to introduce creation operators a;r once again. These must

be defined such that the result of applying them twice is zero. Furthermore,
the order in which they are applied must play a role. We thus define the
creation operators a;r by

S_li1,iz,... ,in) =al al ...al |0) (1.4.4)
S— |i27i17' .. 7ZN> = a'irza"irl . "G“:L!‘N |0> .

Since these states are equal except in sign, the anticommutator is

{al,al} =0, (1.4.5a)

107
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which also implies the impossibility of double occupation
2
(aj) —0. (1.4.5b)

The anticommutator encountered in (1.4.5a) and the commutator of two
operators A and B are defined by

(A, B} =[A,B], = AB + BA

[A,B] =[A,B]_ = AB—- BA. (1.4.6)

Given these preliminaries, we can now address the precise formulation. If one
wants to characterize the states by means of occupation numbers, one has to
choose a particular ordering of the states. This is arbitrary but, once chosen,
must be adhered to. The states are then represented as

N ()"
[ny,na,...) = (al) <a2) ...]0) , n;=0,1. (1.4.7)
The effect of the operator a;r must be
all... niy. )= (1 —n)(=1)Za<i™ | ng+1,...). (1.4.8)

The number of particles is increased by 1, but for a state that is already
occupied, the factor (1 —n;) yields zero. The phase factor corresponds to the
T to the position i.

7

number of anticommutations necessary to bring the a
The adjoint relation reads:

(oong . Jai= (1 —n)(=D)Za<s™ (. ng+1,..]. (1.4.9)
This yields the matrix element
(ooongyailoond ) = (1 =) (=1) <™ 8, 41y (1.4.10)

We now calculate

a; | .. ,ni’, .. > = Z |7’LZ> <7’L1| a; |7’Li/>
= > |ni) (1= ni) (1) X< 6, 10 (1.4.11)

= 2-n) (D)= |0 —1,.. )0

Here, we have introduced the factor n;’, since, for n;’ = 0, the Kronecker delta
On,+1,n; = 0 always gives zero. The factor n;’ also ensures that the right-hand

side cannot become equal to the state |... ,n/ —1,...) =[...,—1,...).
To summarize, the effects of the creation and annihilation operators are
T

congy ) = (=) (=) 2™ | ng+ 1,0

(1.4.12)
ai|... ,ni,...> Zni(—l)zj<inj | , Ny —1,...>.
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It follows from this that
aal | om0 ) = (1=ng)(=1)2Zi<i™ (n; + 1) ..., ng, ...

=1 —=mny)| ..,y (1.4.13a)
alai)... miy.. ) =ni(=1)2Zi<™ (1 —ny + 1) |,y n, ..
since for n; € {0,1} we have n? = n; and (—1)?>i<i™ = 1. On account

of the property (1.4.13b) one can regard a}ai as the occupation-number op-

erator for the state |i). By taking the sum of (1.4.13a,b), one obtains the
anticommutator

[ai, a;[]+ =L

In the anticommutator [a;, a;]+ with i # j, the phase factor of the two terms
is different:

[ai,a;]Jr x (1 —=nj)n;(1—-1)=0.

Likewise, [a;,a;]+ for i # j, also has different phase factors in the two sum-
mands and, since a;a; |... ,n;,...) x n;(n;—1) = 0, one obtains the following
anticommutation rules for fermions:

[a;,a;]+ =0, [aI,a;]+ =0, [ai,a;]+ = dij. (1.4.14)

1.4.2 Single- and Many-Particle Operators

For fermions, too, the operators can be expressed in terms of creation and
annihilation operators. The form is exactly the same as for bosons, (1.3.21)
and (1.3.24). Now, however, one has to pay special attention to the order of
the creation and annihilation operators.

The important relation

D 1i)a (il = alas (1.4.15)
from which, according to (1.3.26), one also obtains two-particle (and many-particle)
operators, can be proved as follows: Given the state S_ |i1,i2,... ,in), We assume,
without loss of generality, the arrangement to be i1 < is < ... < iny. Application

of the left-hand side of (1.4.15) gives
> 1i)g Gl S=linyiz, .. vin) = S= > i), (l, i iz, ... yin)

=n;(1—n)S_ |i1,da,... ,in) |

j—i "

The symbol |;—; implies that the state |j) is replaced by |i). In order to bring the
¢ into the right position, one has to carry out qu n + Z,Ki ng permutations of
rows for 4 < jand } ;i nk + 32, , 7 — 1 permutations for i > j.
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This yields the same phase factor as does the right-hand side of (1.4.15):

alaj| .. ni,... ng,..) =ng(=1)=k<i™al | ng o ng— 1,000

=ni(1— ni)(—l)z"@ Mg 0> [oooymi+ 1,000 ,m —1,.0.) .

In summary, for bosons and fermions, the single- and two-particle operators
can be written, respectively, as

T= Ztijazaj (1416&)
,J
1
F=, > (4lfP 1k m)afajanar, (1.4.16b)
i,7,k,m

where the operators a; obey the commutation relations (1.3.7) for bosons
and, for fermions, the anticommutation relations (1.4.14). The Hamiltonian
of a many-particle system with kinetic energy T, potential energy U and a
two-particle interaction f has the form

1 .
H= Z(tij + Uij)ala; + 5 Z (i, 3] fP |k, m) a}a;amak . (1.4.16¢)
ij ivj kym

where the matrix elements are defined in (1.3.21, 1.3.22, 1.3.25) and, for
fermions, particular attention must be paid to the order of the two annihila-
tion operators in the two-particle operator.

From this point on, the development of the theory can be presented simulta-
neously for bosons and fermions.

1.5 Field Operators

1.5.1 Transformations Between Different Basis Systems

Consider two basis systems {|7)} and {|\)}. What is the relationship between
the operators a; and a)?
The state |A) can be expanded in the basis {|i)}:

) = D18 Gl - (1.5.1)

The operator aI creates particles in the state |i). Hence, the superposition

PIRCPY a;‘ yields one particle in the state |\). This leads to the relation

al = (il\)a] (1.5.2a)

%
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with the adjoint

ax= > (i) a;. (1.5.2b)

i
The position eigenstates |x) represent an important special case
(x|i) = @i (x), (1.5.3)

where ¢;(x) is the single-particle wave function in the coordinate representa-
tion. The creation and annihilation operators corresponding to the eigenstates
of position are called field operators.

1.5.2 Field Operators

The field operators are defined by

=D _wilx)a; (1.5.4a)
60 =2 ¢i(x)a] - (1.5.4b)

The operator 1f(x) (¥(x)) creates (annihilates) a particle in the position
eigenstate |x), i.e., at the position x. The field operators obey the following
commutation relations:

[Y(x), ¥(x)]+ =0, (1.5.5a)
(w7 (x), w*<x'>]i =0, (1.5.5b)
[v(x) Zcpz x')[ai, al)< (1.5.5¢)

—Z% 17—5 (X_X/)a

where the upper sign apphes to fermions and the lower one to bosons.
We shall now express a few important operators in terms of the field
operators.

Kinetic energy”
t 3 I g2
> alTija; = Z/d z ale; (x <—2mV ) pj(x)a;
]

o /dgx Vil (x) Vi (x) (1.5.6a)

" The second line in (1.5.6a) holds when the wave function on which the oper-
ator acts decreases sufficiently fast at infinity that one can neglect the surface
contribution to the partial integration.



22 1. Second Quantization

Single-particle potential
ICLTTEDY [#aler U e xa,

B / da U)o (x)i(x) (1.5.60)

Two-particle interaction or any two-particle operator

1 «
5 / d*xd*z’ o} (%) (X )V (%, X ) (%) om (X )l alaman,

i,5,k,m
- ;/d?’;vdg:t’V(x,x’)wT(x)wT(x’)w(x’)w(x) (1.5.6¢)
Hamiltonian

i= [aa ( Vol x >w<x>+0<x>wx>w<x>)+
) / Bad®s’ T (<)t (3 )V (6, X)) (%) (1.5.6d)

Particle density (particle-number density)
The particle-density operator is given by

X) = 25(3)(x - Xq) - (1.5.7)

Hence its representation in terms of creation and annihilation operators is

x) = ala; [y )6 x - )es(y)
= Zalawi‘ (x);(x)- (1.5.8)

This representation is valid in any basis and can also be expressed in terms
of the field operators

n(x) = ¢ (x)¥(x). (1.5.9)

Total-particle-number operator

N = /d?’xn /d%w (x) . (1.5.10)

Formally, at least, the particle-density operator (1.5.9) of the many-
particle system looks like the probability density of a particle in the state
1(x). However, the analogy is no more than a formal one since the former is
an operator and the latter a complex function. This formal correspondence
has given rise to the term second quantization, since the operators, in the cre-
ation and annihilation operator formalism, can be obtained by replacing the
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wave function v (x) in the single-particle densities by the operator ¢ (x). This
immediately enables one to write down, e.g., the current-density operator
(see Problem 1.6)

309 = 1 WGV — (V)] (15.11)

The kinetic energy (1.5.12) has a formal similarity to the expectation value
of the kinetic energy of a single particle, where, however, the wavefunction is

replaced by the field operator.

Remark. The representations of the operators in terms of field operators that we
found above could also have been obtained directly. For example, for the particle-
number density

[ated' vi(€) (€167 x - B)]¢) wie) = v o), (15.12)

where E is the position operator of a single particle and where we have made use of
the fact that the matrix element within the integral is equal to 8 (x—£)§® (£ —¢").
In general, for a k-particle operator Vj:

[d'e . dade’ 6 viE) . v €
(€60 0l Vi [E1€) . €1) V(€L) ... V(D). (1.5.13)

1.5.3 Field Equations

The equations of motion of the field operators 1 (x,t) in the Heisenberg rep-
resentation

U(x,t) = e H/ M (x,0) e 7HIL/N (1.5.14)

read, for the Hamiltonian (1.5.6d),

h;V2 + U(x)) (x,t) +

.0
1h6t1/)(x,t) = (—2

+ /de' DT, )V (x, X)X, (%, t). (1.5.15)

The structure is that of a nonlinear Schrodinger equation, another reason for
using the expression “second quantization”.
Proof: One starts from the Heisenberg equation of motion

ihgtw(x, t) = —[H, ¥(x,t)] = —H/" [H 4p(x, 0)] e H/ (1.5.16)

Using the relation

Fermi

[AB, O]— = A[Ba O]:t + [Avc]:l:B Bose

, (1.5.17)
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one obtains for the commutators with the kinetic energy:

/dB / hz IR l /
@, VTV (), d(x)]

m

" () |

2m

2
= / a3’ ;m(—v’5<3>(x’ —x)- V() =
the potential energy:

[t v 6y v
= [@ )60~ x)0(x) = - U0
and the interaction:
. [ [l WV X ), w<x>}
= [ [ ), wV (X )

= ; /dgx’ /dgx” {:lzé(?’) (x" —x)pf(x') — T (x")6® (x' — x)}
x V(' x")h(x")y(x")
= [ OV Xl i ).

In this last equation, (1.5.17) and (1.5.5¢) are used to proceed from the second
line. Also, after the third line, in addition to ¥ (x" ) (x") = F(x")p(x"), the
symmetry V(x,x') = V(x/,x) is exploited. Together, these expressions give
the equation of motion (1.5.15) of the field operator, which is also known as
the field equation.

The equation of motion for the adjoint field operator reads:

. 2
it (x,t) = — {—;mv2 + U(x)} i(x,t)

—/dgxle(x,t)wT(x’,t)V(x, x"(x,t), (1.5.18)

where it is assumed that V(x,x')* = V(x,x').
If (1.5.15) is multiplied from the left by (x,t) and (1.5.18) from the right
by ¥ (x,t), one obtains the equation of motion for the density operator

e, 1) = (1 +dte) = o (— f;) {0V — (V2ul) v} |

and thus
n(x) = =Vj(x), (1.5.19)

where j(x) is the particle current density defined in (1.5.11). Equation (1.5.19)
is the continuity equation for the particle-number density.
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1.6 Momentum Representation

1.6.1 Momentum Eigenfunctions and the Hamiltonian

The momentum representation is particularly useful in translationally in-
variant systems. We base our considerations on a rectangular normalization
volume of dimensions L,, L, and L,. The momentum eigenfunctions, which
are used in place of ¢;(x), are normalized to 1 and are given by

or(x) = ¥ /VV (1.6.1)
with the volume V = L,L,L.. By assuming periodic boundary conditions
elflatla) — oike otc, (1.6.2a)

the allowed values of the wave vector k are restricted to

Ny Ny Ny
k=2ﬂ'<Lm,Lz,Lz) g =0,£1,...,ny =0,%£1,... ,n, =0,£1,... .
(1.6.2b)

The eigenfunctions (1.6.1) obey the following orthonormality relation:

/dB:Ecpl*{(x)gokz (x) = di i (1.6.3)

In order to represent the Hamiltonian in second-quantized form, we need
the matrix elements of the operators that it contains. The kinetic energy is
proportional to

/tpii, (—Vz) ordir = 5k7k/k2 (1.6.4a)

and the matrix element of the single-particle potential is given by the Fourier
transform of the latter:

/S"l*d(x)U(X)SDk(X)de = ‘1/Uk’—k' (1.6.4b)

For two-particle potentials V(x — x’) that depend only on the relative coor-
dinates of the two particles, it is useful to introduce their Fourier transform

Vq= /dgxc_iq'xV(x) , (1.6.5a)
and also its inverse

V(x) = ‘1/ D Vgeld™. (1.6.5b)
q
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For the matrix element of the two-particle potential, one then finds
(P, K'|V(x —x') [p,k)

1 ey S . ;.
_ dBCEdBCEIe ipxg ik’-x V(X o Xl)elk-x elP'x
V2
]_ 3 /. 3 /. ’ ey _ ’ e ’ .
_ V3 E Vq de d?’x/e ip’-x—ik’-x"+iq (x x")+ik-x"+ip-x
q

1
= V3 Z VqVé—p’+q+p70V5—k’—q+k,0'
q
(1.6.5¢)

Inserting (1.6.5a,b,c) into the general representation (1.4.16¢) of the Hamil-
tonian yields:

(hk)? 1 1
H = Z o, aLak + v Z Uk/_kaL,ak + o1 Z anLJrqaL_qa,ka,p.
k k’ k q,p,k
(1.6.6)

The creation operators of a particle with wave vector k (i.e., in the state ¢y )
are denoted by aL and the annihilation operators by ax. Their commutation
relations are

[ak, ak/]i = 0, [aI{, aL,]i =0 and [ak, aI{,]i = 5kk’~ (1.6.7)
The interaction term allows a pictorial interpretation. It causes the annihila-
tion of two particles with wave vectors k and p and creates in their place two
particles with wave vectors k —q and p + q. This is represented in Fig. 1.1a.
The full lines denote the particles and the dotted lines the interaction po-
tential Vg. The amplitude for this transition is proportional to V. This dia-

k—aq —q pP+a+a
k—q pP+aq Va,
""""""" Y. k—q P+ai
k p V(h
k p
a) b)

Fig. 1.1. a) Diagrammatic representation of the interaction term in the Hamilto-
nian (1.6.6) b) The diagrammatic representation of the double scattering of two
particles
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grammatic form is a useful way of representing the perturbation-theoretical
description of such processes. The double scattering of two particles can be
represented as shown in Fig. 1.1b, where one must sum over all intermediate
states.

1.6.2 Fourier Transformation of the Density

The other operators considered in the previous section can also be expressed
in the momentum representation. As an important example, we shall look
at the density operator. The Fourier transform of the density operator® is
defined by

g = /den(x)e_iq'x = /d3wa(x)w(x)e_iq'x. (1.6.8)

From (1.5.4a,b) we insert
1 . 1 .
P(x) = Ze‘p'xap, Yi(x) = Ze_‘p'xal‘; , (1.6.9)
vV 45 vV 45
which yields
1 . . .
ﬁq — /deV Z ZC_IPIXQLCIk.xakC_Iq.x ’
P k
and thus, with (1.6.3), one finally obtains

flg =Y ahapiq- (1.6.10)
P

We have thus found the Fourier transform of the density operator in the
momentum representation.

The occupation-number operator for the state |p) is also denoted by
Np = aLap. It will always be clear from the context which one of the two
meanings is meant. The operator for the total number of particles (1.3.13) in
the momentum representation reads

N=> a}a . (1.6.11)
P

1.6.3 The Inclusion of Spin

Up until now, we have not explicitly considered the spin. One can think of
it as being included in the previous formulas as part of the spatial degree

8 The hat on the operator, as used here for 714 and previously for the occupation-
number operator, will only be retained where it is needed to avoid confusion.
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of freedom x. If the spin is to be given explicitly, then one has to make the
replacements 9 (x) — 1,(x) and ap — ape and, in addition, introduce the
sum over o, the z component of the spin. The particlee-number density, for
example, then takes the form

n(x) =Y i (x)1s(x)
7 (1.6.12)

A _E T
Ng = Apop+qo -
pP.o

The Hamiltonian for the case of a spin-independent interaction reads:

H=Y" / da( ;;V;uj,vm, + U (x)0] ()¢ (x))

+; Z/d?’zdga:/wl(x)wl/ (X" YWV (x, X" Ytpor (X))o (%) | (1.6.13)

o0’

the corresponding form applying in the momentum representation.
For spin—; fermions, the two possible spin quantum numbers for the z
component of S are :tg. The spin density operator

N
S(x) = Y d(x —Xa)Sa (1.6.14a)
a=1
is, in this case,
h
- T
S(x) =, ng(x)am/%/ (x), (1.6.14D)

where o5, are the matrix elements of the Pauli matrices.
The commutation relations of the field operators and the operators in the
momentum representation read:

[1/10 (X)v 1/10/ (X/)]:l: =0 ) [7/12 (X)a 7/12/ (X/)]:I: =0

1.6.15

10 (), 05, () = BB — X) (1.6.15)
and

[ak0’7 a/k/a'/]:l: = 07 [G/LO_, air(/a./]j: = O, [a/kg-7 aL’U’]i = 6kk/60'0'/ . (1.616)

The equations of motion are given by

ih 1. ) = (— vy U<x>) bo(x, )

2
—I—Z/d%' YL (X OV (%, X )bgr (X, £)1ho (x, 1) (1.6.17)
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and
i (1) = (lez aieo (1) + ‘1/ kz Ve sares (1)
+Il/ D Vaal i qo (Daper (Darcyqo(t) - (1.6.18)
p,q,0’
Problems

1.1 Show that the fully symmetrized (antisymmetrized) basis functions

S+iy (21) iy (T2) - Qi (ZN)
are complete in the space of the symmetric (antisymmetric) wave functions
lps/a(:rl,l’z, ,:CN).
Hint: Assume that the product states i, (1) ... iy (zn), composed of the
single-particle wave functions ¢;(x), form a complete basis set, and express 1,/q

in this basis. Show that the expansion coefficients cfl/aw possess the symmetry
property \/1N'Si6:1/f~,i1v = cfl/aw The above assertion then follows directly by

utilizing the identity \/:;\” S+¥s/a = Ps/a demonstrated in the main text.

1.2 Consider the three-particle state |a)|3)|v), where the particle number is deter-
mined by its position in the product.

a) Apply the elements of the permutation group S3. One thereby finds six different
states, which can be combined into four invariant subspaces.

b) Consider the following basis, given in (1.1.16¢), of one of these subspaces, com-
prising two states:

lih1) = 112 <2la>|ﬂ>lv> +2(8)e)ly) =la)m)B) =B )
=Imle|6) —ﬂ>|7>|a>) :

|th2) = ; <0+0 —)MB) +1MB)e) +e)|B) —|ﬂ>|’v>|a>>

and find the corresponding two-dimensional representation of Ss.

1.3 For a simple harmonic oscillator, [a, aT] =1, (or for the equivalent Bose opera-
tor) prove the following relations:

t T —aal t
aa] — qe®® , e~ aa' g e2a :a+a7

[a, e

—aal t T —aal —
e~ o8 eﬁa e — eﬂozeﬂa7 aa'a aa'la _ e}

where o and (3 are complex numbers.
Hint:
a) First demonstrate the validity of the following relations

[ r@h] = 0 r@h, ol s@] == 2 s,
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b) In some parts of the problem it is useful to consider the left-hand side of the
identity as a function of «, to derive a differential equation for these functions, and
then to solve the corresponding initial value problem.

c) The Baker—Hausdorff identity

Ap —A 1
e"Be " =B+ [A,B]+ 2![A, [A,B]] + ...

can likewise be used to prove some of the above relations.

1.4 For independent harmonic oscillators (or noninteracting bosons) described by
the Hamiltonian

H = Z eia}Lai
i

determine the equation of motion for the creation and annihilation operators in the
Heisenberg representation,

CL'L(t) _ eth/haiefth/h )
Give the solution of the equation of motion by (i) solving the corresponding initial

value problem and (ii) by explicitly carrying out the commutator operations in the
expression a;(t) = eHt/h g o=iHt/h

1.5 Consider a two-particle potential V (x’,x") symmetric in x" and x”. Calculate
the commutator

. { / & / a1 () () (o XY (Y (x), () |

for fermionic and bosonic field operators ¥ (x).

1.6 (a) Verify, for an N-particle system, the form of the current-density operator,

0= L3 (P - x))

in second quantization. Use a basis consisting of plane waves. Also give the form
of the operator in the momentum representation, i.e., evaluate the integral, j(q) =
[ dPze1%j(x).

(b) For spin-; particles, determine, in the momentum representation, the spin-
density operator,

N
S(x) = Z 0(x — Xa)Sa,

in second quantization.
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1.7 Consider electrons on a lattice with the single-particle wave function localized
at the lattice point R; given by wis(X) = Xxowi(x) with pi(x) = ¢(x — R;). A
Hamiltonian, H = T + V, consisting of a spin-independent single-particle opera-
tor T = Zgzl to and a two-particle operator V = 3 V®(x4,x5) can be
represented in the basis {yio } by

H = E E tzjau,ajo‘F E g ‘/zgklalga]o./alo’akav

i,7,k,l 0,0’

a#f

where the matrix elements are given by t;; = (i | t | j) and Viju = (ij | V® | kl). If
one assumes that the overlap of the wave functions ¢;(x) at different lattice points
is negligible, one can make the following approximations:

w fori=jy,

tij t for ¢ and j adjacent sites ,

0 otherwise
Vi = Vigbudje with  Viy = / iz / &y | oix) PV (x,y) | 03(3) I

(a) Determine the matrix elements V;; for a contact potential

26 o« — X3)

a#ﬁ

between the electrons for the following cases: (i) “on-site” interaction ¢ = j, and
(ii) nearest-neighbor interaction, i.e., ¢ and j adjacent lattice points. Assume a
square lattice with lattice constant a and wave functions that are Gaussians,
p(x) = A3/21.,r3/4 exp{—x*/24%}.

(b) In the limit A < a, the “on-site” interaction U = Vj; is the dominant con-
tribution. Determine for this limiting case the form of the Hamiltonian in second
quantization. The model thereby obtained is known as the Hubbard model.

1.8 Show, for bosons and fermions, that the particle-number operator N = > ajai
commutes with the Hamiltonian

H:Zag (@ T7) aj + Za (i3] V' |kl) arak .
ij Lgkl

1.9 Determine, for bosons and fermions, the thermal expectation value of the
occupation-number operator 7; for the state |¢) in the grand canonical ensemble,
whose density matrix is given by

L —sH—ui)

P =,

with Zg = Tr (e_ﬁ(H_“N)) .
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1.10 (a) Show, by verifying the relation
n(x)|¢) =d(x—x')[9) ,
that the state

|9) = v"(x')0)

(|0) = vacuum state) describes a particle with the position x’.
(b) The operator for the total particle number reads:

N = /d3:cn(x).

Show that for spinless particles



2. Spin-1/2 Fermions

In this and the following chapters, we shall apply the second quantization
formalism to a number of simple problems. To begin with, we consider a gas of
noninteracting spin—; fermions for which we will obtain correlation functions
and, finally, some properties of the electron gas that take into account the
Coulomb interaction.

2.1 Noninteracting Fermions

2.1.1 The Fermi Sphere, Excitations

In the ground state of N free fermions, |¢o), all single-particle states lie within
the Fermi sphere (Fig. 2.1), i.e., states with wave number up to kr, the Fermi
wave number, are occupied:

60) = ] []abo10) - (2.1.1)

P
IpI<kp

Fig. 2.1. The Fermi sphere

The expectation value of the particle-number operator in momentum space
is
1 |p[ <kr

. 2.1.2
0 |p|>kr ( )

Mo = (G0l abytpe |0) = {

For |p| > kr, we have aps o) = H HaL,U,apg |0) = 0. According to

g
[p/|<kp

(2.1.2), the total particle number is related to the Fermi momentum by?

S fk) =3, (Qf)sf(k) = (QLTF)S [ d®kf(k). The volume of k-space per point

is A= (2)° c.f. Eq. (1.6.2b).
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kr d3 Vk3
p F
N = o =2 1=2 = , 2.1.
an Z V/ (2m)3 ~ 372 (2.1.3)

.o Ip| <k 0

whence it follows that

3m2N
o= " —3n2n (2.1.4)
\%
Here, kp is the Fermi wave vector, pr = hkp the Fermi momentum?, and
n = J‘\,[ the mean particle density. The Fermi energy is defined by ep =
(hkr)?/(2m).

For the x-dependence of the ground-state expectation value of the particle
density, one obtains

(n(x)) = Z (b0l ] ()10 (x) |60)

—ip-x 1p’-x

=3y (do] abyaprs |60)
o pp’
i(p—p')-x
:ZZ dpp'Npo
o p.p

1
v Z Npo = M.
P,0

As was to be expected, the density is homogeneous.

The simplest excitation of a degenerate electron gas is obtained by pro-
moting an electron from a state within the Fermi sphere to a state outside this
sphere (see Fig. 2.2). One also describes this as the creation of an electron—
hole pair; its state is written as

|6) = af,,, 1,0, [00) - (2.1.5)

koos
°

Fig. 2.2. Excited state of a degenerate electron gas; electron—
hole pair

The absence of an electron in the state |kq,01) has an effect similar to
that of a positively charged particle (hole). If one defines by, = aT_k _, and
ka = a_x o, then the hole annihilation and creation operators b and Al
likewise satisfy anticommutation relations.

2 We denote wave vectors by p, q, k etc. Solely pr has the dimension of “momen-
tum”.
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2.1.2 Single-Particle Correlation Function
The correlation function of the field operators in the ground state

Go(x —x') = (do| ¥} (x)1hs (x) [0) (2.1.6)

signifies the probability amplitude that the annihilation of a particle at x” and
the creation of a particle at x once more yields the initial state. The function
Gy (x—x') can also be viewed as the probability amplitude for the transition
of the state ¥, (x’) |¢o) (in which one particle at x’ has been removed) into
1Yo (x) |¢o) (in which one particle at x has been removed).

1 —ip-x+ip’-x’
Gl = x') = (0] 3 e PP %l s 61)
p,p’
1 : ’ d3p : ’
§ : —ip-(x—x") — —ip-(x—x’) —
- V4 . S P np,o_/(27r)3c P @(kF p)

1 kr 9 1 .p| /|n
= d / dne'Plx=>1n,
(27T)2/0 LS

where we have used polar coordinates and introduced the abbreviation n =
i 7‘_cfip7‘ ’
ipr |

(2.1.7)

cosf. The integration over 7 yields ©"
have

with r = |x — x’|. Thus, we

kg 1
Go(x—x') = 02y / dp psinpr = 02,3 (sinkpr — kprcoskpr)
0
_3n sinkpr — kprcoskpr

- 2 (kFT‘)B

The single-particle correlation function oscillates with a characteristic period

of 1/kpr under an envelope which falls off to zero (see Fig. 2.3). The values
at 7 = 0 and for r — oo are G,(r = 0) = 7, lim, .o G,(r) = 0; the zeros
are determined by tan z = z, i.e., for large x they are at "".

Go(x —x")

(%] =4

kpr

T 9% 31 4rn

Fig. 2.3. Correlation function
Go(x —x') as a function of kpr
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Remark. In relation to the first interpretation of G, (x) given above, it should be
noted that the state ¥, (x’) |¢o) is not normalized,

(ol ] (< )a (x') [d0) = 1. (2.1.8)

The probability amplitude is obtained from the single-particle correlation function

by multiplying the latter by the factor (’21)71. Now

n {go| Y5(x) Yo (x') |¢o)
VAR (2.1.9)

The probability amplitude for a transition from the (normalized) state

Go(x —x') = (¢o| ¥} (x) s (x') [¢0) =

Yo (x)¢0)
\/n/2

is equal to the overlap of the two states.

to the (normalized) state ¥7091%0)
\/n/Z

2.1.3 Pair Distribution Function

As a result of the Pauli principle, even noninteracting fermions are corre-
lated with one another when they have the same spin. The Pauli principle
forbids two fermions with the same spin from possessing the same spatial
wave function. Hence, such fermions have a tendency to avoid one another
and the probability of their being found close together is relatively small. The
Coulomb repulsion enhances this tendency. In the following, however, we will
consider only noninteracting fermions.

A measure of the correlations just descibed is the pair distribution func-
tion, which can be introduced as follows: Suppose that at point x a particle
is removed from the state |¢g) so as to yield the (N — 1)-particle state

¢'(x,0)) = Yo (%) [¢0) - (2.1.10)
The density distribution for this state is

(@ (x,0)| 6], (X )tbor (x') |6 (x, 0))
= (o] ¥} ()], (X )1hor (X' )1o (%) | b0)

= (2)2900/(X—X/) : (2.1.11)

This expression also defines the pair distribution function gse(x —x').
Note:

(5) g0 = X') = (60l 94 (<)o (N1 (<)o () )

2
~85010(3 = x') (o] 4 (x)o (%) | $0)
= (¢o| n(x)n(x") |¢0) — J50rd(x — x) (0| n(x) [d0) -
For the sake of convenience, the pair distribution function is calculated in
Fourier space:
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ny? n_ 1 —i(k—K')-x—i(q—q’)-x"
(2) goo’(x_x)_vzzze ad

k.,k’ q,q’ (2112)
X <¢0| aLgaLg/aq/UI ak’'os |¢0> .
We will distinguish two cases:

(i) o # o'
For o # ¢/, we must have k = k’ and q = (', otherwise the states would be
orthogonal to one another:

2
(Z) Yoo’ (X - X/) = ‘}2 Z <¢0| ﬁkaﬁqo/ |¢O>
k,q

I

&

&
|

Thus, for o # o/,
Joor(x—x') =1 (2.1.13)

independent of the separation. Particles with opposite spin are not affected
by the Pauli principle.
(ii) o =o'
For o0 = ¢’ there are two possibilities: either k =k, q=q ork=q',q = k”:
<¢0| a/:.(o'a’j;lo'a’q/a'ak/(f |¢0> = 5kk’5qq/ <¢0| algaggaqoaka |¢0>
+ Okq Oqk’ (Pol aLgaLgakaaqa |do)
= (Okk/0qq’ — Okq'dqx’) (¢o| alaakoagaaqo o))
= (5kk’ 5qq’ - 5kq’5qk’)nkonqo .

(2.1.14)

Since (axy)? = 0, we must have k # q and thus, by anticommutating — see
(1.6.16) — we obtain the expression (2.1.14), and from (2.1.12) one gains:

ny\ 2 1 —i(k— x—x'
(2) goo(x - X/) = V2 Z (1 —€ (k=a)( )) NkoNgo
k,q

= () Colx—x)* (2.1.15)

With the single-particle correlation function G, (x — x’) from (2.1.8) and the
abbreviation z = kp |x — x/|, we finally obtain

9
Joo(x—%x)=1— 46 (sinz — zcosx)? . (2.1.16)
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. r r r
1.00
0.5 F
0.99 E
0.98 L L L L
™ 2T 3 4
0.0 1 L L L
™ 2w 3 4

kr|x — x'|

Fig. 2.4. The pair distribution function g,-(x — x’). The correlation hole and the
weak oscillations with wave number kg should be noted

Let us give a physical interpretation of the pair distribution function
(2.1.16) plotted in Fig. 2.4. If a fermion is removed at x, the particle density
in the vicinity of this point is strongly reduced. In other words, the probability
of finding two fermions with the same spin at separations < k;l is small. The
reduction of g,»(x — x’) at such separations is referred to as an exchange,
or correlation hole. It should be emphasized once again that this effective
repulsion stems solely from the antisymmetric nature of the state and not
from any genuine interaction.

For the noninteracting electron gas at T' = 0, one has

iZggg/ — 27 (1 4 oo (x)) (2.1.17a)

o0’

D (ol B5 X)L (0)00r (0)5 (%) o) = 42%0

o,0’

- ;a + gra(x)

— n? for x — 00 (2.1.17b)
n2
=, forx — 0.

The next section provides a compilation of the definitions of the pair dis-
tribution function and other correlation functions. According to this, the
spin-dependent pair distribution function
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Yoo (X) = (z) 2 <¢l (X)wl/ (0)po (0)1ps (X)>

is proportional to the probability of finding a particle with spin ¢ at position
x when it is known with certainty that a particle with spin ¢’ is located at
0. Tt is equal to the probability that two particles with spins o and ¢’ are to
be found at a separation x.

*2.1.4 Pair Distribution Function, Density Correlation Functions,
and Structure Factor

The definitions and relationships given in this section hold for arbitrary many-
body systems and for fermions as well as bosons®. The standard definition of
the pair distribution function of N particles reads:

g(x) = N(];/_ 1)< > (5(x—xa+x5)>. (2.1.18)

a#fB=1

Here, g(x) is the probability density that a pair of particles has the separation
x; in other words, the probability density that a particle is located at x when
with certainty there is a particle at the position 0. As a probability density,
g(x) is normalized to 1:

/ d;xg(x) =1 (2.1.19)

The density—density correlation function G(x) for translationally invariant
systems is given by

G(x) = (n(x)n(0)) = (n(x + x")n(x’))

= 3 (0%~ xa)D(x —x5)). (2.1.20)
o,
Due to translational invariance, this is independent of x’ and we may integrate
over x, whence (with |, [ 3z’ = 1) it follows that
1
Gx) =, D (0(x = %0 +x5)) -
o,

This leads to the relationship

) =, (Z s+ VN ”g<x>>

N(N =1)
V2

3 The brackets signify an arbitrary expectation value, e.g., a quantum-mechanical
expectation value in a particular state or a thermal expectation value.

(2.1.21)

= nd(x) + 9(x) -
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For interactions of finite range, the densities become independent of each
other at large separations:

lim G(x) = (n(x))(n(0)) = n?.

X—00

From this it follows that, for large N,

. V2 5
xh_}ngog(x): N(N—l)n =1.

The static structure factor S(q) is defined by

S(q) = ;<Ze—iQ(xa—xﬁ)> — Ndgo - (2.1.22)
a,B
One may also write
1 —iq(xa—xg)
S(q) = N Z <e a—Xp >_|_ 1 — Nigo (2.1.23)
a#fB
or
1, .
S(q) = N(nqn_q> — Nigo ,
where

Ng = /dee_iqxn(x) = Ze_iq""‘ .

[e3

Since N(N — 1) — N? for large N

/d3$ e i g(x) = ]1]/2 /d3xe_iqx<z 0(x —xa + x5)>

-

v .
_ —ig(xa—xp)

e
and it follows that

N .
S(q) = v /dgxc_‘qxg(x) + 1 — Ngo.
With
N(SqO = ‘Z‘\//v/d:ixe—iClx 7

one obtains
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—1 —n/dB:z:e ax(g(x) — 1) (2.1.24a)
and the inverse
1 d3q
x)—1= e*(S(q)—1). 2.1.24b
o)1= [ 5 e (sa) ) (21.240)
In the classical case,
lirr(l) S(q) = nkTkr , (2.1.25)
q—>

where kp is the isothermal compressibility.
The above definitions yield the following second-quantized representations
of the density—density correlation function and the pair-distribution function:

Gx =) = (¥ eI D)) (2.1.260)
9x) = o (0160 (0)(0)(x). (2.1.26b)

The first formula, (2.1.26a), is self-evident; the second follows from the former

and (2.1.21) and a permutation of the field operators.
Proof of the last formula based on the definition (2.1.18) and on (1.5.6¢):

3 6(x — xa +xp) — [ d*d* 2T ()6 (x — X+ X (x" ) (x)
a#pB

- / o' Pt (x )T (x = %) (x" = x)(x')

<Z 5(x — Xo + xﬁ)> <¢T( Nt (x = x)p(x — x)¢(X’)> :

o

2.2 Ground State Energy
and Elementary Theory of the Electron Gas

2.2.1 Hamiltonian

The Hamiltonian, including the Coulomb repulsion, reads:

2
e 47
H = E akaa,kg + 2V E 2 aL+q7Ua,L/_q7U/a,k,g,akg . (2.2.1)

et
The q = 0 contribution, which, because of the long-range nature of the
Coulomb interaction, would diverge, is excluded here since it is canceled by
the interaction of the electrons with the positive background of ions and by
the interaction between the ions. This can be seen from the following.
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The interaction energy of the background of positive ions is

1 ! /
Hion = 262/dgxdgx/n|§()_n§(>f|)e_“|x_x| . (2.2.2a)

Here, n(x) = ]‘\/7 and we have introduced a cutoff at p~1. At the end of the
calculation we will take u — 0

1, (N’ T 1 ,N24
Hion = 262 <V> V47T/drro_’” = 262 v ,M;T . (2.2.2a")
0

The interaction of the electrons with the positive background reads:

e el o N?dm

N
H; = —¢? Z N >z =—e (2.2.2b)
ion, el p Vv |X . Xi| % #2 . L.

Finally, we consider the q = 0 contribution to the electron—electron interac-

. 4re? 4me?
tion, where 2 a2 o

2
e” 4m
Tt
2 Z Uy Oy 51 Ok’ o' Ok
2V K k.k/ 0,0’
2
e” 4w
- 2V M2 Z |:a’LO'a’k‘7 (GL/U/ak'U' - 5kk’500’):|
kK007 (2.2.2¢)
2
e” A . R
= 2 Z Nko (nk’d’ - 6kk/500/)
2V K k. k’ 0,0/
2 2
e’ 4, ~ - e” 4m
= N? - N)= N? - N).
The leading terms, proportional to N2, in the three evaluated energy contri-
butions cancel one another. The term — 26‘2, i’; N yields an energy contribution

per particle of f, o ]{, J‘\,f and vanishes in the thermodynamic limit. The limits

are taken in the order N,V — oo and then u — 0.

2.2.2 Ground State Energy in the Hartree—Fock Approximation

The ground state energy is calculated in perturbation theory by assuming a
ground state |¢g), in which all single-particle states up to kp are occupied:

kr kr
#0) = TT TLabo10) <H a,LT> (H aLl> 10) . (2.2.3)
p=0 p=0

p<kr ©
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The kinetic energy in this state is diagonal:

E© = (¢o| Hiin |0) = Zk2 (kr —
/dgka (krp — k)
2.2 2 9 2/3
:h V 471- k5— 3h FN_3 N:e 3 (9w N
m (27)3 10m 5 2a9 125\ 4
2221
EO = ° 2.2.4
2a9 12 ( )
Here, according to (2.1.4), we have used
k3 3 3
r = (2.2.5)

T 372 drrd  drwadrd
and introduced rg, the radius of a sphere of volume equal to the volume per

particle. The quantity ag = ni‘; is the Bohr radius and rg = "°

ag :
The potential energy in first-order perturbation theory?* reads:

2V,

62 ! 47 t t
E(l) = Z q2 <¢0| a’k+q,aak/—q,o/ak,‘7,aka |(bo> . (226)
kX'.q,0,0’

The prime on the summation sign indicates that the term q = 0 is excluded.
The only contribution for which every annihilation operator is compensated
by a creation operator is proportional to 50'0"6k’,k+qair(+q0'a’:(o“a’k+q0l ke,
thus:

e2 " dm
E(l) = _2V Z o Nktq,0Mk,0
k.q,0 q
147
=y X 00—l K6 )
o k,q
_ 47T6V 3 31 1 , ,
_ /dk@kF— /dk|k o Okr — k') . (2.2.6')

One then finds

4re? 3 1 2¢? k
- K —k)=-"kpF
(27r)3/d |k—k’|2@(kF ) " F (kF>

where

1 1— a2
F(z) = |
)=y + 4, los

1+

2.2.6"
I — 2 ( )

4 This first-order perturbation theory can also be considered as the Hartree—Fock
theory with the variational state (2.2.3); see also Problem 2.5.
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Fig. 2.5. Integration region for E® consisting of the
region of overlap of two Fermi spheres with relative
displacement q; see Eq. (2.2.6")

and
2 3 2 12 L
sy _ eV / N S
T (27T)3 2kkF kF —k
k<kp
362]{3}7
- N
4 7
ez [on\ /33N 2 0.916
= — = — N. 2.2.7
2a07s ( 4 > 21 2a0 T ( )

Taking E©) and E(") together yields:

E e? {2.21 0.916
+

= — .. . 2.2.8
N 2ag| r2 Ts } (re<c1) ( )

The first term is the kinetic energy, and the second the exchange term.
The pressure and the bulk modulus are given by

P _((?E) _ dEdrg Ne? rg [4.42 B 0.916}
N

oV ) dredV  2ag 3V | 13 72
and
1 oP Ne? [11.05 1.832
B='—_v - - : 2.2.9
K (8V> IWay [ r2 Ts } ( )

For ry = 4.83 the energy takes on its minimum value corresponding to f, =
—1.29 eV. This is of the same order of magnitude as in simple metals, e.g., Na
(rs =3.96, & = —1.13eV). However, these values of r, lie outside the range
of validity of the present theory.

Higher order corrections to the energy can be obtained in the random
phase approzimation (RPA):

E 2.21  0.916

= - 0.062 In 7, — 0.096 + Ar, + Bry Inrg + ...
NRy r2 r —I—\ nr —I—vr—l— rs Inrg +

rd
correlation energy
(2.2.10)

where we have made use of the Rydberg, 1 Ry = - 62457;1 = 13.6 eV.

2(1()

The RPA yields an energy that contains, in addition to the Hartree—Fock
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energy, the summation of an infinite series arising from perturbation theory.
It is the latter that yields the logarithmic contributions. That perturbation
theory should lead to a series in powers of r,, can be seen from the rescaling
in (2.2.23).

Remarks
For ry — oo, one expects the electrons to form a Wigner crystal °, i.e., to
crystallize. For large r, one finds the expansion®

. F e? 1.79 2.64
lim

A= e [y ] (2.2.11)

which, for r; > 10, is quantitatively reliable (see Problem 2.7). The Wigner
crystal has a lower energy than the fluid. Corrections arising from correlation
effects are discussed in other advanced texts”.

0.10
=
2
Z 005f
~
mO
& o000}
B
o
c
o 005 | Electron gas (HF)
s Fig. 2.6. Energies of
@ the electron gas in the
2 ~010 L Hartree-Fock  approx-
3 Wianer crvstal imation and of the
o g y Wigner crystal, in each
-0.15 . . . case as a function of r;
0.0 5.0 10.0 15.0 20.0

r

s

To date, Wigner crystallization® in three dimensions has not been de-
tected experimentally. It is possible that this is due to quantum fluctuations,
which destroy (melt) the lattice®. On the basis of a Lindemann criterion®,
one finds that the Wigner lattice is stable for ry > r{ = 0.41 5%, where 6
(0.15 < 6 < 0.5) is the Lindemann parameter. Even for 6 = 0.5, the value of
r¢ = 6.49 is already larger than the minimum value of (2.2.11), r; = 4.88.

In two dimensions, a triangular lattice structure has been theoretically pre-

® E.P. Wigner, Phys. Rev. 46, 1002 (1934) , Trans. Faraday Soc. 34, 678 (1938)

¢ R.A. Coldwell-Horsfall and A.A. Maradudin, J. Math. Phys. 1, 395 (1960)

7 G.D. Mahan, Many Particle Physics, Plenum Press, New York, 1990, 2nd edn,
Sect. 5.2

8 See, e.g., J. M. Ziman, Principles of the Theory of Solids, 2nd edn, Cambridge
University Press, Cambridge, 1972, p.65.
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dicted? and experimentally observed for electrons on the surface of helium. 19

Its melting curve has also been determined. Figure 2.6 compares the Hartree—
Fock energy (2.2.8) with the energy of the Wigner crystal (2.2.11). The min-
imum of the Hartree—Fock energy as a function of ry lies at ry = 4.83 and
has the value E/N = —0.095¢2/2aq.

To summarize, the range of validity of the RPA, equation(2.2.10), is re-
stricted to ry < 1, whereas (2.2.11) for the Wigner crystal is valid for r, > 10;
real metals lie between these two regimes: 1.8 < rg; < 5.6.

2.2.3 Modification of Electron Energy Levels
due to the Coulomb Interaction

(hk)*

H = Ho + Hcow , Ho = Z o ko tke

k,o

1 47T€2 t t
Heoou = oV E q2 Optqo Uk/—q o' Ko’ Opo -
q#0,p,k’

O'(T,

The Coulomb interaction modifies the electron energy levels ey(k) = (222.

We can calculate this effect approximately by considering the equation of
motion of the operator ax,(t). Let us start with free particles:

. i
ako(t) = A Z eo(k/)al,a,ak/g/, ko

Ko’
i
= - A Z Eo(kl) |:a’ir(/g—/7aka’:| ax’q’
k’, o’ ~ ~ t
+6kk/6gal
. i
akg(t) = —hEO(k)akg(t) . (2.2.12)
We now define the correlation function
Guo (t) = (o] axo (t)af, (0) [¢o) - (2.2.13)

Multiplying the equation of motion by ale (0) yields an equation of motion
for Gyo(t):

d i
Gkg(t) = — €Q(k)Gkg(t). (2.2.14)
dt h
% G. Meissner, H. Namaizawa, and M. Voss, Phys. Rev. B13, 1360 (1976);
L. Bonsall, and A.A. Maradudin, Phys. Rev. B15, 1959 (1977)
19°C.C. Grimes, and G. Adams, Phys. Rev. Lett. 42 795 (1979)
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Its solution is

Gieo (1) = e w0® (—py, +1), (2.2.15)

since (@o| axo (0)al(0) [¢o) = —niy + 1.
When the Coulomb repulsion is included, the equation of motion for the
annihilation operator ay, reads:

47e?
2 a,L+q o Uk+q o Opo’ | » (2.2.16)

. i 1
(ke =~ | co(k)axo — |, >

p,q/#o
as can be immediately seen from the field equation. From this it follows that

jtck,, () = — ; 0 (K)Greo (1)

LS e o Do (Bape (B, )

P,q#0 q
Ul

(2.2.17)

On the right-hand side there now appears not only G, (t), but also a higher-
order correlation function. In a systematic treatment we could derive an
equation of motion for this, too. We introduce the following factorization
approximation for the expectation value!'!:

(ahq 0 (Dakcsa o (Daps (Dal, (0))
= (ah s qor ka0 (1) ) {apor(t)al, (0)) (2.2.18)
= G Spic{ a4 o/ (Dap s 0/ (1) ) (ks (Dl (0) ).

The equation of motion thus reads:

d i

1 4me?
dtGko(t) = eo(k) — v Z g2 Mtrac Gio (1) - (2.2.19)

q#0

From this, we can read off the energy levels e(k) as

' The other possible factorization <an+q o (t)ap J/(t)><al+q . (t)ake (O)> requires
q = 0, which is excluded in the summation of Eq. (2.2.17).
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h2 k> 4me?
) =", Vz|k w2 (2.2.20)

The second term leads to a change in e(k),

Bk 4Arme?
Aclk) = _/ 27)3 |k — K/|? Ok = K)

(
kp 1
2
-° /dk’k’/ ,
™ J k2+k’ — 2kk'n

2 ke k k/
/ dk’k’log’ +
k
0

k—Fk

2ekp 1_’_1—:1:21 14+ =z
2 4x Ogl—x
~ ~
F(x)

) M (2.2.21)

™

Here again the function F(x) of Eq. (2.2.6”) appears. The Hartree—Fock
energy levels are reduced in comparison to those of the free electron gas.
However, the estimated reduction turns out to be greater than that actually
observed. Figure 2.7 shows F'(z) and e(k) in comparison to eg(k) = h kz for
re = 4.

Notes:

(i) A shorter derivation of the Hartree—Fock energy is obtained by introducing the
following approximation in the Hamiltonian

€/er

025 05 075

and width

02 04 06 08 1 12 14

Fig. 2.7. (a) The function F(z), Eq. (2.2.6"), and (b) the Hartree-Fock energy
levels e(k) as a function of the wave number for rs = 4, compared with the energy
of the free-electron gas eo(k) (dashed).
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1 4re? " "
oy § : ¢ Oxtqo Oy —q o’ 'o'dko —
k.k’,q

o0’

1 4re?
oV Z ¢ (<aL+q o ak’a/>al/_q o Oko + a;rﬁ,q o ko’ <aL/_q s aka>)

k,k’,ql#o

0,0

2 4re?
v Z q>
k,q

T T
<ak+q . ak+qo' >akgakg .

This yields:

H= Z e(k)a;’waka
k,o

with

_R?K?

e(k) 9m,

1 Are?
v > 2 Okr — |k +q|) .
q

(ii) The perturbation-theoretical expansion in terms of the Coulomb interaction
leads to a power series (with logarithmic corrections) in rs. This structure can be
seen from the following scaling of the Hamiltonian:

P2 1 e?
H = ‘ 2.2.22
Z 2m + 2 Z Tij ( )
i i#£]
To this end, we carry out a canonical transformation r’ = r/ro p’ = pro. The

characteristic length r¢ is defined by 4; reN =V, ie.,

3V 1/3
o= <47TN> ’

In the new variables the Hamiltonian reads:

1 p? 1 e?
H= Y . (2.2.23)

. 2m 2 rl.

i 1

The Coulomb interaction becomes less and less important in comparison to the
kinetic energy as ro (or rs) becomes smaller, i.e., as the density of the gas increases.

2.3 Hartree—Fock Equations for Atoms

In this section, we consider atoms (possibly ionized) with N electrons and
the nuclear charge number Z. The nucleus is assumed to be fixed and thus
the Hamiltonian written in second quantized form is
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H:Za i T|7) aJ+Za | Uj)a
0,J

) y (2.3.1)
+, Z (i, 4|V |k,m) ajatamay
i,5,k,m
where
p?
T = 2.3.2
o (2.3.2a)
VA 2
U=— : 7= |x| (2.3.2b)
and
yo ¢ (2.3.2¢)
o x - x| o

represent the kinetic energy of an electron, the potential felt by an electron
due to the nucleus, and the Coulomb repulsion between two electrons, re-
spectively. Although the Hartree and the Hartree—Fock approximations have
already been discussed in Sect. 13.3 of QM I'2, we will present here a deriva-
tion of the Hartree-Fock equations within the second quantization formalism.
This method is easier to follow than that using Slater determinants.

We write the state of the N electrons as

1Y) =al...al,]0). (2.3.3)

Here, |0) is the vacuum state containing no electrons and a;r is the creation
operator for the state |i) = |¢;,ms,), ms, = +1. The states |i) are mutually
orthogonal and the @;(x) are single-particle wave functions which are yet to
be determined. We begin by calculating the expectation value for the general
Hamiltonian (2.3.1) (| H |¢) without particular reference to the atom. For
the single-particle contributions, one immediately finds

N

YT 1) Wlalaj ) = G T D) (2.3.4a)

1

1,7 3

> U ) (Wlala; |¢) =

%7 i

Mz

GlUi) | (2.3.4b)

1
whilst the two—particle contributions are found as
(| afafamar [) = (6] Gimjpal,af + Sixdjmalal)amar [¥)  (2:3.40)
= (5ik5jm — 5im5jk) @(m, kel,... ,N) .

The first factor implies that the expectation value vanishes whenever the cre-
ation and annihilation operators fail to compensate one another. The second

12.QM 1 op. cit.
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implies that both the operators a,, and a; must be present in the set ay ...an
occurring in the state (2.3.3), otherwise their application to the right on the
vacuum state |0) would give zero. Therefore, the total expectation value of
H reads:

(6| H ) = Z / 2|V i +Z / 02U (%) :(x)|?

+ Z /d3 Pa'V( x—X){|(pZ( )| lp;(x )| (2.3.5)

— By, 5 ()85 ()i )5 ()}

In the spirit of the Ritz variational principle, the single-particle wave func-
tions ;(x) are now determined so as to minimize the expectation value of
H. As subsidiary conditions, one must take account of the normalizations
[ @i *d32 = 1; this leads to the additional terms —e;( [ dx|;(x)|” — 1) with
Lagrange parameters ¢;. In all, one thus has to take the functional derivative

of (| H ) =N & (f Bl (x)]* — 1) with respect to ¢;(x) and ¢} (x)
and set this equal to zero, where one uses

SixX)
(o = 000 ). (2.3.6)

The following equations refer once again to atoms, i.e., they take into account
(2.3.2a—c). Taking the variational derivative with respect to ¢ yields:

(‘;;VZ—ZT )% +Z/d3’ ORI

N 2
€ *
=Y b, [ R 00
j=1
= elspl(x) . (2.3.7)

These are the Hartree—Fock equations. Compared to the Hartree equations,
they contain the additional term

e? 2
[ e Pe
3 62 P /
_Zémsimsj d’x |X—X/|¢j(x )ng(X )QPJ(X)
J

== Db, [ @00 (235)

J#i
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The second term of the interaction on the left-hand side is known as the
exchange integral, since it derives from the antisymmetry of the fermion state.
The interaction term can also be written in the form

[, C o E ) [0 - 0 KD m, ]

J

The exchange term is a nonlocal term which only occurs for ms, = ms;.
The term in square brackets is equal to the probability amplitude that i and
j are at the positions x and x’. For further discussion of the Hartree—Fock
equations and their physical implications we refer to Sect. 13.3.2 of QM 1.

Problems

2.1 Calculate the static structure function for noninteracting fermions
0o,y 1 L

S'(aq) = N<¢0 | Nafi—q | ¢0)

where ngq = Zkyaalaak_‘_qg is the particle density operator in the momentum
representation and |¢o) is the ground state. Take the continuum limit }°, = =

2V [d*k/(2m)® and calculate S°(q) explicitly.
Hint: Consider the cases q = 0 and q # 0 separately.

2.2 Prove the validity of the following relations, which have been used in the eval-
uation of the energy shift Ae(k) of the electron gas, Eq. (2.2.21):

>k 1 2¢?
— 4ré? krp—K)=-"kpF(k/k
W i [ O e O —K) = = ke F (k).
with
1 1—-2% |1+=z
Fla)=y+ 4 1’1—z
2 3 2 2
kp &Pk K2~k krp+k
b) EW = _° v/ 14 °F ] Ok — k
) ™ rp 1 okke ™|k — k|| OFF R
__SeszN__ e? o 1/33N
4 or T 2a0rs \ 4 21’

where 75 is a dimensionless number which characterizes the mean particle separation
in units of the Bohr radius ap = h*/me?. Furthermore, k% = 37°n = 1/(aaors)?
with a = (4/97)/3.

2.3 Apply the atomic Hartree—Fock equations to the electron gas.

a) Show that the Hartree-Fock equations are solved by plane waves.

b) Replace the nuclei by a uniform positive background charge of the same total
charge and show that the Hartree term is canceled by the Coulomb attraction of
the positive background and the electrons.
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The electronic energy levels are then given by

_ (k)?*

1 4me?

According to Problem 2.2, this can also be written as ¢(k) = (hK)* _ 222 krF(k/kr).

2m

2.4 Show that the Hartree—Fock states i) = |¢i, ms,;) following from (2.3.7) are
orthogonal and that the €; are real.

2.5 Show that, for noninteracting fermions,

+oo .
Saw)= [ dd olia®i-a©)o0)

0% 3
=, oy | @k Okr —k) Ok +a| - kr)

o
><6<hw—2m(q +2k-q)>.

Also, prove the relationship

/+°°de0( w) = N forq=0 |,
s 27 W)= 1—]{,Zk’cnkgnk+qg for q # 0

where Ny, = a;rwakg.

2.6 Derive the following relations for Fermi operators:

a)

e ae® = a—a’al + afaa’ —a'a)
e a'e™ = a' — a’a— afaa’ —a'a)
b)
e agemee = g
O‘aT“aTe_MT“ —e %",

2.7 According to a prediction made by Wigner'?, at low temperatures and suffi-
ciently low densities, an electron gas should undergo a phase transition to a crys-
talline structure (bcc). For a qualitative analysis'*, consider the energy of a lattice
of electrons embedded in a homogeneous, positively charged background. Assume
that the potential in which each electron moves can be approximated by the poten-
tial of a uniformly charged sphere of radius ro = rsao surrounding each electron.

13 E.P. Wigner, Phys. Rev. 46, 1002 (1934)
4 E.P. Wigner, Trans. Faraday Soc. 34, 678 (1938)
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Here, ro is the mean particle separation in the Wigner crystal with electron den-
sity n, i.e., 4; g = 1/n. This leads to a model of independent electrons (Einstein
approximation) in an oscillator potential
2 2 2
e 3e
H = p + 3’]"2 — .
2m 2rg 2ro
Determine the zero-point energy FEo of this three-dimensional harmonic oscillator
and compare this with the result found in the literature!®:

e? {_1.792 2.638}

2a0 rs r3/2

By minimizing the zero-point energy, determine the mean separation of the elec-
trons.

15 R.A. Coldwell-Horsfall and A.A. Maradudin, J. Math. Phys. 1, 395 (1960)



3. Bosons

3.1 Free Bosons

In this section, we study the characteristic properties of noninteracting
bosons. We first calculate the pair distribution function in order to inves-
tigate correlation effects.

3.1.1 Pair Distribution Function for Free Bosons

We shall assume that the bosons are noninteracting and that they carry zero
spin. Hence, their only quantum number is their momentum. We consider a
given state of an N-particle system

|¢> = |np07np17"'>7 (311)

where the occupation numbers can take the values 0,1, 2, ... etc. The expec-
tation value of the particle density is

(691 (D) 1) = 1 S e (g al e [6)

k.k’

1 N (3.1.2)
Y= =
k
The density in the state (3.1.1) is independent of position.
The pair distribution function is given by
n?g(x —x') = (¢ T (x)9" (x ) (x" )9 (x) | 6)
1 —ikx—igx'+iq’x'+ik'x
_V2 e kx—igx'+iq'x'+ik <¢|alaggq/@k/|¢>-
k.k/,q,q’
(3.1.3)

The expectation value (3| alagaq/ak/ |¢) differs from zero only if k = k’ and
q=d,ork =q and q = k’. The case k = q, which, in contrast to fermions,
is possible for bosons, has to be treated separately. Hence, it follows that
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(0] afalaqaw |9)
= (1= 0kq) (5kk’5qq’ (¢l afﬂlﬂqak ) + Okqr Oqur (9| aLaLakaq |¢>)

+ OkqOkk Oaq’ (4 aI{aLakak &)
= (1 — 5kq) (5kk’ 5qq’ + 5kq/(5qk/)nknq + (5kq(5kk/5qq/nk(nk — 1)

(3.1.4)
and
(w1 ()9 () (x )0 (x) [6) (3.1.5)
= S )1 O S (1)

k.q k
2
= V12 Z NKNg — Zni + Z S L [ Z ng
k,q k k Kk
+ Z ni — Z nk}
Kk k
2

1 —ik(x—x") 1
V;e Nk _V2¥nk(nk+1)'

In contrast to fermions, the second term here is positive due to the permu-
tation symmetry of the wave function. For fermions, there is no multiple
occupancy so the last term does not arise.

We now consider two examples. When all the bosons occupy the same
state po, then (3.1.5) yields:

:’]’L2+

N(N = 1)

1
NN+ =",

2 (3.1.6)

n?g(x —x') =n*+n? -
In this case, the pair distribution function is position independent; there are
no correlations. The right-hand side signifies that the probability of detecting
the first particle is N/V, and that of the second particle (N —1)/V.

If, on the other hand, the particles are distributed over many different
momentum values and the distribution is described, e.g., by a Gaussian

((577?437;3 o (ek)?/47 (3.1.7)

with the normalization

d3p
(27‘1’)3 np =n,

nk =
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it then follows that
dgk . ’ 2 / . ’
/ (2m)3 e k=) = ne~ 9 (x=x')? g—iko (x—x)

and

2
1/ a3k 21 (27)3n / A3k o2k k)?/A7 n?
v /] @n)3 kT V[ (yrA)3 (2m)3 VA3

If the density and the width A of the momentum distribution are held fixed,
then, in the limit of large volume V', the third term in (3.1.5) disappears.
The pair distribution function is then given by

n?g(x —x') =n? (1 +e” &) (x_x/)2) . (3.1.8)

As can be seen from Fig. 3.1, for bosons the probability density of finding

g(x —x')
)

0 Alx — x'| Fig. 3.1. Pair distribution
0 1 2 3 4 | | function for bosons

two particles at a small separation, i.e., r < A~! is increased. Due to the
symmetry of the wave function, bosons have a tendency to “cluster together”.
From Fig. 3.1, one sees that the probability density of finding two bosons at
exactly the same place is twice that at large separations.

*3.1.2 Two-Particle States of Bosons

In order to investigate the consequences of Bose—Einstein statistics further,
we now turn to boson interference and fluctuation processes. Such interference
can already be found in two-particle states. The general two-particle state is

2) = [ dndaptax)p )l () 0) (3.1.9)

with the normalization
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(2|2) = /d3:z:1d3x2<p* (x1,%2)(p(X1,%2) + p(x2,%x1)) = 1. (3.1.10)

We could have restricted ourselves from the outset to symmetric p(x1,x2)
since [t (x1),1T(x2)] = 0 and thus the odd part of ¢(x;,x2) makes no con-
tribution.

In the following, we shall consider functions ¢(z1,x2) of the form

P(x1,%2) o¢ P1(x1)p2(X2) - (3.1.11)

Had the particles been distinguishable, for such a wave function, they would
have been completely independent. Furthermore, we assume

/dB:vI%'(X)I2 =1, (3.1.12)
and then the normalization condition (3.1.10) yields:

©1(x1)p2(x2)
L+ (1, 2)|?)1/2

with (¢;,05) = [d3zp}(x)p;(x). For the two-particle state (3.1.9) with
(3.1.13)!, the expectation value of the density is

p(x1,%2) = ( (3.1.13)

(2|n(x)]2) = /d39€1 dPod®x dwhep} (%13 (%2 )1 (X)) pa (x5)

X [14 (1, 02)12] (0] (xa) (31 )0t (x) ()8 (x4t (x4) [0)
= [le1 ()1 + [p2(x)|* + (1, 92) 05 ()1 (x) + c.c.]

x [1+|(p1,02)
(3.1.14)

In (3.1.14), in addition to |¢1(x)|> + |p2(x)|?, an interference term occurs.
When the two single-particle wave functions are orthogonal, i.e., (p1,p2) = 0,
the density

(2In(x) [2) = 1 (x)]* + pa(x)[* (3.1.15)

equals the sum of the single-particle densities, as would be the case for in-
dependent particles. For overlapping Gaussians, it is easy to calculate the
clustering effect for bosons. Let

1 1 2 1 1 2
— —5(x—a _ — 5 (z+a
‘Pl(z) - 7T1/4C 2( ) 9 (102(:6) - 7T1/4C 2( ) (3116)

! The Schrédinger two-particle wave function corresponding to (3.1.9) with

e1(z1)p2(z2)+w2(z1)p1(z2)
(3-1.13) reads ™ o0 Grpm i /2



3.1 Free Bosons 59

2

with the properties (p;,¢;) = 1 and (1, p2) = \/1# fdz:o‘””z_“2 =e % ; for
these states the density expectation value (3.1.14) is
]. 2 2 2 2
_ —(z—a) —(z+a) —2a° _—x
(2|n(x)]2) = (1 + e=20%) {e +e +2e e } .
(3.1.17)

The integrated density

/d3:1: (2|n(x)]2) =2

is equal to the number of particles. Figure 3.2 shows (2| n(x) |2) for the sep-
arations @ = 3 and a = 1. For the smaller separation the wave functions
overlap and, for small z, the particle density is greater than it would be for
independent particles.

0.8 . T T . .

0.6

04 r

0.2 r

-6 -4 -2

Fig. 3.2. Densities for two-boson states. The full line is the case a = 3. Since
there is no overlap here, |@1]|*> + |@2|? and (n(x)) are indistinguishable from one
another. The dashed lines are for a = 1: in this case (2| n(x)|2) is increased at
small separations in comparison to p? + 3

Photon Correlations

Photons represent the ideal example of noninteracting particles. In photon
correlation experiments it has actually been possible to observe the predicted
tendency of bosons to cluster together.? These correlation effects can be un-
derstood theoretically with the help of pair correlations of the form (3.1.8).3
Since the classical electromagnetic waves of Maxwell’s theory are coherent

2 R. Hanbury Brown and R.G. Twiss, Nature 177, 27 (1956); 178, 1447 (1956)
3 E.M. Purcell, Nature 178, 1449 (1956)
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40
hcp
30
>§—/V
B
£ 20
A
He ll He |
superfluid normal fluid Fig. 3.3. The phase di-
10 agram of He*. The solid
phases are: hcp (hexag-
onal close packed) and
bee (body centered cu-
0 gaseous blC) The fluid region is
0 1 2 3 4 5 6 divided into a normal
(He I) and a superfluid
T [K] (He II) phase

states of photons in quantum mechanics, it is not surprising that these cor-
relation effects also follow from classical electrodynamics.*

3.2 Weakly Interacting, Dilute Bose Gas

3.2.1 Quantum Fluids and Bose—Einstein Condensation

The most important Bose fluid is He*, which has spin S = 0. Another ex-
ample is spin-polarized atomic hydrogen; this, however, is extremely difficult
to produce for long enough periods at sufficient density. All other atomic
bosons are heavier and more strongly interacting, causing them to crystallize
at temperatures far above any possible superfluid transition. At normal pres-
sures, He* remains fluid down to 7' = 0 and at the lambda point Ty = 2.18 K
it enters the superfluid state (Fig. 3.3). The normal and the superfluid phases
are also known as He I and He IL. In order for He to crystallize, it must be
subjected to a pressure of at least 25 bar. Although they are rare in com-
parison to Fermi fluids, which are realized in He® and by every metal, Bose
fluids are a rewarding topic of study due to their fascinating properties. Cor-
responding to superfluidity there is the superconducting phase in fermion
systems. He?, electrons in metals, and electrons in a number of oxidic high-T,
perovskites can form pairs of fermions that obey Bose statistics. Real helium

4 Discussions of the Hanbury-Brown and Twiss experiments can be found in C.
Kittel, Elementary Statistical Physics, p. 123, J. Wiley, New York, 1958 and G.
Baym, Lectures on Quantum Mechanics, p. 431, W.A. Benjamin, London, 1973
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is only mimicked by an ideal Bose gas since, in additions to quantum effects,
it is also plagued by the difficulties associated with a dense fluid. In an ideal

(i.e., noninteracting) Bose gas at temperatures below T,.(v) = [5_7;221/];73 (for

the mass and density of He* this gives 3.14 K) Bose-Einstein condensation
occurs®. The single-particle ground state becomes macroscopically occupied
in conjunction with the disappearance of the chemical potential y — 0.

In reality, He" atoms have approximately a Lennard—Jones potential,

V(r) :46[(;)12— (Z)ﬁ} (3.2.1)

€= 1411 x 10" Yerg
o = 2.556A .

It consists of a repulsive (hard-core) part and an attractive component. At
small separations the potential (3.2.1) is equivalent to the potential of an
almost ideal hard sphere of diameter 2 A. For fce close packing of spheres, this
would correspond to a molar volume of 12 cm?®, whereas the actually observed
molar volume at P = 30bar is 26 cm?®. The reason for this higher value lies
in the large amplitude of the quantum-mechanical zero-point oscillations. In
the fluid phase Vay = 27 cm®. The various phases of He* and He?® are also
known as quantum fluids or quantum crystals.

Note: Recently, Bose-Einstein condensation has been observed, 70 years after its
original prediction, in a gas of about 2000 spin-polarized 8Rb atoms confined in a
quadrapole trap.® © The transition temperature is 170 x 107°K. One might expect
that at low temperatures alkali atoms would form a solid; however, even at temper-
atures in the nano-Kelvin regime, it is possible to maintain a metastable gaseous
state.

A similar experiment has been carried out with a gas of 2 x 10° spin-polarized
"Li atoms.® In this case, the condensation temperature is T. ~ 400 x 10~ °K. In ¥Rb
the s-wave scattering length is positive, whereas in “Li it is negative. Despite this,
the gaseous phase of Li does not collapse into the fluid or the solid phase, not, at
least, in the spatially inhomogeneous case.® Bose—Einstein condensation has also
been observed in sodium in a sample of 5 x 10° atoms at a density of 10'*em ™2 and
temperatures below 2uK.°

Finally, also in atomic hydrogen, a condensate of more than 10% atoms, with
a trarllgition temperature of roughly 50uK, could be maintained for up to 5 sec-
onds.

5 See for instance F. Schwabl, Statistical Mechanics, Springer, Berlin Heidelberg,
2002, Sect. 4.4; in subsequent citations this book will be referred to as SM.

5 M.H. Andersen, J.R. Enscher, M.R. Matthews, C.E. Wieman, and E. A. Cornell,
Science 269, 198 (1995)

" See also G.P. Collins, Physics Today, August 1995, 17

8 C.C. Bradley, C.A. Sackett, J.J. Tollett, and R.G. Hulet, Phys. Rev. Lett. 75,
1687 (1995)

9 K. B. Davis, M.-O. Mewes, M.R. Andrews, N.J. van Druten, D.S. Durfee, D.M.
Kurn, and W. Ketterle, Phys. Rev. Lett. 75, 2969 (1995)

19 D. Kleppner, Th. Greytak et al., Phys. Rev. Lett. 81, 3811 (1998)
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3.2.2 Bogoliubov Theory of the Weakly Interacting Bose Gas

In the momentum representation, the Hamiltonian reads:

k2 1
= Z 2malT‘ak + 2V Z anchJrqaL—q“p“kv (3.2.2)
k k,p,a

where we have set 7 = 1. This Hamiltonian is still completely general, but in
the following we will introduce approximations which restrict the validity of
the theory to dilute, weakly interacting Bose gases. The creation and anni-
hilation operators aL and ay satisfy the Bose commutation relations and Vg
is the Fourier transform of the two-particle interaction

Vy= /d3x e Y (x). (3.2.3)

At low temperatures, a Bose-Einstein condensation takes place in the k = 0
mode, i.e., in analogy to the ideal Bose gas it is expected that in the ground
state!! |0) the single-particle state with k = 0 is macroscopically occupied,

No = (0] abao|0) < N, (3.2.4a)
and thus the number of excited particles is
N — Ny < Ny 5 N . (324b)

Hence, we can neglect the interaction of the excited particles with one another
and restrict ourselves to the interaction of the excited particles with the
condensed particles:

k? 1 1 /
H = Z 2mU«I{ak + 2VV0(I$U%(IQG0 + VZ (Vo + Vk)agaoal;ak
k Kk

1 /
+ 2‘/21{: Vk(aLa,T_kaoao + aga,g)aka_k) +0(a}) . (3.2.5)

The prime on the sum indicates that the value k = 0 is excluded. Due to mo-
mentum conservation, there is no term containing axo and three operators
with k = 0.

The effect of ap and ag on the state with Ny particles in the condensate
is

ao|No,...) = /No|No—1,...)

(3.2.6)
al |No,...) = /No+1|No+1,...) .

Since Ny is such a huge number, Ny ~ 10?3, both of these correspond to
multiplication by v/Ny. Furthermore, it is physically obvious that the removal

" Here, |0) is the ground state of the N bosons and not the vacuum state with
respect to the ax, which would contain no bosons at all. It will emerge that |0)
is the vacuum state for the operators ax to be introduced below.
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or addition of one particle from or to the condensate will make no difference
to the physical properties of the system. In comparison to Ny, the effect of
the commutator

aoa,]; - agao =1

is negligible, i.e., the operators
ao = al = /No (3.2.7)
can be approximated by a c-number. The Hamiltonian then becomes
=Y B la+ - N2V
= ay.Q
— om KT T gy O
N , 1 (3.2.8)
0
+ v Zk: (Vo + Vk)aLa,k + 2Vk(aLaT_k +aka_x)]+ ... -

The value of Ny is unknown at the present stage. It is determined by the
density (or the particle number for a given volume) and by the interaction.
We express Ny in terms of the total particle number N and the number of
particles in the excited state

li
N=No+ ) afax. (3.2.9)
"
We then have, for example,
Vo e~ Vo e NV 4 Vo v g
2VN0 = 2VN - v % ayax + 2V1§ Ay KAy, Ay - (3.2.10)

The Hamiltonian follows as
2

1 k2 N N
H :Z 2maLak + VZ VkaLak + o1 Vo
k k

N (3.2.11)
+ 2VZ Vi (aLaT_k + a,ka_k) +H' .
k

The operator H' contains terms with four creation or annihilation operators,
and these are of order n’ 2, where n/ = ~ ;/NO is the density of the particles
that are not part of the condensate. The Bogoliubov approximation, which
amounts to neglecting these anharmonic terms, is a good approximation when
n’ < n. We shall see later, when we calculate n’, that exactly this condition
is fulfilled by the dilute, weakly interacting Bose gas.

If H' is neglected, we have a quadratic form, which still has to be diag-
onalized. The transformation proceeds in analogy to the theory of antiferro-
magnetic magnons. We introduce the ansatz'?

2 The transformation is known as the Bogoliubov transformation. This diagonal-
ization method was originally introduced by T. Holstein and H. Primakoff (Phys.
Rev. 58, 1098 (1940)) for complicated spin-wave Hamiltonians and was rediscov-
ered by N.N. Bogoliubov (J. Phys. (U.S.S.R.) 11, 23 (1947)).
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ax = uxox + UkaT_k

T

; (3.2.12)
Qy = UkQy + VkQ—k

with real symmetric coefficients, and demand that the operators « also satisfy
Bose commutation relations

[ak, axr] = [aL,aL,] =0, [ak,oz;f(,] = kK’ - (3.2.13)
This is the case when

up —ovf = 1. (3.2.14)
Proof:

[ak, ax’] = ukvk Ok, — Kk + Vxuk (—Ok,—k/) =0

[ak, aI{,] = g Sk + ViU (O ) = (U — Vi) Okexer -
The inverse of the transformation (3.2.12) reads (see Problem 3.3):

Qx — Ukak — UkaT_k

T T
Q. = UGy — VG- -

(3.2.15)

With the additional calculational step

2 2
a,La,k = ukaLak + vkoz_koclf_k + ukvk(aLaT_k + axa_y)

aLa,T_k = uﬁaLozT_k + vﬁozkoz_k + ukvk(aLozk + oc_kozlf_k)
aKa_1 = Uiy + viaLaT_k + ukvk(aT_ka_k + akal) ,
one obtains for the Hamiltonian

1
H= __N?V
o 0+

1 [ k2
+> (2m + nd) [uiaﬂak + viaral + weo(alal |, + aka—k)}
k

N I
+ QVZ Vi [(ui +v3) (aLaT_k + aka_k) + 2ukvk(alak + akaL)} )
k

(3.2.16)
In order for the nondiagonal terms to disappear, we require
k2 n 9 9
(2m + nVi)uxvk + 5 Vi(up +vg) = 0. (3.2.17)

Together with uj — v =1 from (3.2.14), one now has a system of equations
that allow the calculation of ui and vi. It is convenient to introduce the
definition
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1/2 9 1/2
k2 2 ) k2 nk2Vi
= \% — (nW = . (3.2.18
Wi l<2m+n k) (nVk) <2m) + ( )
From (3.2.14) and (3.2.17), one finds u{ and vg to be (Problem 3.4)
wk + ( + nd)
Uk = 5
2w (3.2.19)
et ( + nd)
’Ul2( = )
ka
UKV = Ve v = (nVio)”
2w K 2wy (wi + 2’“; +nV)
Inserting (3.2.19) into the Hamiltonian yields:
N?Z 1, k? Py
H = o1 Vo — 221{: (2m +nVk —wk) + Z Wk Ok (3.2.20)
~ ~ - ~ ~
ground-state energy Fy sum of oscillators

~ quasiparticles

The Hamiltonian consists of the ground-state energy and a sum of oscillators
of energy wy. The excitations that are created by the aL are called quasipar-
ticles.

The ground state of the system |0) is fixed by the condition that no quasi-
particles are excited,

a1 [0) =0 for all k. (3.2.21)

We can now calculate the number of particles (not quasiparticles) outside the
condensate

i
= (0| Z ajax [0) = (0] Z vional [0) = > g . (3.2.22)
k

For a contact potential V' (x) = Ad(x), it follows by using (3.2.18) and (3.2.19)
that
N’ m3/2

v = g (An)*/? . (3.2.23)

/
n

The expansion parameter is An, i.e., the strength of the potential times the
density. If this expansion parameter is small, consistent with the assumptions
made, the density of particles outside the condensate is low. The dependence
on An is nonanalytic and thus cannot be expanded about An = 0. Hence,
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these results for condensed Bose systems cannot be obtained using straight-
forward perturbation theory for the initial Hamiltonian (3.2.2). The number
of particles in the condensate is Ng = N — n’V. Its temperature dependence
No(T) is studied in Problem 3.5.

The ground-state energy (3.2.20) is composed of a term that would be
the interaction energy if all particles were in the condensate, and a further
negative term. Through the occupation of k # 0 Bose states in the ground
state (see (3.2.22)), the kinetic energy is increased, whereas the potential
energy is reduced.

Excited states of the system are obtained by applying aL to the ground
state |0). Their energy is wy. For small k one finds from (3.2.18)

%
we=ck with c=q/" °. (3.2.24)
m
Thus, the long wavelength excitations are phonons with linear dispersion.

This value for the sound velocity also follows from the compressibility
19V
K=— :
vV oP

e (3229

Here, p = mn is the mass density and the pressure at zero temperature is
given by

O0Ey
p=-" (3.2.26)
For large k, one obtains from (3.2.18)
L2
W=, +nVk . (3.2.27)

This corresponds to the dispersion relation for free particles whose energy
is shifted by a mean potential of nVi (see Fig. 3.4). A comparison with the
experimental excitation spectrum of He? is not justified on account of the
restriction to weak interaction and low density; in particular, one cannot
attempt to explain the roton minimum (see Sect. 3.2.3) in terms of the k de-
pendence of the potential, since this would require potential strengths outside
the domain of validity of this theory (see Problem 3.6).

When aL is applied to a state, one speaks of the creation of a quasiparticle
with the wave vector k. We shall show furthermore that, for small k, the
excitation of a quasiparticle corresponds to a density wave. To this end, we
consider the operator for the particle number density

nk = Z aLap+k ~ \/No(aT_k + ak) (3.2.28)
P

under the assumption of a macroscopic occupation of the k = 0 state.
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A A
®, //
(Dk ,//
//’ kz
,I’ m
""" > Fig. 3.4. Excitations of the
k weakly interacting Bose gas
From Eq. (3.2.12) it follows that
ax +a’ ) = (u + o) (e + al )
and therefore
e = Ax (ak + aT_k) . (3.2.29)

From Eq. (3.2.19) the amplitude Ay takes the form

N,
Ay = \/No(uk—i—vk) =k 5 o
mwyk
From Eq. (3.2.29) one obtains the density operator
p(x) = p(x) + p' (x) (3.2.30a)

in which g(x) = 3, Axe®*ay, from which it follows that

5(x) (aL |o>) =Y M A awaf 0) = F* A4, [0) . (3.2.30D)
k/

For a coherent state |ck) built out of quasi-particle excitations with wave
vector k

o0 )"
) = e~ lxl?/2 3 (ckak) 0) (3.2.31a)

n=0

and in which ¢ = |cx| e™"% one gains j(x) |ck) = Axcke'™ ™ |c) . From this
it follows that the expectation value of the density

(ck| n(x) |ex) = 2Ax |ek| cos(kx — dx) (3.2.31b)

so that a coherent state of this type represents a density wave.
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Notes:

(i) Second-order phase transitions are associated with a broken symmetry.
In the well known case of a Heisenberg ferromagnet, this symmetry is the
invariance of the Hamiltonian with respect to the rotation of all spins. In
the ferromagnetic phase, where a finite magnetization is present, oriented,
e.g., in the z direction, the rotational invariance is broken. In the case of the
Bose-Einstein condensate the gauge invariance is broken, i.e., the invariance
of the Hamiltonian with respect to transformation of the field operator

(%) = ' (%) = P(x)e'* (3.2.32)

with a phase a. In the ground state |0), one has (0|t(x)|0) # 0 and the
phase is fixed arbitrarily at o = 0.

(ii) For finite-ranged potentials, e.g., the spherical well of Problem 3.6, the
Fourier transform falls off with increasing wave vector k, leading to a fi-
nite ground-state energy in (3.2.20). For the d-function potential the Fourier
transform is a constant, which leads to a divergence at the upper integration
limit. To ensure that the ground-state energy Fy also remains finite for an
effective contact potential, the potential strength A must be replaced by the
(finite) scattering length a. In second-order Born approximation, the scatter-
ing length is given in terms of A by

m A m
= A1 — O(\?
“ 47rh2{ ka2+()}
or, inversely,

Arh2a dnhla~~—' 1
= 1 2 2.
A= { + Bye +0(a )} (3.2.33)

(see Problem 3.8). Inserting this into (3.2.16) shows that Vj and Vi must be
replaced, here and in all subsequent formulas, by

4mh%a drh?a~—' 1
1 .2.34
Vo — m { + v o2 k2} (3.2.34a)
and
4mh?
Vie s 0% (3.2.34b)
m

For the interaction of the excited particles it is sufficient to retain only terms
up to first order in a. The value of the ground-state energy is then

omh? aN2 128 [a3N\7?
By = 1 . 2.
T m V{+15\/7T(V> (8:2:35)
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*3.2.3 Superfluidity

Superfluidity refers to a state in which the fluid can flow past objects without
exerting a drag and where objects can move through the fluid without slowing
down. This property holds only up to a certain critical velocity which we will
now relate to the quasiparticle spectrum. The excitation spectrum of real
helium, as derived from neutron scattering measurements, displays, according
to Fig. 3.5, the following characteristics. For small p, the excitation energy
varies linearly with the momentum

€p =CP . (3.2.36a)
I 1 T .
20t ; .
f’ *....c
=) §
25 ] h -
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> [ . 1
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Gg) nrF ’f I.J -1
S ! 1
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£
S sk .
%
Mol
I
/ Fig. 3.5. The quasiparticle exci-
%0 : . : n tations in superfluid He*. Phonons
- and rotons according to Henshaw
Wave vector p/h[A ] and Woods'? &

The excitations in this region are called phonons; their velocity — the sound
velocity — is ¢ = 238 m/s. The second characteristic feature of the excita-
tion spectrum is the minimum at py = 1.91 A=A, Here, the excitations are
referred to as rotons and can be described by the dispersion relation

(Ipl = po)?
ep=A+ o (3.2.36b)
with the effective mass p = 0.16 my, and the energy gap A/k = 8.6 K. The
condensation of helium and the resulting quasiparticle dispersion relation
((3.2.36a,b), Fig. 3.5) has essential consequences for the dynamical behavior
of He* in the He-II phase. It leads to superfluidity and to the two-fluid model.
To see this, we consider the flow of helium through a tube in two different
inertial frames. In frame K, the tube is at rest and the fluid moves with a
velocity —v. In frame K, the helium is at rest and the tube moves with a

velocity v (see Fig. 3.6).

13 D.G. Henshaw and A.D. Woods, Phys. Rev. 121, 1266 (1961)
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Fig. 3.6. Superfluid helium in the rest frame of the tube (laboratory frame, K)
and in the rest frame of the fluid, Ko.

The total energies (E, Fy) and the total momenta (P,Pg) in the two
frames (K,Kp) are related to one another through a Galilei transformation:

P=Py—Mv (3.2.37a)
M 2
E=FEy—Py-v+ 2V : (3.2.37b)

where we have introduced

Zpi:Pa Zpi0:P07 Zm=M~

One can derive (3.2.37a,b) by using the Galilei transformation of the individual
particles

Xi:Xio—Vt
Pi = Pio — MV .

Thus,

P:Zpi:Z(pio—mV):Po—MV.

The energy transforms as follows:

1
£ gt Ve
i 2,7
i 2
SR e
- (@.3)
2
- M
e DL TR AP DL
(i)
2

M
=Fy—Po-v+ 2V .

In a normal fluid, any flow that might initially be present will be degraded
by frictional losses. When viewed in the frame Ky, this means that, in the
fluid, excitations are created which move with the wall of the tube, such that
more and more fluid is pulled along with the moving tube. Seen from the
tube frame K, the same process can be interpreted as a deceleration of the
fluid flow. In order that such excitations actually occur, the energy of the
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fluid must simultaneously decrease. We now have to examine whether, for
the particular excitation spectrum of He-II, Fig. 3.5, the moving fluid can
reduce its energy through the creation of excitations.

Is it energetically favorable for quasiparticles to be excited? We first con-
sider helium at the temperature T" = 0, i.e., in the ground state. In the ground
state the energy and momentum in the frame Ky are given by

Ef and Py=0. (3.2.38a)

Thus, in K, these quantities are

M 2
B9 = EJ + 2" and P=—Mv. (3.2.38h)

If a quasiparticle with momentum p = fik and energy e(p) = hwy is created,
the energy and momentum in the frame Ky have the values

Ey=Ej+e¢e(p) and Po=p, (3.2.38c)

whence, from (3.2.37a,b), the energy in K follows as

9 Mv?
E=E{+ep)—p-v+ 9 and P=p—-Mv. (3.2.38d)

The excitation energy in K (the tube frame) is thus
AE =¢(p)—p-Vv. (3.2.39)

Here, AF is the energy change in the fluid due to the creation of an excitation
in the tube frame K. Only when AE < 0 does the flowing fluid lose energy.
Since € — pv has its smallest value when p is parallel to v, the inequality

€

v> 3.2.40a
» ( )

must be satisfied in order for an excitation to occur. From (3.2.40a) and the
experimental excitation spectrum, one obtains the critical velocity (Fig. 3.7)

€
Ve = < > ~60m/s . (3.2.40b)
min
1
o = g
=
2 e
/’/ l Ve=(E/plmin =E/P
L = Fig. 3.7. Quasiparticles and
P P critical velocity
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If the flow velocity is smaller than v., no quasiparticles are excited and the
fluid flows unimpeded and loss-free through the tube. This is the phenomenon
of superfluidity. The existence of a finite critical velocity is closely related to
the form of the excitation spectrum, which has a finite group velocity at
p = 0 and is everywhere greater than zero (Fig. 3.7).

The value (3.2.40b) of the critical velocity is observed experimentally for
the motion of ions in He-II. The critical velocity for flows in capillaries is
much smaller than v., since vortices already occur at lower velocities. Such
excitations have not been considered here.

Problems

3.1 Consider the following two-particle boson state
2= [[ator [ daptxnx)u!x)w! o) [0)

a) Confirm the normalization condition (3.1.10).
b) Verify the result (3.1.14) for the expectation value (2| n(x)|2) on the assumption
that o(x1,x2) o< ¢1(x1)p2(x2).

3.2 The Heisenberg model of a ferromagnet is defined by the Hamiltonian

1
H=-, > J(=1]s:i- sy,

Ll

where 1 and I’ are nearest neighbor sites on a cubic lattice. By means of the Holstein—
Primakoff transformation

Sj = \/QScp(ﬁi)ai 5
S; = V2Salp(ni),
SP=8—fu,

with S = SF £ 5Y, o(hi) = /1 —1:/2S , 7i = ala; and [ai,al] = 6ij, [ai,a;] = 0
one can express the Hamiltonian in terms of Bose operators a;.

a) Show that the commutation relations for the spin operators are satisfied.

b) Write down the Hamiltonian to second order (harmonic approximation) in terms
of the Bose operators a; by regarding the square-roots in the above transformation
as a shorthand for the series expansion.

c) Diagonalize H (by means of a Fourier transformation) and determine the dis-
persion relation of the spin waves (magnons).

3.3 Confirm the inverse (3.2.15) of the Bogoliubov transformation.

3.4 By means of the Bogoliubov transformation, the Hamiltonian of the weakly
interacting Bose gas can be brought into diagonal form. One thereby finds the
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condition (3.2.17):
k2 n
<2m —‘rnd) UkVk + 2Vk (ui—&-vﬁ) =0.

Confirm the results (3.2.18) and (3.2.19).

3.5 Determine the temperature dependence of the number of particles in the con-
densate, No(T'), for a contact potential Vi = A.

a) Proceed by first calculating the thermodynamic expectation value of the par-
ticle number operator N = D aLak by rewriting it in terms of the quasiparticle

operators ax. One finds (in the continuum limit: |, >, — [ (gilfs)
A2 (1
N = No() + 2" (6 +U; (7)) 7

2
where v = (3 *o k2 =4mn\, f = 1/kT, k the Boltzmann constant, and

2m?
oo I"/ .
Un(y) = / dyew R with y = 2v/22 + 1.
0

b) Show that, for low temperatures, the depletion of the condensate increases
quadratically with temperature
No (T) _ N()(O) m

- kT)?
1% \% 120( )

where ¢ = \/’2 Also, discuss the limiting case of high temperatures and compare

the result obtained with the results from the theory of the Bose—Einstein conden-
sation of noninteracting bosons below the transition temperature.

Lit.: R.A. Ferrell, N. Menyhard, H. Schmidt, F. Schwabl and P. Szépfalusy,
Ann. Phys. (N.Y.) 47, 565 (1968); Phys. Rev. Lett. 18, 891 (1967); Phys. Letters
24A, 493 (1967); K. Kehr, Z. Phys. 221, 291 (1969).

3.6 a) Determine the excitation spectrum wy of the weakly interacting Bose gas
for the spherical well potential V(x) = MNO(R — |x|). Analyze the limiting case
R — 0 and compare the result with the excitation spectrum for the contact potential
Vic = A. The comparison yields A = “T X' R®.
b) Determine the range of the parameter koR, where k% = 4mn), in which the
excitation spectrum displays a “roton minimum”. Discuss the extent to which this
parameter range lies within or outside the range of validity of the Bogoliubov theory
of weakly interacting bosons.

Hints: Rewrite the spectrum in terms of the dimensionless quantities = = k/ko
and y = koR and consider the derivative of the spectrum with respect to . The
condition for the derivative to vanish should be investigated graphically.

3.7 Show that (3.2.11) yields the Hamiltonian (3.2.16), which in turn leads to
(3.2.20).
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3.8 Ground-state energy for bosons with contact interaction

Consider a system of N identical bosons of mass m interacting with one another
via a two-particle contact potential,

N o 2
H:Z 2p:n —‘r)\Z(S(Xi—Xj).
a=1

i<y
In the limit of weak interaction, the Bogoliubov transformation can be used to
express the Hamiltonian in the form

N2 I~ (K ry
H:2V)\—2Zk: 2m—|—n)\—wk +Zk:wkakak.
The ground-state energy
N2\ e
Bo="oy =2 <2m +”’\_wk)

k

diverges at the upper integration limit (ultraviolet divergence). The reason for this
is the unphysical form of the contact potential. The divergence is removed by
introducing the physical scattering length, which describes the s-wave scattering
by a short-range potential (L.D. Landau and E.M. Lifshitz, Course of Theoretical
Physics, Vol. 9, E.M. Lifshitz and E.P. Pitaevskii, Statistical Physics 2, Pergamon
Press, New York, 1981, §6). Show that the scattering amplitude f of particles in
the condensate is given, in first-order perturbation theory, by

A ’
a = —f(k1:k2:k3:k4:0): 4:;;2)\{1— VZ Z; +O()\2)} .
k

Eliminate A from the expression for the ground-state energy by introducing a. For
small values of a/ro, where ro = (N/V)~/3 is the mean separation of particles,
show that the ground-state energy is given by

2 3/2
By — N27rh an 14 128 a '
m 15y/m \ ro
9K,

Calculate from this the chemical potential 4 = 7 and the sound velocity ¢

c= op =mn P——aEO
- ap? pi ) - 8V -



4. Correlation Functions,
Scattering, and Response

In the following, we shall investigate the dynamical properties of many-
particle systems on a microscopic, quantum-mechanical basis. We begin by
expressing experimentally relevant quantities such as the inelastic scattering
cross-section and the dynamical susceptibility (which describes the response
of the system to time-dependent fields) in terms of microscopic entities such
as the dynamical correlation functions. General properties of these correla-
tion functions and their interrelations are then derived using the symmetry
properties of the system, causality, and the specific definitions in terms of
equilibrium expectation values. Finally, we calculate correlation functions for
a few physically relevant models.

4.1 Scattering and Response

Before entering into the details, let us make some remarks about the physi-
cal motivation behind the subject of this chapter. If a time-dependent field
Ee'(kx=wt) is applied to a many-particle system (solid, liquid, or gas), this
induces a “polarization” (Fig. 4.1)

P(k,w)el =@ 4 p(ok w)el2kx—wt) (4.1.1)

The first term has the same periodicity as the applied field; in addition,
nonlinear effects give rise to higher harmonics. The linear susceptibility is

Fig. 4.1. An external field E(x,t) in-
duces a polarization P(x,t)
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defined by

x(k,w) = lim P(k,w)

, (4.1.2)
which is a property of the unperturbed sample and must be expressible solely
in terms of quantities that characterize the many-particle system. In this
chapter we will derive general microscopic expressions for this type of sus-
ceptibility.

Another possibility for obtaining information about a many-particle sys-
tem is to carry out scattering experiments with particles, e.g., neutrons, elec-
trons, or photons. The wavelength of these particles must be comparable
with the scale of the structures that one wants to resolve, and their energy
must be of the same order of magnitude as the excitation energies of the
quasiparticles that are to be measured. An important tool is neutron scatter-
ing, since thermal neutrons, as available from nuclear reactors, ideally satisfy
these conditions for experiments on solids.! Since neutrons are neutral, their
interaction with the nuclei is short-ranged; in contrast to electrons, they pene-
trate deep into the solid. Furthermore, due to their magnetic moment and the
associated dipole interaction with magnetic moments of the solid, neutrons
can also be used to investigate magnetic properties.

We begin by considering a completely general scattering process and will
specialize later to the case of neutron scattering. The calculation of the inelas-
tic scattering cross-section proceeds as follows. We consider a many-particle
system, such as a solid or a liquid, that is described by the Hamiltonian Hj.
The constituents (atoms, ions) of this substance are described by coordinates
X, which, in addition to the spatial coordinates, may also represent other
degrees of freedom. The incident particles, e.g., neutrons or electrons, which
are scattered by this sample, have mass m, spatial coordinate x, and spin
ms.

The total Hamiltonian then reads:

p2

H=H
0+2m

+ W({xa},%x) . (4.1.3)
This comprises the Hamiltonian of the target, Hy, the kinetic energy of the
incident particle, and the interaction between this projectile particle and
the target, W({x4},x). In second quantization with respect to the incident
particle, the Hamiltonian reads:

0.0286

! The neutron wavelength depends on the energy according to A(nm) = JEV)
e

and thus A = 0.18nm for E = 25meV = 290K.
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2
H=Ho+ ) + > al o
k/k//o-/gl/
1 : ’ " 1
X v /d3x A ({xa}, %)

2
= Hy + ;) + Z GI{/G/ak//U//WIZ/Ek//({Xa}) R (414)
m k/k//U/a.//

where aL,O_, (akr,r) creates (annihilates) a projectile particle. We write the
eigenstates of Hy as |n), i.e.,

Ho|n) = E, |n) . (4.1.5)

W

Fig. 4.2. Inelastic scattering with momentum transfer k = k; — ko and energy
transfer hw = 5; (k% — k3)

In the scattering setup sketched in Fig. 4.2, a particle with wave vector k; and
spin mg is incident on a substance initially in the state |n;). Thus, the initial
state of the system as a whole is |ky,ms1,n1). The corresponding final state
is |kg, ms2,n2). Due to its interaction with the target, the incident particle
is deflected, i.e., the direction of its momentum is changed and, for inelastic
scattering, so is the length of its wave vector (momentum). If the interaction
is spin dependent, the spin quantum number may also be changed.

The transition probability per unit time can be obtained from Fermi’s
golden rule?

I'(ki,mg1,m1 — ko, ms2,n2)

Ut (4.1.6)
= |(ka, msz, na| W ki, mar, 11) % 6(Eny — En, + how) .
Here,
o s

2 See, e.g., QM I, Eq. (16.40)
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and

k=k — ko (4.1.7b)
are the energy and momentum transfer of the projectile to the target, and

K3

4.1.
o (4.1.7¢)

the final energy of the particle. The matrix element in the golden rule becomes

g

(ka, M2, na| W ki, mg1,n1) = Wi, % ({Xa}) - (4.1.8)

We take the distribution of initial states to be p(n1) with > p(n1) = 1
and the distribution of the spin states of the particle to be ps(ms1) with
stl ps(mg1) = 1. If only ks is measured, and the spin is not analyzed, the
transition probability of interest is

kl - k2 Z Z nl ps msl) (klamslanl - k27ms2,n2) .

n2mn1 Ms1Ms2

(4.1.9)

The differential scattering cross-section (effective target area) per atom is
defined by

d*c d0de — probablility of transition into df2de/s

df2de ~ number of scatterers x flux of incident particles
(4.1.10)

Here, df? is an element of solid angle and the flux of incident particles is equal
to the magnitude of their current density. The number of scatterers is N and
the normalization volume is L3. The states of the incident particles are

1 1 X
Ui, (x) = Ls/zekl . (4.1.11)

The current density follows as:

—ih hky

j(x) = * — * = 4.1.12
J00 = W Ve - (Tt = L (11.12)
and for the differential scattering cross-section one obtains

d*o 1 mL3 L\’

Qde = I'ki — k K 4.1.1

0104190 = g, Tl = K2) <27r> @k, (4.1.13)

since the number of final states, i.e., the number of ks values in the interval

ks is (£)° dPky. With € = "2 it follows that de = h%ks dky/m and

dky = ks de dS2.
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We thus find
d%o m \2 ko LS
= 4.1.14
df2de (271'712) ki N ( )
X Z (n1)ps(ms1) | ke, mar, n1 | W ks, Mo, n2)|* 8(Eny — B, + hw) .
ni,n2
Ms1,Ms2

We now consider the particular case of neutron scattering and investigate
the scattering of neutrons by nuclei. The range of the nuclear force is R ~
10~"2cm and thus ki R =~ 1074 <« 1 and, therefore, for thermal neutrons one
has only s-wave scattering. In this case, the interaction can be represented
by an effective pseudopotential

W({xad %) = 27 Zaa Xo —X) | (4.1.15)

to be used within the Born approximation, where a,, are the scattering lengths
of the nuclei. This yields:

d20' kQ 1
dde ~ ky N > p(n)

N 2

Z (n1] e %% |ny)| 6(E,, — En, + hw).

ning a=1
(4.1.16)
Here, we have used
271h? . .
(k| W kg) = njL3 /d?’xo_‘klx Z aad(x — x4 )elkex
“ (4.1.17)

2 h? :

_ —i(ki—k2)xq

= g ant
mL3 «

and the fact that the interaction is independent of spin. Written out explicitly,
the expression (4.1.16) assumes the form

Z aqag(...e e (™0 NS (Ey, — By, 4 hw) (4.1.16")

and still has to be averaged over the various isotopes with different scat-
tering lengths. One assumes that their distribution is random, i.e., spatially
uncorrelated:

a1 a=1 (4.1.18)
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This gives rise to a decomposition of the scattering cross-section into a co-
herent and an incoherent part?:

d?o
d0de = AconSecon(k, w) + AineSinc(k, w) . (4.1.19a)
Here, the various terms signify
k k
Acoh = &2 ? 5 Ainc = (a2 - a:2) 2 (4119b)
kl kl
and
Secon(k,w) N Z Z ny)(ni|e ~ikxa [ng) (na| o'kxs [n1)
af ninz
X 6 —FE,, +h),
(En ’ ) _ , (4.1.20)
Sinc(k,w) Z Z (n1) n1|e_lkx°‘ |n2>]
a ning

X 6(En1 - Enz +fLUJ) ’

the suffices standing for coherent and incoherent.

In the coherent part, the amplitudes stemming from the different atoms are
superposed. This gives rise to interference terms which contain information
about the correlation between different atoms. In the incoherent scattering
cross-section, it is the intensities rather than the amplitudes of the scattering
from different atoms that are added. It contains no interference terms and the
information which it yields relates to the autocorrelation, i.e., the correlation
of each atom with itself. For later use we note here that, for systems in
equilibrium,

o= BEn,

p(ni) = 7 (4.1.21a)
which corresponds to the density matrix of the canonical ensemble?

p=c Ptz 7 = Tre PHo (4.1.21b)

We shall also make use of the following representation of the delta function

S(w) = / ;trem : (4.1.22)

The coherent scattering cross-section contains the factor
h / E711_E712+hw)t/h < 1| C—ikxa |n2>

— 2 h/dtelwt |elH0t/h 1kxae 1H0t/h|n2> (4123>
Y

- / et (| e=xa(t) |,y (4.1.24)

% See, e.g., L. van Hove, Phys. Rev. 95, 249 (1954)
4 See, e.g., SM, sect. 2.6. 3 = 1/kT in terms of Boltzmann’s constant k and the
temperature 7.
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Hence, by making use of the completeness relation
> Ing) (na =1,
na

one finds

1
Spoh(kaw) _ / or uutN Z< —ikx ( t)elkX[3(0)> (5 ) ) (4'1'25>

inc af

The correlation functions in (4.1.25) are evaluated using the density matrix
of the many-particle system (4.1.21), the thermal average of an operator O
being defined by

e—BHo
(0) = Z P (n|O|n) = Tr (pO) . (4.1.26)

n

One refers to Scon(inc) (K, w) as the coherent (incoherent) dynamical structure
function. Both contain an elastic (w = 0) and an inelastic (w # 0) component.
Using the density operator

N
t) = 8(x —Xa(t)) (4.1.27)

and its Fourier transform

N
1 / 3 ik 1 —ikxa (1)
= Pre ®p(x,t) = D ekl (4.1.28)
\/V \/V a=1

it follows from (4.1.25) that

Sean(k,w) = / 2 e (elt)p-x(0)) (4.1.29)

Thus, the coherent scattering cross-section can be represented by the Fourier
transform of the density—density correlation function, where ik is the mo-
mentum transfer and fw the energy transfer from the neutron to the target
system. An important application is the scattering from solids to determine
the lattice dynamics. The one-phonon scattering yields, as a function of fre-
quency w, resonances at the values +wy, (k), +wy, (k), and +w;(k), the fre-
quencies of the two transverse, and the longitudinal phonons. The width of
the resonances is determined by the lifetime of the phonons. The background
intensity is due to multiphonon scattering (see Sect. 4.7(i) and Problem 4.5).
The intensity of the single-phonon lines also depends on the scattering geom-
etry via the scalar product of k with the polarization vector of the phonons
and via the Debye—Waller factor. As a schematic example of the shape of
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A Scoh (k, w)

L

—Ww —Wwt Wt wi
w

Fig. 4.3. Coherent scattering cross-section as a function of w for fixed momentum
transfer k. Resonances (peaks) are seen at the transverse (fw:(k)) and longitudinal
(+wi(k)) phonon frequencies, as well as at w =0

the scattering cross section, we show in Fig. 4.3 S¢o for fixed k as a func-
tion of the frequency w. The resonances at finite frequencies are due to a
transverse and a longitudinal acoustic phonon, and, furthermore, one sees a
quasi-elastic peak at w = 0. Quasi-elastic peaks may result from disorder and
from relaxation and diffusion processes (Sect. 4.7(ii)).

The coherent scattering cross-section is a source of direct information
about density excitations, such as phonons in solids and fluids. The incoherent
component is a sum of the scattering intensities of the individual scatterers.
It contains information about the autocorrelations.

For other scattering experiments (e.g., with photons, electrons, or atoms)
one can likewise represent the scattering cross-section in terms of correlation
functions of the many-particle system. We shall pursue the detailed proper-
ties of the differential scattering cross-section here no further. These prelim-
inary remarks are intended mainly as additional motivation for the sections
that are to follow, where we will see that the correlation functions and the
susceptibility are related to one another. Causality will allow us to derive dis-
persion relations. Time-reversal invariance and translational invariance will
yield symmetry relations, and from the static limit and the commutation
relations we will derive sum rules.

4.2 Density Matrix, Correlation Functions
The Hamiltonian of the many-particle system will be denoted by Hy and

is assumed to be time independent. The formal solution of the Schrodinger
equation

ih ) Jo,0) = Ho o) (42.1)
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is then

1, t) = Uo(t, to) [¥, t0) (4.2.2)

Due to the time independence of Hy, the unitary operator Uy(t,to) (with
Uo(to, to) = 1) is givcn by

Uo(t, to) = e Holt=to)/h (4.2.3)
The Heisenberg state

u) = U (t,to) [, t) = [, to) (4.2.4)
is time independent and the Heisenberg operators

A(t) = Ul (¢, o) AU (t, tg) = e!Tlo(t=t0)/h ge=itlo(t=to)/R (4.2.5)

corresponding to the Schrodinger operators A, B, .., satisfy the equation of
motion (Heisenberg equation of motion)

d i

LA® = [Ho, AW (4.2.6)

The density matrix of the canonical ensemble is
e—BHo
r= z
with the canonical partition function

Z = Tre PHo (4.2.7)

and for the grand canonical ensemble
e~ B(Ho—pN)

2 (4.2.8)

p:

with the grand canonical partition function

Zg = Tre AlHo=pN)

= e BER(N)=puN) | = o B(En—Nnp)
)Y )

Since H is a constant of motion, these density matrices are time independent,
as indeed must be the case for equilibrium density matrices. The mean values
in these ensembles are defined by

(0) = Tr(p0) . (4.2.9)

In particular, we now wish to investigate the correlation functions
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C(t,t') = (A(t)B(t))
= Tr(p eiHot/hAC—iHot/hCngt’/hBC—ngt’/h)
_ Tr(p eiHo(t—t’)/hAC—iHo(t—t’)/hB)
=C(t—-t,0) . (4.2.10)

Without loss of generality, we have set tg = 0 and used the cyclic invariance of

the trace and also [p, Hyg] = 0. The correlation functions depend only on the

time difference; equation (4.2.10) expresses temporal translational invariance.
The following definitions will prove to be useful:

GAg(t) = (A()B(0)) , (4.2.11a)

G5p(t) = (BO)A() . (4.2.11b)

Their Fourier transforms are defined by
> . >
Giplw) = /dt TG (t) . (4.2.12)

By inserting (4.2.5) into (4.2.12), taking energy eigenstates as a basis,
and introducing intermediate states by means of the closure relation 1 =

>
> m |m) (m|, we obtain the following spectral representation for G5 5 (w):
2m

Giplw) =", o™ PERTIND) (0] Alm) (m| B|n)
En - Em
X 0 ( . + w) (4.2.13a)
< 2T (o~ B(Ba—pn)

Giplw) =, ) 757" | Blm) (m| Aln)

x&(E’”,;E" +w). (4.2.13b)
From this, it is immediately obvious that

Gap(-w) = Gpa(w) (4.2.14a)
Gip(w) = Gipw)e 7. (4.2.14b)

To derive the first relation, one compares G p(—w) with (4.2.13a). The sec-
ond follows if one exchanges n with m in (4.2.13b) and uses the é-function.
The latter relation is always applicable in the canonical ensemble and is valid
in the grand canonical ensemble when the operators A and B do not change
the number of particles. If, however, B increases the particle number by Anp,
then N,,, — N,, = Anp and (4.2.14b) must be replaced by
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Gip(w) = G p(w)e Pwnans), (4.2.141/)

Inserting A = px and B = p_x into (4.2.14a,b) yields the following rela-
tionship for the density—density correlation function:

Scon(k, —w) = e PG n(—k,w) . (4.2.15)
For systems possessing inversion symmetry S(k,w) = S(—k,w), and hence
Scon(k, —w) = e S (k,w) . (4.2.16)

This relation implies that, apart from a factor zf in (4.1.19), the anti-Stokes
lines (energy loss by the sample) are weaker by a factor e =" than the Stokes
lines (energy gain)®. For T — 0 we have Seon(k,w < 0) — 0, since the system
is then in the ground state and cannot transfer any energy to the scattered
particle. The above relationship expresses what is known as detailed balance
(Fig. 4.4):
Wn_m/Pﬁ = Wn/_ynpﬁ/ or
Whons = Wiy—pe PEw =En) (4.2.17)

T

Wn%n’

Fig. 4.4. lllustration concern-
ing detailed balance

Here, W,,_.,,, and W,,,_.,, are the transition probabilities from the level n to
the level n' and vice versa, and P¢ and P¢, are the equilibrium occupation
probabilities. Detailed balance implies that these quantities are related to
one another in such a way that the occupation probabilities do not change
as a result of the transition processes.

4.3 Dynamical Susceptibility
We now wish to derive a microscopic expression for the dynamical suscepti-
bility. To this end, we assume that the system is influenced by an external

5 From the measurement of the ratio of the Stokes and anti-Stokes lines in Raman
scattering the temperature of a system may be determined.
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force F(t) which couples to the operator B.® The Hamiltonian then has the
form

H = Hy+ H'(t) (4.3.1a)

H'(t) = —F(t)B. (4.3.1b)

For t <y, we assume that F(t) = 0, and that the system is in equilibrium.
We are interested in the response to the perturbation (4.3.1b). The mean
value of A at time ¢ is given by

(@) = T (ps(t)A) = Tr (U(t, o) ps(to) UT(t,t) A) (432)
= Tr(ps(to) U'(t,t0) A U(t,t0))
e_ﬁHO

= Tr( UT(t,t0) A U(t,10)) ,

A
where the notation (A(t)) is to be understood as the mean value of the Heisen-
berg operator (4.2.5). Here we have introduced the time-evolution operator
U(t,to) for the entire Hamiltonian H and inserted the solution

ps(t) = U(t, to)ps (to)U" (t, t0)
of the von Neumann equation

i

ps h[H’ ps) -

Then, using the cyclic invariance of the trace and assuming a canonical equi-
librium density matrix at time ¢y, we end up with the mean value of the
operator A in the Heisenberg representation.

The time-evolution operator U(t,tg) can be determined perturbation
theoretically in the interaction representation. For this, we need the equa-
tion of motion for U(t,tp). From

o d B
lhdt |¢at> - H|¢ut> )

it follows that

ih Ut to) Woo) = HU(t 1) o)

and, thus,

(ihjtw, o) — HU(t, to>> ) =0

6 Physical forces are real and observables, e.g., the density p(x), are represented by
hermitian operators. Nonetheless, we shall also consider the correlation functions
for nonhermitian operators such as px (pL = p_k), since we may also be interested
in the properties of individual Fourier components. F(t) is a c-number.
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for every |1g), which yields the equation of motion

d
ihdtU(t,to) = HU(t,tg) . (4.3.3)
We now make the ansatz
Ult, to) = e Hot=to)/hpy! (¢ 4y . (4.3.4)

This gives

d .
ihdtU/ = elHo(t—to)/h(_HO + H)U ,
and thus

ih;tU’(t, to) = Hy(t)U'(t,to) (4.3.5)

where the interaction representation of H’
Hi(t) = fot=to)/h ! (1)~ Holt=to)/ (4.3.6)

has been introduced. The integration of (4.3.5) yields for the time evolution
operator in the interaction representation U’(t,to) the integral equation

t
dt' Hy(¢"U' (', to) (4.3.7)

to

1
U'(t,tg) =1
(70) +lh

and its iteration

t
U'(t,tg) =1+ ;/ dt' Hy(t')

1 to

t t’
+ (12)2 /t at /t dt" HL () H () + .. (4.3.8)

oot
=T exp (_711/ dt’H}(t’)) :
to

Here, T is the time-ordering operator. The second representation of (4.3.8)
is not required at present, but will be discussed in more detail in Part ITI.

For the linear response, we need only the first two terms in (4.3.8). In-
serting these into (4.3.2), we obtain, to first order in F'(t),

I : :
<A(t)> — <A>O + 0 / dt/< |:e1Ho(if—to)/f‘IALe—lHo(if—to)/ﬁ7 H} (t/):| >0
in J;,

1

i ), A A@BEONFE) (4.3.9)

0

= <A>0
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The subscript 0 indicates that the expectation value is calculated with the
density matrix e=#H0 /7 of the unperturbed system. In the first term we have
exploited the cyclic invariance of the trace

e—BHo . B ; B
(A, =T ()" em-m g gy,

We now assume that the initial time at which the system is in equilibrium,
with density matrix e #H°0/Z lies in the distant past. In other words, we
take the limit t) — —oo, which, however, does not prevent us from switching
on the force F(t') at a later instant. For the change in the expectation value
due to the perturbation, we obtain

AQAW) = (A0) = (4 = [ dlxanlt-)F(E) (43.10)

Here we have introduced the dynamical susceptibility, or linear response func-
tion

i
h
which is given by the expectation value of the commutator of the two Heisen-
berg operators A(t) and B(t') (with respect to the Hamiltonian Hp). The
step function arises from the upper integration boundary in Eq. (4.3.9) and

expresses causality. Within the equilibrium expectation value we can make
the replacements

van(t— 1) = Ot —#)([A®). BE)), - (43.11)

A(t) — eiHot/hAC—iHot/ﬁ and B(t) N CiHot/ﬁBC—iHot/ﬁ .

Equation (4.3.10) determines, to first order, the effect on the observable A of
a force that couples to B.
We also define the Fourier transform of the dynamical susceptibility

xap(z) = / dt ¢ xap(t) (4.3.12)

where z may be complex (see Sect. 4.4). In order to find its physical signifi-
cance, we consider a periodic perturbation which is switched on very slowly
(e = 0,e>0):

H = — (Bch_i“t/ n BTFw*Ciwt/) et (4.3.13)
For this perturbation, it follows from (4.3.10) and (4.3.12) that
A(A(t)) = / at’ (xap(t =) Fue™" 4 x i (t = ) FL)e" )

— 0o

= xaB(W)F e 4 xapt (—w)EXet | (4.3.14)
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The factor e that appears in the intermediate step can be put equal to 1
since € — 0. The effect of the periodic perturbation (4.3.13) on A({A(t))
is thus proportional to the force (including its periodicity) and to the
Fourier transform of the susceptibility. Resonances in the susceptibility ex-
press themselves as a strong reaction to forces of the corresponding fre-
quency.

4.4 Dispersion Relations

The causality principle demands that the response of a system can only be
induced by a perturbation occurring at an earlier time. This is the source of
the step function in (4.3.11), i.e.,

xap(t)=0 fort<0 . (4.4.1)

This leads to the theorem: x ap(z) is analytical in the upper half plane.
Proof. xap is only nonzero for t > 0, where it is finite. Thus, the factor
e~Im 2t gyarantees the convergence of the Fourier integral (4.3.12).

For z in the upper half plane, the analyticity of x ap(z) allows us to use
Cauchy’s integral theorem to write

2zl —z

xaB(z) = 2;/0(12,)(143(2') . (4.4.2)

Here, C'is a closed loop in the analytic region. We choose the path shown in

Im(z)
oz
= Re(z) Fig. 4.5. Integration path C for
C deriving the dispersion relation

Fig. 4.5; along the real axis, and around a semicircle in the upper half plane,
with both parts allowed to expand to infinity.

We now assume that xap(z) becomes sufficiently small at infinity that
the semicircular part of the integration path contributes nothing. We then
have

xaB(z) = 2; /OO da’ Xap(@) . (4.4.3)

!/
o =z
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For real z it follows from (4.4.3) that

dz’ xap(x')
xaB(z) = hm Xap(x + i) = 21_13% o2mi ) — x — ie

- / dx. {P Il + imd (' —x)} xas(z') ,

2mi Tz —x

ie.,
1
XAB(z) = P/d Xap(@) (4.4.4)
i -
We encounter here the Cauchy principal value

P/d ’j(_L _liir(l)(/j;edx'—i-/midx’) j(f/i.

We then arrive at the dispersion relations (also known as Kramers—Kronig
relations)

I
Re xap(w /d ; mwx“‘_Bw W) (4.4.52)
and
I xap(w / d e XaB (@) (4.4.5b)
(AJ — W

These relationships between the real and imaginary parts of the susceptibility
are a consequence of causality.

4.5 Spectral Representation

We define” the dissipative response

Xaslt) =, ([A(), BO) (15.1a)
and
) = [ a0 (15.10)

Given the Fourier representation of the step function

" Here, and below we omit the index 0 from the expectation value. The notation
() represents the expectation value with respect to the Hamiltonian Hy of the
entire system without external perturbation.
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we find
xan() = [ dt e O(1) 21 Xip(0)
I do' Xap(@')
T J oo w —w —ie
= iP/dw’XﬁlB_(bi) +ixAgw) (4.5.3)

where, in expressions such as the second line of (4.5.3), it should always
be understood that the limit ¢ — 0% is taken. This yields the following
decomposition of x ap(w):

Xap(w) = XapWw) +ixipW) , (4.5.4)
with
1 X// w/
Xap(w) = WP/dw’ (:‘,B_( w) : (4.5.5)

When x’j5(w) is real, then, according to (4.5.5), so is x/yg(w) and (4.5.4)
represents the separation into real and imaginary parts. The relation (4.5.5)
is then identical to the dispersion relation (4.4.5a). The question as to the
reality of x4 g(w) will be dealt with in Sect. 4.8.

4.6 Fluctuation—Dissipation Theorem

With the definitions (4.5.1b) and (4.2.11) we find

Nap@) = 51 (GRa(@) ~ Gia@) (16.12)

which, together with (4.2.14b), yields

Xap(w) = 21hGZB(w) (1—e Phe) . (4.6.1b)

These relations between G~ and x” are known as the fluctuation—dissipation
theorem. Together with the relation (4.5.3), one obtains for the dynamical
susceptibility

(@)1 = e P
W —w —ie

1~ ,G5
XAB(W):27Th/ dw' AP (4.6.2)
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Classical limit fhw < 1 : The classical limit refers to the frequency and
temperature region for which Shw < 1. The fluctuation—dissipation theorem
(4.6.1) then simplifies to

ﬁw

Xap(w) = Gipw) . (4.6.3)
In the classical limit (i.e. G 5(w’) # 0 only for Sh|w’| < 1) one obtains from
(4.6.2)

xan(0 6/ W e W) = BEE = 0) (4.6.4)

Hence the static susceptibility (w = 0) is given in the classical limit by the
equal-time correlation function of A and B divided by kT

The name fluctuation—dissipation theorem for (4.6.1) is appropriate since
Gap(w) is a measure of the correlation between fluctuations of A and B,
whilst x’4 5 describes the dissipation.

That x” has to do with dissipation can be seen as follows: For a pertur-
bation of the form

H' =0(t) (ATFe ™! + AF*e“) | (4.6.5)

where F' is a complex number, the golden rule gives a transition rate per unit
time from the state n into the state m of

Lo = {5 = hw)| (m| ATF [n) |?
+6(Em — By + hw)| (m| AF* |n) *}.

(4.6.6)

The power of the external force ( = the energy absorbed per unit time), with
the help of (4.6.1a) and (4.2.13a), is found to be

W= ZC o nam(Em_En)
27T 2
= ™o h(GAA‘r( w) = G W) 1P|
— 2y (W) F (4.6.7)

where a canonical distribution has been assumed for the initial states. We
have thus shown that x’} ,;(w) determines the energy absorption and, there-
fore, the strength of the dissipation. For frequencies at which X/} ,; (w) is
large, i.e., in the vicinity of resonances, the absorption per unit time is large
as well.

Remark. If the expectation values of the operators A and B are finite, in some of
the relations of Chap. 4, it can be expedient to use the operators A(t)=A(t) — (A)
and B(t) = B(t) — (B), in order to avoid contributions proportional to §(w), e. g.
o(x,t) or gk—o(t). Since the commutator remains unchanged xas(t) = x45(t),
Xap(t) = x15(t) etc. hold.
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4.7 Examples of Applications

To gain familiarity with some characteristic forms of response and correlation
functions, we will give these for three typical examples: for a harmonic crystal,
for diffusive dynamics, and for a damped harmonic oscillator.

(i) Harmonic crystal. As a first, quantum-mechanical example, we calcu-
late the susceptibility for the displacements in a harmonic crystal. For the
sake of simplicity we consider a Bravais lattice, i.e., a lattice with one atom
per unit cell. We first recall a few basic facts from solid state physics concern-
ing lattice dynamics®. The atoms and lattice points are labeled by vectors
n = (n1,n2,n3) of natural numbers n; = 1,... , N;, where N = Ny1N3N3
is the number of lattice points. The cartesian coordinates are characterized
by the indices i = 1,2,3. We denote the equilibrium positions of the atoms
(i.e., the lattice points) by a,, so that the actual position of the atom n is
Xpn = an + Uy, where u, is the displacement from the equilibrium position.
The latter can be represented by normal coordinates Qx,

1

ul (t) = JNM D kel (k, \)Qua(t) | (4.7.1)

kA

where M the mass of an atom, k the wave vector, and €’ (k, \) the components
of the three polarization vectors, A = 1,2, 3. The normal coordinates can be
expressed in terms of creation and annihilation operators aL  and ay,» for
phonons with wave vector k and polarization A 1

h
Qualt) = \/ (@ (®) +aly ) (4.7.2)
2wk,,\ ’

with the three acoustic phonon frequencies wk . Here, we use the Heisenberg
representation

Cka)\(t) e C_iwk‘xta,ky)\(()) . (473)
After this transformation, the Hamiltonian takes the form

_ i 1
H= kz; e | Gl raien + (4.7.4)

(ax.x = ak,(0)). From the commutation relations of the x, and their adjoint
momenta one obtains for the creation and annihilation operators the standard
commutator form,

8 See, e.g., C. Kittel, Quantum Theory of Solids, 2nd revised printing, J. Wiley,
New York, 1987
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[ak,x, CLL),\,} = O\ Ok

(4.7.5)
[ak)\uak’,)\’] = |:a“1[-{7)\7a’ir(/1A/j| = 0 .
The dynamical susceptibility for the displacements is defined by
ij i i j
X7 (n—n't) = h@(t)< {un(t), ul, (0)} > (4.7.6)
and can be expressed in terms of
- 1 _ .
g o — % J
Xm0 = ([uh(®),ud, 0)] ) (4.7.7)
as
X9 (n—n't) =20(t)x""(n—n',t) . (4.7.8)
The phonon correlation function is defined by
Dii(n—n',t) = <u;(t)u{1, (0)> . (4.7.9)

For all of these quantities it has been assumed that the system is transla-
tionally invariant, i.e., one considers either an infinitely large crystal or a
finite crystal with periodic boundary conditions. For the physical quantities
of interest, this idealization is of no consequence. The translational invari-
ance means that (4.7.6) and (4.7.7) depend only on the difference n — n’.
The calculation of "% (n—n’,t) leads, with the utilization of (4.7.1), (4.7.2),
(4.7.3), and (4.7.5), to
X//ij (Il - t) _ L1 Z eik:aln-i—ik/an/ 6z'(k )\)ej (k/ /\/)
’ 2hNM 4 ’ ’

k’:A’

h <[< et | ot et i
X @en@” T - aly \ete ) ' (ak'W +taly /\’)D
VAWK Wi x ’ K

1 ik(an—ay,/) i *j
= E e*@n—an) et (k A)e™ (k, \)
ANM o

1 (e_iwk’/\t _ eiwk’)\t) .
Wk,
(4.7.10)

In the following, we shall make use of the fact that the polarization vectors
for Bravais lattices are real.” For (4.7.6), this yields:

% In non-Bravais lattices the unit cell contains » > 2 atoms (ions). The number of
phonon branches is 37, i.e., A =1,... ,3r. Furthermore, the polarization vectors
e(k, A) are in general complex and in the results (4.7.11) to (4.7.18) the second
factor ¢/(...,\) must be replaced by ¢/*(... , \).
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’ e N (k)
Y(mn—n'it) = glk(an—an) 7 sinwi At O(t
x( MZ i kAt O()

(4.7.11)

and for the temporal Fourier transform

(k, \)e (K, A)
U(n—n',w) clk(an—a ’)6 /dt el sinwy £t .
x( NMZ \ k,\

Wk,
(4.7.12)
Using the equations (A.22), (A.23), and (A.24) from QM I,
7dcisz 216, (2) §(z) +iP ! ili !
= 27 z)=|m 1 = 1111m
y + : z e—0 z + i€
. (4.7.13)
—i . 1 o 1
/dse 2 =2m6_(2) = [wé(z) —iP ( >] = —ilim o
z e—0 2z — e
0
one obtains, for real z,
y _ f(k, Nl (k, \)
i o ik( ’) ’
X7 (0 —n',w) ll—r}(lJZNMze e Wk, A
(4.7.14a)
" 1 1
w—i—wk,,\—i—ie w—wk,,\—i—ie
and for the spatial Fourier transform
—iqan . 1] 1 ei (q7 >\)€J (qa A)
0 = e = 0 30N
" A (4.7.14b)
" 1 1
wtwgrtie w—wgrtief
For the decompositions
X9 —n',w)=x"(n—-n",w)+ix"?(n —n’,w) (4.7.15a)
and
X7 (q,0) = X" (q,w) +ix"(q,w) (4.7.15b)

this leads to
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1ig (o ik(an—a /)6 k )‘) (k, )‘)
X (n =0’ w) 2NMZe Wi

x {p (w;m) P <w _LM)} (4.7.16a)
i ( Ze v 1 )
1 > “(a,M)e? (a, \)

S 2M 4 WaA
% {p( ! )_p( ! )} (4.7.16D)
W + Wq,\ W — Wq,\
1ij ik(an—a, /)6 k >\) ( >\)
X" (n—n',w) 2NMZ€ rox

X [0(w — wk,,\) — 0(w + wi,\)] (4.7.17a)
X//ij (a, w) _ Z e—iqanXij (n,w)

_ ™ Z ei(qa )‘)ej (q7 )‘)
2M X Wq, A

X [0(w —wgr) — 0(w + wg,\)] - (4.7.17Db)

The phonon correlation function (4.7.9) can be either calculated directly,
or determined with the help of the fluctuation—dissipation theorem from
X" (n —n',w):

iJ / eﬁhw g /
DY(n—n',w) = 2heﬁhw X (n —n',w)
— 9h[1+ ()] " (0 - W, w)
i j 4.7.18
Th i €06 ) () (4.7.182)
NM Y Wk, A
X {(1 + nkﬁx)d(w — wky)\) — nkﬁxé(w + wky)\)} ;
analogously, it also follows that
D¥(q,w) =2k [1 + n(w)] X" (q,v)
mh €(q, \e (q, A
-y (a, e’ (a, ) (4.7.18b)

A Wq,A

x {(1+ng)0(w —wgn) = ngr6(w +wgx)} -
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Here,

1
g = <a;)\aq)>\> = phoar _1 (4.7.19)

is the average thermal occupation number for phonons of wave vector q and
polarization A. The phonon resonances in D¥(q,w) for a particular q are
sharp d-function-like peaks at the positions +wq . The expansion of the
density—density correlation function, which determines the inelastic neutron
scattering cross-section, has as one of its contributions the phonon correla-
tion function (4.7.18b). The excitations of the many-particle system (in this
case the phonons) express themselves as resonances in the scattering cross-
section. In reality, the phonons interact with one another and also with other
excitations of the system, e.g, with the electrons in a metal. This leads to
damping of the phonons. The essential effect of this is captured by replacing
the quantity € by a finite damping constant v(q, \). The phonon resonances
in (4.7.18) then acquire a finite width. See Fig. 4.3 and Problem 4.5.

(ii) Diffusion. The diffusion equation for M (x,t) reads:

M(x,t) = DV?M(x,t) , (4.7.20)
where D is the diffusion constant and M (x,t) can represent, for example, the
magnetization density of a paramagnet. From (4.7.20) one readily finds'®-!!

iDg?
x(q,w) = x(q)wHDq2
: _ (Dg*)?
X (q7w) - X(q)wg + (DqQ)Q
Dq’w
" = 4.7.21
X'(q,w) = x(a) , 4 (Dg?)? ( )
2hw Dq?

> _

G (q7w) = X(q)l —e—Bhw 2 4 (Dq2)2

Figure 4.6 shows x/(q,w), x"(q,w), and G~ (q,w). One sees that x'(q,w) is
symmetric in w, whereas x”(q, w) is antisymmetric. The form of G~ (q, w) also
depends on the value of 3hDg?, which in Fig. 4.6¢ is taken to be 3hDg? = 0.1.
In order to emphasize the different weights of the Stokes and anti-Stokes com-
ponents, Fig. 4.6d is drawn for the value 3ADqg? = 1. However, it should be
stressed that, for diffusive dynamics, this is unrealistic since, in the hydrody-
namic regime, the frequencies are always smaller than k7.

10 M(x,t) is a macroscopic quantity; from the knowledge of its dynamics the

dynamical susceptibility can be deduced (Problem 4.1). The same is true for the
oscillator @ (see Problem 4.2).

' Here, we have also used X’ = Re x, x” = Im x, which, according to Sect. 4.8,
holds for Qf = Q and M_4 = M(Tl.
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G~ (q,w) G~ (q,w)
2hx(q) 2hx(q)
2 F
R I I 4 2 o 2
w/Dg? w/Dq?
(c) (d)

Fig. 4.6. Diffusive dynamics: (a) Real part and (b) imaginary part of the dynamical
susceptibility (4.7.21). The curves in (c) and (d) show G~ divided by the static
susceptibility as a function of D“;z; (c) for BhDg* = 0.1 and (d) for fhDg* =1

(iii) Damped oscillator. We now consider a damped harmonic oscillator

- 4 2lo- 4.7.22
m{dt2+”ydt+wo]Q_0 (4.7.22)
with mass m, frequency wg, and damping constant . If, on the right-hand
side of the equation of motion (4.7.22), one adds an external force F', then, in
the static limit, one obtains g = 1/muw3. Since this relationship defines the
static susceptibility, the eigenfrequency of the oscillator depends on its mass
and the static susceptibility x, according to w3 = Wix. From the equation of
motion (4.7.22) with a periodic frequency-dependent external force one finds
for the dynamical susceptibility '®! y(w) and for G (w)
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1/m
xw) = —w? + w2 — iwy
1 —w? +w?
/ 0
= 4.7.23
X'(w) m (—w? + wi)? + w?q? ( )
1 wry
" .
X'(w) = m (—w? + wi)? + w?q?
2hw
G> (W) = 7

m(1l — e Pm) (—w? + w2)? + w?4?

These quantities, each divided by x = 1/mw3, are shown in Fig. 4.7 as
functions of w/wg. Here, the ratio of the damping constant to the oscillator
frequency has been taken as v/wg = 0.4. One sees that x’ and x” are symmet-
ric and antisymmetric, respectively. Figure 4.7¢ shows G~ (w) at Shwy = 0.1,
whereas Fig. 4.7d is for fhwy = 1. As in Fig. 4.6¢,d, the asymmetry be-
comes apparent when the temperature is lowered. The differences between
the intensities of the Stokes and anti-Stokes lines can be used, for example,
to determine the temperature of a sample by Raman scattering.

20
oL
X" (w)
X 0
ot
2 0 2
w/wo
(b)
4t
20 | ] 3t
G (w) G~ (w)
2hx 2hx o L
10
;
o o . .
2 0 2 2 0 2
w/wo w/wo
(c) (d)

Fig. 4.7. X'(w), X" (w) and G”(w) for the harmonic oscillator ) = 0.4. The two

plots of G~ (w) are for different values of Shwo, namely in (c) Bhwo = 0.1 and in
(d) Bhwo = 1.0
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*4.8 Symmetry Properties

4.8.1 General Symmetry Relations

In the two previous figures we have seen that x'(w) is symmetric and x”(w)
antisymmetric, and that in G~ (w) the Stokes line is stronger than the anti-
Stokes line. We will now undertake a general investigation of the conditions
under which these symmetry properties hold. The symmetry properties that
will be discussed here are either of a purely mathematical nature and a direct
consequence of the definitions and of the usual properties of commutators
together with the dispersion relations and the relationships (4.2.14a,b), or
they are of a physical nature and follow from the symmetry properties of the
Hamiltonian, such as translational invariance, rotational invariance, inversion
symmetry, or time-reversal invariance. It follows from (4.6.1b) and (4.2.14b)
that

1 w 1 - w w
Khn(o) = 5 Gl [1= ) = L PG, [L - ™)
(4.8.1a)
and a further comparison with (4.6.1b) yields:
Xap(—w) = —Xpa(w) . (4.8.1b)

This relation also follows from the antisymmetry of the commutator; see
(4.8.12D).

>
When B = AT, the correlation functions G5 ,; (w) are real.

Proof:

*

G2 (W) = / dt (A1) AT(0))| = / dt o= A(0) AT(1))
= /dte_i‘”t<A(—t)AT(O)>= /dtei“’t<A(t)AT(0)>
= GZAT(U)) .

(4.8.2)

For B = AT, then x/, ,:(w) and x4 ;;(w) are also real and thus yield the
decomposition of x4 4+ into real and imaginary parts:

Im xaat = Xaat > Rexaar =Xaar - (4.8.3)

These properties are satisfied by the density—density correlation function.
The definitions of density correlation and density-response functions read:
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S(k,w) = / dte“tS(k, t) = / dt Pz e 0x=Dg(x 1) | (4.8.4a)
where
S(x,t) = (p(x,t)p(0,0)) (4.8.4Db)

denotes the correlation of the density operator (4.1.27). It follows with
(4.1.28) that

$0¢,1) = (pe(t)p—x(0)) (4.8.40)

The susceptibility or response function is defined correspondingly through
x(k,w) or

X', w) = / At ) (pult),p-(0)) (4.8.5)

The relationship between the density correlation function and Secon(k,w)
reads:

Sk,w) = j‘\/{QTrhScoh(k,w) . (4.8.6)

Further symmetry properties result in the presence of space inversion sym-
metry. Since we then have x”(—k,w) = x”(k,w), it follows from (4.8.1b)
that

X'k, —w) = —x"(kw) . (4.8.7a)

Thus x” is an odd function of w and, due to (4.8.3), is also real. Correspond-
ingly, x/(k,w) is even:

X' (k,—w) = x'(k,w) . (4.8.7b)

This can be seen by means of the dispersion relation, since

oo o0

Vo) =p [Ny [ )

T wHw T WHw
OO(1/ I/k !
:P/ X E ) kw) | (4.8.8)
T W —w

For systems with inversion symmetry the density susceptibility can, according
to (4.6.1a) and (4.2.14a), be represented in the form
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1
X' (k,w) =

o (S0w) = Sk, ~w) . (4.8.9)

Inserting this into the dispersion relation, one finds

17 1 1
"(k,w) = P [ dv'S(k,o' -
X (k) 2hm / wS( ’w)[w’—w —w —w
= (4.8.10)
1 W'S(k,w')
= fzﬂ'P / dw' A
From this one obtains the asymptotic behavior
| L[Sk
lim X' (k,w) = hﬂ'P / dw' o (4.8.11a)
1 o0
lim w?x/(k,w) = — / dw'w'S(k,w') . (4.8.11D)
w—00 T

4.8.2 Symmetry Properties of the Response Function
for Hermitian Operators

4.8.2.1 Hermitian Operators

Examples of hermitian operators are the density p(x,t) and the momentum
density P(x,t). For arbitrary, and in particular also for hermitian, operators
A and B, one has the following symmetry relations:

Xap(t—1t) = —Xgalt' — 1) (4.8.12a)

XapWw) = —Xgal-w) - (4.8.12b)

This follows from the antisymmetry of the commutator. The relation for
the Fourier transform is identical to (4.8.1b). Likewise, from the definition
(4.5.1a), one can conclude directly

Xap(t—t)" = —xAp(t—1) (4.8.13a)

ie., x4p(t —t') is imaginary (the commutator of two hermitian operators is
antihermitian) and
*

XapWw)" = —XAp(-w) - (4.8.13b)
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Taken together, (4.8.12) and (4.8.13) yield:

Xap(t—t)" = +xpalt’ —1) (4.8.14a)
and

XapWw)* = xpalw) . (4.8.14b)

Remark: For both the correlation function and the susceptibility, the trans-
lational invariance implies

> > '

Gfx(x)B(x/) =Ghp(x—x,...) (4.8.15a)
and the rotational invariance
> >
Gimsae) = Gap(x—x[,...) . (4.8.15b)

It thus follows from (4.8.14b) for systems with spatial translational and ro-
tational invariance that

XZ!(X)A(X/)(W) = xXha(lx —x'|,w) (4.8.16)

is real and antisymmetric in w.
For different operators, it is the behavior under the time-reversal transfor-
mation that determines whether or not x”’ is real.

4.8.2.2 Time Reversal, Spatial and Temporal Translations

Time-reversal invariance

Under the time-reversal operation (Sect. 11.4.2.3), an operator A(x, ) trans-
forms as follows:

A(x,t) — A'(x,t) = TAx, )T ! = eaA(x, —1) . (4.8.17)
€4 is known as the signature and can take the following values:
ea = 1 (e.g., for position and for electric field)
ea = —1 (e.g., for velocity, angular momentum, and magnetic field).

For the expectation value of an operator B one finds
(a| Bla) = (TBa|Ta) = (TBT 'To|Ta)
= (Ta|(TBT Y |Ta) . (4.8.18a)
Making use of (4.8.17), one obtains
(T[A(x, 1), B(x',t)|T ) = eqep|A(x, —t), B(x', —t")]

= —excplA(x, —t), B(x',—t')] . (4.8.18b)
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For time-reversal-invariant Hamiltonians, this yields:
1 / 1 !/
Xap(t —t") = —eaepxap(t’ —1) (4.8.19a)
and
XZ&B(W) = _GAGBXZxB(_w) = GAGBX%A(W) . (4.8.19b)

When €4 = €p, then x/} 5(w) is symmetric under exchange of A and B, odd
in w, and real. When e4 = —ep, then x’j5(w) is antisymmetric under the
exchange of A and B, even in w, and imaginary. If a magnetic field is present,
then its direction is reversed under a time-reversal transformation

Xap(w;B) = eaepxpa(w; —B)
= —eaepXip(—w; —B). (4.8.20)
Finally, we remark that, from (4.8.13b) and (4.5.3),
Xap(Ww) = xap(-w). (4.8.21)

This relation guarantees that the response (4.3.14) is real.

Translational invariance of the correlation function

fxtx, 1) = (Ax, 1) B(x',t'))
(T ' TaA(x, )Ty ' Ta B(x', )T ' Ta)

(Ty'A(x+a,t)B(x' +a,t')Ta) .

If the density matrix p commutes with Ty, i.e., [Ta, p] = 0, then, due to the
cyclic invariance of the trace, it follows that

(A(x,t)B(x,t')) = (A(x +a, ) B(x' +a,t')) (4.8.22)
= f(x—x,t;0,t") |

where in the last step we have set a = —x’. Thus, spatial and temporal
translational invariance together yield:

fxtux ) = fx—xt-t). (4.8.23)

Rotational invariance

A system can be translationally invariant without being rotationally invari-
ant. When rotational invariance holds, then (for any rotation matrix R)

fx—xt—t)=f(Rx—x),t—t)=f(lx—x|,t =), (4.8.24)

independent of the direction.
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Fourier transformation for translationally invariant systems yields:
flk, t; K ) = /d3x APl e TN p(x X!t
/d3 d3 / —ikx—ik'x’ f(X o X/ t— t/)
Substituting y = x — x’ leads to

ktk/ / /dgl/dgyc ik(y+x')— 1k’xf( t—t)
= (2m)36®) (k + K) f(k, t — ')
If rotational invariance holds, then

flk,t —t") = f(k|,t —t') . (4.8.25)

4.8.2.3 The Classical Limit

We have already seen (Egs. (4.6.3),(4.6.4)) that, in the classical limit (fiw <
kT):
" Pw >
Xapw) = 5 Gip(w) and (4.8.26a)
xaB(0) =BGzt =0) . (4.8.26b)
From the time-reversal relation for x’j z(w), Eq. (4.8.19b), it follows that

Gip(—w) =eacsGhpw) - (4.8.27)

When €4 = ep, then G 5(w) is symmetric in w, real, and symmetric upon
interchange of A and B. (The latter follows from the fluctuation—dissipation
theorem and from the symmetry of x4 5(w)). When €4 = —ep, then G55 is
odd in w, antisymmetric upon interchange of A and B, and imaginary.

For €4 = ep, equation (4.8.26a) is equivalent to

Im xap(w)="_ Gipw) . (4.8.28)

The half-range Fourier transform of G75(t), i.e. the Fourier transform of
O(t)G7 5 (t) satisfies in the classical limit
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/ dt 'G5 (1)
d s
:/0 dt 1wt/ 2(’;- —1w tGiB(w/)

e ; dw’ ie@ t 1% g ,
_ dt iwt —iw tG>
/_OO ¢ /_OO 2 w” +ie/_0027re ap@)
[ )

2m w —w — i€
__iz2 r Xap(W')
27 3 W (w —w —ie)
1 1
— 1.1
N wﬁ/ S Xap ( ! w’—w—ie) —w — i€
= 5w (xaB(0) = xaB(W)) . (4.8.29)

4.8.2.4 Kubo Relaxation Function

The Kubo relaxation function is particularly useful for the description of the
relaxation of the deviation 6(A(t)) after the external force has been switched
off (see SM, Appendix H).

The Kubo relaxation function of two operators A and B is defined by

ban(t) = / dt’ ( B(0)]ye™ "' (4.8.30)
and its half-range Fourier transform is given by

oanw) = [ dte oan(t). (151
It is related to the dynamical susceptibility via

pap(t =0) = xap(w=0) (4.8.32a)
and

ban) = | (xan() - xan(0). (4.8.320)

The first relation follows from a comparison of (4.3.12) with (4.8.31) and the
second from a short calculation (Problem 4.6). Equation (4.8.29) thus implies
that, in the classical limit,

pap(w) = BGHp (W) . (4.8.33)
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4.9 Sum Rules

4.9.1 General Structure of Sum Rules

We start from the definitions (4.5.1a,b)

S0 5O = [ Fetna) (19.1)

™

and differentiate this n times with respect to time:

;qi;A(t),B(O)D = / d:(—iw)ne—ithgB(w) ,

Repeated substitution of the Heisenberg equation yields, for ¢ = 0,

/ d:w"x'};B(w) = i;: < [CZZA(tm_O’ B(O)]>

1
= hn+1<[[...[A,Ho],-~ ,Ho],B}>-

(4.9.2)

The right-hand side contains an n-fold commutator of A with Hy. If these
commutators lead to simple expressions, then (4.9.2) provides information
about moments of the dissipative part of the susceptibility. Such relations
are known as sum rules.

The f-sum rule: An important example is the fsum rule for the density—
density susceptibility, which, with the help of (4.8.9), can be represented
as a sum rule for the correlation function

[ onexicw) = [ 38 wS(kw) = o), o)

The commutator on the right-hand side can be calculated with px = ik - jk,
which yields, for purely coordinate-dependent potentials, the standard form
of the fsum rule

dw w k2
/ Y Sw) =, 0, (4.9.3)

where n = ]‘\/’ is the particle number density.

There are also sum rules that result from the fact that, in many cases,'?
in the limit k — 0 and w — 0 the dynamical susceptibility must transform
into a susceptibility known from equilibrium statistical mechanics.
Compressibility sum rule: As an example, we will use (4.8.11a) to give the
compressibility sum rule for the density response function:

12 P.C. Kwok and T.D. Schultz, J. Phys. C2, 1196 (1969)
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) dw1S(k,w) any\
I?L%P/ﬂ'h " —n(aP)T—nnT . (4.9.4)

Here we have made use of the relationship

) 1 (0N _ N[OV
voo= (% AV .

o (), ()
OP )1 n OP)p N’
3

which derives from (4.8.26b) and from thermodynamics®?.
The static form factor is defined by

S(k) = (pxp—x) - (4.9.5)

This determines the elastic scattering and is related to S(k,w) via

/ ;ijsaw) — S(k) . (4.9.6)

The static form factor S(k) can be deduced from x-ray scattering.

Equations (4.9.3), (4.9.4), and (4.9.6) provide us with three sum rules
for the density correlation function. The sum rules give precise relationships
between S(k, w) and static quantities. When these static quantities are known
from theory or experiment and one has some idea of the form of S(k,w), it
is then possible to use the sum rules to determine the parameters involved in
S(k,w). We shall elucidate this for the example of excitations in superfluid
helium.

4.9.2 Application to the Excitations in He 11

We approximate S(q,w) by an infinitely sharp density resonance (phonon,
roton) and assume T = 0 so that only the Stokes component is present:

S(q,w) = Zgd(w — €q/h) . (4.9.7)
Inserting this into the fsum rule (4.9.3) and the form factor (4.9.6) yields:

h2ng?
= 4.9.8
The fsum rule (4.9.3) and compressibility sum rule (4.9.4) give, in the limit

q— 0,

13 See, e.g., L.D. Landau and E.M. Lifschitz, Course of Theoretical Physics, Vol.
5. Statistical Physics 3rd edn. Part 1, E.M. Lifshitz, L.P. Pitajevski, Pergamon,
Oxford, 1980; F. Schwabl, Statistical Mechanics, Springer, Berlin Heidelberg,
2002, Eq. (3.2.10)
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eq=hqu=h\/ ! (3P ) ¢ Za=""" s =" (199
T

m \ On msr 2msr

where we have introduced the isothermal sound velocity s = \/ (gi )T /m.
The relationship (4.9.8) between the energy of the excitations and the static
form factor was first derived by Feynman'*. Figure 4.8 shows experimental
results for these two quantities. For small g, it is seen that S(q) increases
linearly with ¢, yielding the linear dispersion relation in the phonon regime.
The maximum of S(q) at ¢ ~ 28" leads to the roton minimum.

€q (K] S(a) A
15 15
10 Lo |
5 0.5 |
0 1 2 gA™! 0 2 4 gA™*
(a) (b)

Fig. 4.8. (a) The excitations of He IT at low temperatures: (i) under vapor pressure,
(i) at 25.3 atm. (b) The static form factor '°

Problems

4.1 Confirm the validity of Eq. (4.7.21) by adding an external magnetic field H (x, t)
to the diffusion equation (4.7.20).

4.2 For the classical damped harmonic oscillator

RS Yoy
a2 T e T - "

determine the following functions: x(w), x'(w) x”(w), and G~ (w).

Hint: Solve the equation of motion in Fourier space and determine the dynamical

susceptibility from x(w) = Z?E:;

!4 R. Feynman, Phys. Rev. B 94, 262 (1954)
5 D.G. Henshaw, Phys. Rev. 119, 9 (1960); D.G. Henshaw and A.D.B. Woods,
Phys. Rev. 121, 1266 (1961)
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4.3 Prove the f-sum rule,
dw [ dw K
/27wa (k,w) —/27Thw5(k7w)— om™

for the density—density correlation function.
Hint: Calculate ., ([px, p—k])-

4.4 Show, for B = AT, that G5 5(w), G55(w), Xas(w), and x4z (w) are real.

4.5 Show that the coherent neutron scattering cross-section for harmonic phonons,
Eqgs. (4.1.29) and (4.7.1) fI., can be written as

aw 1 i e [T dt it (leun (¢)kum (0)
Seon(kw) =™ | e H(@n—am / i€ elun (Mkum ()4 9 10)
—oo

with the Debye-Waller factor

2
e = o~ (Geun(0))?) (4.9.11)
Expand the last exponential function in Sy, (k,w) as a Taylor series. The zeroth-
order term corresponds to elastic scattering, the first-order term to one-phonon
scattering, and the higher-order terms to multiphonon scattering.

4.6 Derive the relation (4.8.32b) by suitable partial integration, and using ¢ag(t =
o00) = 0.
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Relativistic Wave Equations



5. Relativistic Wave Equations
and their Derivation

5.1 Introduction

Quantum theory is based on the following axioms!:

1. The state of a system is described by a state vector |¢) in a linear space.
2. The observables are represented by hermitian operators A..., and func-
tions of observables by the corresponding functions of the operators.

3. The mean (expectation) value of an observable in the state |1} is given

by (A) = (] A [1).
4. The time evolution is determined by the Schrodinger equation involving
the Hamiltonian H

A 210)

o = HI) . (5.1.1)

5. If, in a measurement of the observable A, the value a,, is found, then the
original state changes to the corresponding eigenstate |[n) of A.

We consider the Schrédinger equation for a free particle in the coordinate
representation

0 h?
(;f = —2mV2¢ : (5.1.2)

ik
It is evident from the differing orders of the time and the space derivatives
that this equation is not Lorentz covariant, i.e., that it changes its structure
under a transition from one inertial system to another.

Efforts to formulate a relativistic quantum mechanics began with at-
tempts to use the correspondence principle in order to derive a relativis-
tic wave equation intended to replace the Schrodinger equation. The first
such equation was due to Schrodinger (1926)%, Gordon (1926)2, and Klein
(1927)*. This scalar wave equation of second order, which is now known as
the Klein—-Gordon equation, was initially dismissed, since it led to negative

1 See QM I, Sect. 8.3.

2 E. Schrédinger, Ann. Physik 81, 109 (1926)
3 W. Gordon, Z. Physik 40, 117 (1926)

4 0. Klein, Z. Physik 41, 407 (1927)
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probability densities. The year 1928 saw the publication of the Dirac equa-
tion®. This equation pertains to particles with spin 1/2 and is able to de-
scribe many of the single-particle properties of fermions. The Dirac equation,
like the Klein—Gordon equation, possesses solutions with negative energy,
which, in the framework of wave mechanics, leads to difficulties (see below).
To prevent transitions of an electron into lower lying states of negative en-
ergy, in 1930% Dirac postulated that the states of negative energy should
all be occupied. Missing particles in these otherwise occupied states repre-
sent particles with opposite charge (antiparticles). This necessarily leads to
a many-particle theory, or to a quantum field theory. By reinterpreting the
Klein-Gordon equation as the basis of a field theory, Pauli and Weisskopf”
showed that this could describe mesons with spin zero, e.g., m mesons. The
field theories based upon the Dirac and Klein—Gordon equations correspond
to the Maxwell equations for the electromagnetic field, and the d’Alembert
equation for the four-potential.

The Schrodinger equation, as well as the other axioms of quantum theory,
remain unchanged. Only the Hamiltonian is changed and now represents a
quantized field. The elementary particles are excitations of the fields (mesons,
electrons, photons, etc.).

It will be instructive to now follow the historical development rather than
begin immediately with quantum field theory. For one thing, it is concep-
tually easier to investigate the properties of the Dirac equation in its inter-
pretation as a single-particle wave equation. Furthermore, it is exactly these
single-particle solutions that are needed as basis states for expanding the field
operators. At low energies one can neglect decay processes and thus, here, the
quantum field theory gives the same physical predictions as the elementary
single-particle theory.

5.2 The Klein—Gordon Equation

5.2.1 Derivation by Means of the Correspondence Principle

In order to derive relativistic wave equations, we first recall the correspon-
dence principle®. When classical quantities were replaced by the operators

energy E —ih 8815

and

® P.A.M. Dirac, Proc. Roy. Soc. (London) A117, 610 (1928); ibid. A118, 351
(1928)

6 P.A.M. Dirac, Proc. Roy. Soc. (London) A126, 360 (1930)

" W. Pauli and V. Weisskopf, Helv. Phys. Acta 7, 709 (1934)

8 See, e.g., QM I, Sect. 2.5.1
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R
momentum p— iV , (5.2.1)

we obtained from the nonrelativistic energy of a free particle

2

p
E = 5.2.2
2m’ ( )

the free time-dependent Schrdidinger equation

h2v?
2m

.0
1hatw = Y. (5.2.3)
This equation is obviously not Lorentz covariant due to the different orders
of the time and space derivatives.

We now recall some relevant features of the special theory of relativity.”?
We will use the following conventions: The components of the space—time
four-vectors will be denoted by Greek indices, and the components of spa-
tial three-vectors by Latin indices or the cartesian coordinates x, y, z. In
addition, we will use Einstein’s summation convention: Greek indices that
appear twice, one contravariant and one covariant, are summed over, the
same applying to corresponding Latin indices.

Starting from 2 (s) = (ct, x), the contravariant four-vector representation
of the world line as a function of the proper time s, one obtains the four-
velocity @#(s). The differential of the proper time is related to dz° via ds =
V1= (v/c)?dx®, where

v = c(dx/dz") (5.2.4a)

is the velocity. For the four-momentum this yields:

P =, _1@/6)2 (;jv) _ four-momentum — (Ep/ ) |
(5.2.4b)

In the last expression we have used the fact that, according to relativistic
dynamics, p° = mc/ \/ 1 — (v/c)? represents the kinetic energy of the particle.
Therefore, according to the special theory of relativity, the energy E and the
momentum p,, py, p. transform as the components of a contravariant four-
vector

E
P = (00" 0" p°) = (c ,pz,py,pz> : (5.2.5a)

9 The most important properties of the Lorentz group will be summarized in Sect.
6.1.
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The metric tensor

10 0 O
0-10 0
9w =100 -1 0 (5.2.6)
00 0 -1
yields the covariant components
E
Pu ZQWPU = (67_p> . (525b)

According to Eq. (5.2.4b), the invariant scalar product of the four-
momentum is given by

2
E 2 2.2

pup' = , —p =m7c, (5.2.7)

c2

with the rest mass m and the velocity of light c.
From the energy—momentum relation following from (5.2.7),

E = \/p2c® + m2ct (5.2.8)

one would, according to the correspondence principle (5.2.1), initially arrive
at the following wave equation:

ih5t¢ = V-h22V? + m2ct 1 . (5.2.9)

An obvious difficulty with this equation lies in the square root of the spatial
derivative; its Taylor expansion leads to infinitely high derivatives. Time and
space do not occur symmetrically.

Instead, we start from the squared relation:

E? = p?c? + m2c? (5.2.10)
and obtain
62

—h? a2 = (=h2AV2 + m2ch)ep (5.2.11)

This equation can be written in the even more compact and clearly Lorentz-
covariant form

(auaﬂ + (”;LC)Q) b =0. (5.2.11")

Here z* is the space—time position vector

ot = (2° = et, x)
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and the covariant vector

8:8

oxH

is the four-dimensional generalization of the gradient vector. As is known
from electrodynamics, the d’Alembert operator O = 9,0 is invariant under
Lorentz transformations. Also appearing here is the Compton wavelength
h/mc of a particle with mass m. Equation (5.2.11") is known as the Klein—
Gordon equation. It was originally introduced and studied by Schrédinger,
and by Gordon and Klein.

We will now investigate the most important properties of the Klein—
Gordon equation.

5.2.2 The Continuity Equation
To derive a continuity equation one takes ¢* times (5.2.11')
2
¥ <8#8“ + (";LC) ) =0
and subtracts the complex conjugate of this equation
2
" (aﬂau (";C) > =0,
This yields
Y* 0,0 — 0, 0"Y* =0
Ou (™0 ) —po'p™) = 0.

Multiplying by 2:; .» so that the current density is equal to that in the non-
relativistic case, one obtains

o Comes (5750 =00 ) )+ 9 g 0790 = 00w =0,

2mc?

ot ot ot mi
(5.2.12)

This has the form of a continuity equation

p+divij=0, (5.2.12")
with density

_in L OV o™

P= ome2 <¢ ot —v ot ) (52.13a)
and current density

. h * *

j= (W*V — V™) . (5.2.13b)

2mi
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Here, p is not positive definite and thus cannot be directly interpreted as a
probability density, although ep(x,t) can possibly be conceived as the corre-
sponding charge density. The Klein—Gordon equation is a second-order dif-
ferential equation in ¢ and thus the initial values of ¢ and %f can be chosen
independently, so that p as a function of x can be both positive and negative.

5.2.3 Free Solutions of the Klein—Gordon Equation

Equation (5.2.11) is known as the free Klein-Gordon equation in order to
distinguish it from generalizations that additionally contain external poten-
tials or electromagnetic fields (see Sect. 5.3.5). There are two free solutions
in the form of plane waves:

U(x,t) = el (Bt-Px)/h (5.2.14)
with
E = +/p2c2 + m2ct .

Both positive and negative energies occur here and the energy is not bounded
from below. This scalar theory does not contain spin and could only describe
particles with zero spin.

Hence, the Klein—Gordon equation was rejected initially because the pri-
mary aim was a theory for the electron. Dirac® had instead introduced a first-
order differential equation with positive density, as already mentioned at the
beginning of this chapter. It will later emerge that this, too, has solutions
with negative energies. The unoccupied states of negative energy describe an-
tiparticles. As a quantized field theory, the Klein—-Gordon equation describes
mesons’. The hermitian scalar Klein-Gordon field describes neutral mesons
with spin 0. The nonhermitian pseudoscalar Klein—Gordon field describes
charged mesons with spin 0 and their antiparticles.

We shall therefore proceed by constructing a wave equation for spin-1/2
fermions and only return to the Klein—Gordon equation in connection with
motion in a Coulomb potential (7~ -mesons).

5.3 Dirac Equation

5.3.1 Derivation of the Dirac Equation

We will now attempt to find a wave equation of the form

ihaw =

o (hicakak + ﬁmc2> b =Hy. (5.3.1)

Spatial components will be denoted by Latin indices, where repeated in-
2
dices are to be summed over. The second derivative gﬁ in the Klein—Gordon
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equation leads to a density p = (¢* 5,9 — c.c.). In order that the density be
positive, we postulate a differential equation of first order. The requirement
of relativistic covariance demands that the spatial derivatives may only be of
first order, too. The Dirac Hamiltonian H is linear in the momentum operator
and in the rest energy. The coefficients in (5.3.1) cannot simply be numbers:
if they were, the equation would not even be form invariant (having the same
coefficients) with respect to spatial rotations. a® and  must be hermitian
matrices in order for H to be hermitian, which is in turn necessary for a
positive, conserved probability density to exist. Thus o and § are N x N
matrices and

V1

P = : an N-component column vector .
YN
We shall impose the following requirements on equation (5.3.1):

(i) The components of 1 must satisfy the Klein—-Gordon equation so that
plane waves fulfil the relativistic energy—momentum relation E? = p2c?+
m2ct,

(ii) There exists a conserved four-current whose zeroth component is a pos-
itive density.

(iii) The equation must be Lorentz covariant. This means that it has the
same form in all reference frames that are connencted by a Poincaré
transformation.

The resulting equation (5.3.1) is named, after its discoverer, the Dirac equa-
tion. We must now look at the consequences that arise from the conditions
(i)—(iii). Let us first consider condition (i). The two-fold application of H
yields

_h238t2 - 2 QZ aoﬂ—i—oﬂ )337¢
hme? i i 2,2 4
+ > ('8 + Ba’) b + B7mctep . (5.3.2)
i=1

Here, we have made use of 0;0; = 0;0; to symmetrize the first term on the
right-hand side. Comparison with the Klein—-Gordon equation (5.2.11") leads
to the three conditions

oo +alat =269 1, (5.3.3a)

a'f+pat =0, (5.3.3b)

T=pr=1. (5.3.3¢)
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5.3.2 The Continuity Equation

The row vectors adjoint to ¢ are defined by

Ph =5, UN) -
Multiplying the Dirac equation from the left by T, we obtain

ihw*%f = h.CWaiaiw +mepT i .
i
The complex conjugate relation reads:
T .
—iha(;i % =— hic (0:07) &M +meT g

The difference of these two equations yields:
imc?

0
ot

(5.3.4a)

(5.3.4b)

(v19) = e (9" o'y + vla'aw) + 7 (Wsly —visy) .

(5.3.5)

In order for this to take the form of a continuity equation, the matrices «

and § must be hermitian, i.e.,
ot =o', f=p.
Then the density

N
p=iy = viv,

a=1

and the current density
it = eplary

satisfy the continuity equation

g W +divj=0.
With the zeroth component of j#,
i"=cp,
we may define a four-current-density
3" =%4"
and write the continuity equation in the form

(5.3.6)

(5.3.7a)

(5.3.7b)

(5.3.8)

(5.3.9)

(5.3.9)

(5.3.10)

The density defined in (5.3.7a) is positive definite and, within the framework
of the single particle theory, can be given the preliminary interpretation of a

probability density.
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5.3.3 Properties of the Dirac Matrices

The matrices o, 3 anticommute and their square is equal to 1; see Eq.
(5.3.3a—<). From (a*)? = g2 = 1, it follows that the matrices o* and j
possess only the eigenvalues +1.

We may now write (5.3.3b) in the form

of = —pap .
Using the cyclic invariance of the trace, we obtain
Trab = —TrBa*B = —Trafp% = —Tra® .

From this, and from an equivalent calculation for 3, one obtains
Tra* =Trp=0. (5.3.11)

Hence, the number of positive and negative eigenvalues must be equal and,
therefore, IV is even. N = 2 is not sufficient since the 2 x 2 matrices
1, 04, 0y, 0, contain only 3 mutually anticommuting matrices. N = 4 is the
smallest dimension in which it is possible to realize the algebraic structure
(5.3.3a—c).

A particular representation of the matrices is

of = ((SZ 0(';) . B= (1(1)_](1)) , (5.3.12)

where the 4 x 4 matrices are constructed from the Pauli matrices

1 (01 2 (0-i 3 (10
O'—<10>, a—<i O)’ o =1{09_1 (5.3.13)

and the two-dimensional unit matrix. It is easy to see that the matrices
(5.3.12) satisfy the conditions (5.3.3a—c):

i i O—O'i 0 O'i -

The Dirac equation (5.3.1), in combination with the matrices (5.3.12), is re-
ferred to as the “standard representation” of the Dirac equation. One calls 1
a four-spinor or spinor for short (or sometimes a bispinor, in particular when
1 is represented by two two-component spinors). 1 is called the hermitian
adjoint spinor. It will be shown in Sect. 6.2.1 that under Lorentz transfor-
mations spinors possess specific transformation properties.

5.3.4 The Dirac Equation in Covariant Form

In order to ensure that time and space derivatives are multiplied by matrices
with similar algebraic properties, we multiply the Dirac equation (5.3.1) by
B3/c to obtain
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—ihBdoh — ihBat i +mey =0 . (5.3.14)
We now define new Dirac matrices

=8
= Ba (5.3.15)
v = pa’ .

These possess the following properties:

k

7 is hermitian and (7°)? = 1. However, v* is antihermitian.

(v¥)F = —* and (v%)? = 1.
Proof:
;
() = a8 = o = —*

(”yk)2 = BaF o = —1..
These relations, together with
YOvF + 480 = BBak 4 Bak B3 =0 and
Vil f Atk = BaFBal 4+ palBak =0 for k #1
lead to the fundamental algebraic structure of the Dirac matrices
ARV Yyt = 2k (5.3.16)
The Dirac equation (5.3.14) now assumes the form

(—17“8,, + ”;;c) b=0. (5.3.17)

It will be convenient to use the shorthand notation originally introduced by
Feynman:

p=v-v=r, =0t =40 —qv. (5.3.18)

Here, v* stands for any vector. The Feynman slash implies scalar multiplica-
tion by 7,. In the fourth term we have introduced the covariant components
of the v matrices

Y = G - (5.3.19)
In this notation the Dirac equation may be written in the compact form
(-ig+ ”;;c) b=0. (5.3.20)

Finally, we also give the v matrices in the particular representation (5.3.12).
From (5.3.12) and (5.3.15) it follows that
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0 __ 1 0 i OO’i
7—(0_]1 =g (5.3.21)

Remark. A representation of the - matrices that is equivalent to (5.3.21) and
which also satisfies the algebraic relations (5.3.16) is obtained by replacing

v — MyM ™',

where M is an arbitrary nonsingular matrix. Other frequently encountered repre-
sentations are the Majorana representation and the chiral representation (see Sect.
11.3, Remark (ii) and Eq. (11.6.12a—c)).

5.3.5 Nonrelativistic Limit
and Coupling to the Electromagnetic Field

5.3.5.1 Particles at Rest

The form (5.3.1) is a particularly suitable starting point when dealing with
the nonrelativistic limit. We first consider a free particle at rest, i.e., with
wave vector k = 0. The spatial derivatives in the Dirac equation then vanish
and the equation then simplifies to

0
ih v = Bmc*y . (5.3.17)
ot
This equation possesses the following four solutions
1 0
+ _imc2 0 + _imc2 1
1/’5 ) =e ot 0 ’ é ) =e ot 0 ’
0 0
(5.3.22)
0 0
— iafnc2 O — iafnc2 O
O e [ O] g — e[ 0
0 1

The wiﬂ, ¢§+) and ¢§_), wé_) correspond to positive- and negative-energy
solutions, respectively. The interpretation of the negative-energy solutions
must be postponed until later. For the moment we will confine ourselves to
the positive-energy solutions.

5.3.5.2 Coupling to the Electromagnetic Field

We shall immediately proceed one step further and consider the coupling to
an electromagnetic field, which will allow us to derive the Pauli equation.
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In analogy with the nonrelativistic theory, the canonical momentum p is
replaced by the kinetic momentum (p — iA), and the rest energy in the
Dirac Hamiltonian is augmented by the scalar electrical potential e®,

0
ih (;f = (ca . (p — iA) + fme* + 645) P . (5.3.23)
Here, e is the charge of the particle, i.e., e = —eg for the electron. At the end

of this section we will arrive at (5.3.23), starting from (5.3.17).

5.3.5.3 Nonrelativistic Limit. The Pauli Equation

In order to discuss the nonrelativistic limit, we use the explicit representation
(5.3.12) of the Dirac matrices and decompose the four-spinors into two two-
component column vectors ¢ and x

= (w) , (5.3.24)

X
with
ihaat (g) = c(Z :z) + ed <:§) + me? <_¢>~<> , (5.3.25)
where
T=p-— EA (5.3.26)

is the operator of the kinetic momentum.
In the nonrelativistic limit, the rest energy mc” is the largest energy
involved. Thus, to find solutions with positive energy, we write

(i) = e—‘r%‘:2t(i> , (5.3.27)

where (i) are considered to vary slowly with time and satisfy the equation

in? (‘p> = c<‘7 ' "X) —|—e¢<<p) - 2ch<0> . (5.3.25')
ot \ x g-TY X X

In the second equation, hyx and e®x may be neglected in comparison to
2mc?y, and the latter then solved approximately as

2

g-T

. (5.3.28)

From this one sees that, in the nonrelativistic limit, x is a factor of order
~ v/c smaller than . One thus refers to ¢ as the large, and x as the small,
component of the spinor.
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Inserting (5.3.28) into the first of the two equations (5.3.25") yields

171?9(5 = <2jn (o -m)(o )+ e@) ®. (5.3.29)

To proceed further we use the identity
oc-ac-b=a-b+ic-(axb),

which follows from'®1! ¢igd = §;; + ie’*o*, which in turn yields:
. eh
o-mo-wt=n'tic-txwt=7"- o-B.
c

Here, we have used!?

(m x m)'p = —ih (

he .
: ijk Ak s
i e (8JA)<,0—1

e) eI (0, A% — AF0;) ¢

Cc

h .
eBZ(p
c

with B* = EijkajAk. This rearrangement can also be very easily carried out by
application of the expression

VXxAp+AXxVe=VxAp—-VexA=(VXxAyp.

We thus finally obtain

2

ih?;: - [ ! (p - iA) - ;ZCU B+ed|p. (5.3.29)
This result is identical to the Pauli equation for the Pauli spinor ¢, as is known
from nonrelativistic quantum mechanics'®. The two components of ¢ describe
the spin of the electron. In addition, one automatically obtains the correct
gyromagnetic ratio g = 2 for the electron. In order to see this, we simply
need to repeat the steps familiar to us from nonrelativistic wave mechanics.
We assume a homogeneous magnetic field B that can be represented by the
vector potential A:

10 Here, £¥* is the totally antisymmetric tensor of third rank

3 1 for even permutations of (123)
g% = { —1 for odd permutations of (123)
0 otherwise

1 QM I, Eq.(9.18a)

12 Vectors such as E, B and vector products that are only defined as three-vectors
are always written in component form with upper indices; likewise the & tensor.
Here, too, we sum over repeated indices.

13 GQee, e.g., QM I, Chap. 9.
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1
B=culA, A= Bxx. (5.3.30a)

Introducing the orbital angular momentum L and the spin S as
1
L=xxp, Szzha, (5.3.30b)

then, for (5.3.30a), it follows!*1® that

. Op p’ e e
h .~ = — L+2S)-B A Loy . 5.3.31
ot (Zm 2me (L+28)-B+ 2mc? TP ( )

The eigenvalues of the projection of the spin operator Sé onto an arbitrary
unit vector € are £//2. According to (5.3.31), the interaction with the elec-
tromagnetic field is of the form

2

€
Hy=-—p-B A? 4 ed 5.3.32
¢ poB+ 2mc? te ( )

in which the magnetic moment

B = Horbit + iu’spin = (L + 28) (5333)

2me
is a combination of orbital and spin contributions. The spin moment is of
magnitude

e

oin = S 5.3.34
IJ’bpm ngC ’ ( )

with the gyromagnetic ratio (or Landé factor)
g=2. (5.3.35)

For the electron, ,¢ = —"” can be expressed in terms of the Bohr magneton

pp = S0 =0.927 x 10" Perg/G.
We are now in a position to justify the approximations made in this
section. The solution ¢ of (5.3.31) has a time behavior that is character-

2
ized by the Larmor frequency or, for e® = _fe“, by the Rydberg energy
(Ry o< mc?a?, with the fine structure constant o = e3/he). For the hydrogen
and other nonrelativistic atoms (small atomic numbers Z), mc? is very much
larger than either of these two energies, thus justifying for such atoms the
approximation introduced previously in the equation of motion for y.

4 See, e.g., QM I, Chap. 9.
15 One finds —p~A—A~p:—2A~p:—2§ Bxx)-p=—(xxp)-B=-L-B,
since (p-A) =" (V-A)=0.
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5.3.5.4 Supplement Concerning Coupling
to an Electromagnetic Field

We wish now to use a different approach to derive the Dirac equation in
an external field and, to facilitate this, we begin with a few remarks on
relativistic notation. The momentum operator in covariant and contravariant
form reads:

pp =ih0, and p" =iho" . (5.3.36)
Here, 0, = agu and " = 8966u' For the time and space components, this
implies

0 0 h 0
0 . 1 .
= po = ik =—p =1ih = ) 5.3.37
P=po=ihy . P pr=iy =g ( )

The coupling to the electromagnetic field is achieved by making the replace-
ment
e
Py — Pp — cA“ ; (5.3.38)

where A* = (&, A) is the four-potential. The structure which arises here is
well known from electrodynamics and, since its generalization to other gauge
theories, is termed minimal coupling.

This implies

ih. —ih, - A, (5.3.39)

which explicitly written in components reads:

0 0
171(9t—>1hat—e§13

(5.3.39)
h 0 h O eAl_hﬁ_eAi'

. ,L-_>. l 1 T . 'L
iox idx c i0x c

For the spatial components this is identical to the replacement '?V — ?V —
¢A orp — p—¢A. In the noncovariant representation of the Dirac equation,
the substitution (5.3.39") immediately leads once again to (5.3.23).

If one inserts (5.3.39) into the Dirac equation (5.3.17), one obtains

(—fy” (ih&u — iA#) + mc) v=0, (5.3.40)

which is the Dirac equation in relativistic covariant form in the presence of
an electromagnetic field.
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Remarks:
(i) Equation (5.3.23) follows directly when one multiplies (5.3.40), i.e.

0 (ihao - iAo) = — (ma - iAi) b + mep
by ~°:
BBt = o (—ih&i - iAi) b+ iAoz/) + mcB
.. 0 e 2
1hat1/) :ca-(p— CA)w+e§bw+mc B .

(ii) The minimal coupling, i.e., the replacement of derivatives by derivatives mi-
nus four-potentials, has as a consequence the invariance of the Dirac equation
(5.3.40) with respect to gauge transformations (of the first kind):

W(a) — e e Dy(a) . Au(r) = Au() + Opalz)

(iii) For electrons, m = me, and the characteristic length in the Dirac equation
equals the Compton wavelength of the electron

Ac = h =3.8x 10" "em .

MeC

Problems

5.1 Show that the matrices (5.3.12) obey the algebraic relations (5.3.3a—c).
5.2 Show that the representation (5.3.21) follows from (5.3.12).

5.3 Particles in a homogeneous magnetic field.

Determine the energy levels that result from the Dirac equation for a (relativistic)
particle of mass m and charge e in a homogeneous magnetic field B. Use the gauge
A= A' = A* =0, A = Bz.



6. Lorentz Transformations
and Covariance of the Dirac Equation

In this chapter, we shall investigate how the Lorentz covariance of the Dirac
equation determines the transformation properties of spinors under Lorentz
transformations. We begin by summarizing a few properties of Lorentz trans-
formations, with which the reader is assumed to be familiar. The reader who
is principally interested in the solution of specific problems may wish to omit
the next sections and proceed directly to Sect. 6.3 and the subsequent chap-
ters.

6.1 Lorentz Transformations

The contravariant and covariant components of the position vector read:

o o 0=t , 2t =z , — Y, 2=z contravariant
Ty,  Tog=ct, X1 =-T, Xp=—Y, x3=—z covariant.
(6.1.1)
The metric tensor is defined by
1 0 0 O
0-1 0 O
g g g g
g (guu) (g ) 0 0—1 0 (6.1.2&)
0 0 0-1
and relates covariant and contravariant components
z, =g’ , ' =g"x, . (6.1.3)
Furthermore, we note that
", = 9" 9o = 0*, , (6.1.2b)
ie.,
1000
0100

K — 1 —
0001
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The d’Alembert operator is defined by

192 &

= CQ 8t2 Z axz 2 (9”(9“ = guuauay . (614)

Inertial frames are frames of reference in which, in the absence of forces,
particles move uniformly. Lorentz transformations tell us how the coordinates
of two inertial frames transform into one another.

The coordinates of two reference systems in uniform motion must be
related to one another by a linear transformation. Thus, the inhomogeneous
Lorentz transformations (also known as Poincaré transformations) possess
the form

't = A"z +at (6.1.5)

where A*, and o are real.
Remarks:

(i) On the linearity of the Lorentz transformation:
Suppose that 2/ and z are the coordinates of an event in the inertial
frames I’ and I, respectively. For the transformation one could write

¥ = f(z).

In the absence of forces, particles in I and I’ move uniformly, i.e., their

world lines are straight lines (this is actually the definition of an iner-

tial frame). Transformations under which straight lines are mapped onto

straight lines are affinities, and thus of the form (6.1.5). The parametric

representation of the equation of a straight line x# = e#s+ d* is mapped

by such an affine transformation onto another equation for a straight line.

(ii) Principle of relativity: The laws of nature are the same in all inertial

frames. There is no such thing as an “absolute” frame of reference. The
requirement that the d’Alembert operator be invariant (6.1.4) yields

A)‘Mg‘“’/lpy =g’ (6.1.6a)

)

or, in matrix form,
AgAT =g . (6.1.6b)
_ 9 _ o2 0
T OxzH T Jxk dx'
09" 0y = A)\ualkguy/lpua/g = 8IAgApaL
= A)\ugy‘VApV = gkp

Proof: 0, = /ﬂﬂa’A
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The relations (6.1.6a,b) define the Lorentz transformations.

Definition: Poincaré group = {inhomogeneous Lorentz transformation,
at # 0}
The group of homogeneous Lorentz transformations contains all elements
with a* = 0.
A homogeneous Lorentz transformation can be denoted by the shorthand
form (4,a), e.g.,

translation group (1,a)

rotation group (D,0)

From the defining equation (6.1.6a,b) follow two important characteristics of
Lorentz transformations:
(i) From the definition (6.1.6a), it follows that (det A)? = 1, thus

det A = +1 . (6.1.7)

(ii) Consider now the matrix element A = 0, p = 0 of the defining equation
(6.1.6a)

A0, g A%, =1 = (A%)* =) (A%)P =1.
k

This leads to
A% >1  or Ay < 1. (6.1.8)

The sign of the determinant of A and the sign of A% can be used to classify
the elements of the Lorentz group (Table 6.1). The Lorentz transformations
can be combined as follows into the Lorentz group £, and its subgroups or
subsets (e.g., Ei means the set of all elements Li):

Table 6.1. Classification of the elements of the Lorentz group

sgn A% det A
1
proper orthochronous L, 1
improper orthochronous™ Lt 1 -1
time-reflection type*” Ll_ —1 —1
. . . *ok ok 1
space—time inversion type L T -1
* spatial reflection ** time reflection *** space—time inversion
1 0 0 O —-1000 -1 0 0 O
0-1 0 O 0100 0-1 0 O
P=lo o0-1 0] T=| ooto| PT'={ 0 0-1 o] (©19
0 0 0-1 0001 0 0 0-1
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L Lorentz group (L.G.)

El restricted L.G. (is an invariant subgroup)
L= El uch orthochronous L.G.

Ly = ISL U Eﬁ_ proper L.G.

Lo = El ULt orthochronous L.G.

cl=p. L
£t =1l
£t =p.T- Ll

The last three subsets of £ do not constitute subgroups.
c=clurc =clupclurcl uprcl (6.1.10)

L' is an invariant subgroup of £; TL! is a coset to L.

EE_ is an invariant subgroup of L; PEE_, TEE_, PTEI,_ are cosets of £ with
respect to EE_. Furthermore, £', £, and Ly are invariant subgroups of £
with the factor groups (E, P), (E, P,T,PT), and (E,T).

Every Lorentz transformation is either proper and orthochronous or can be
written as the product of an element of the proper-orthochronous Lorentz
group with one of the discrete transformations P, T', or PT.

[ZL, the restricted Lorentz group = the proper orthochronous L.G. consists of
all elements with det A = 1 and A%, > 1; this includes:

(a) Rotations

(b) Pure Lorentz transformations (= transformations under which space and
time are transformed). The prototype is a Lorentz transformation in the
2! direction

L% L% 00 coshn —sinhn 00

L'vL', 00| [ —sinhp coshn00

La(n) = 0 o010]|~ 0 010
0 001 0 001

1 _ B
i i 00
- F 100
= \/1_52 \/1_52 , (6111)
0 010
0 001

with tanhn = (. For this Lorentz transformation the inertial frame I’
moves with respect to I with a velocity v = ¢8 in the ' direction.
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6.2 Lorentz Covariance of the Dirac Equation

6.2.1 Lorentz Covariance and Transformation of Spinors

The principle of relativity states that the laws of nature are identical in every
inertial reference frame.

We consider two inertial frames I and I’ with the space—time coordinates
z and 7’. Let the wave function of a particle in these two frames be 1 and
1)/, respectively. We write the Poincaré transformation between I and I’ as

¥ =Ar+a. (6.2.1)

It must be possible to construct the wave function 1’ from . This means
that there must be a local relationship between 1" and :

V(@) = F($(x) = F(p(A7 (2" —a)) . (6.2.2)

The principle of relativity together with the functional relation (6.2.2) neces-
sarily leads to the requirement of Lorentz covariance: The Dirac equation in
I is transformed by (6.2.1) and (6.2.2) into a Dirac equation in I’. (The Dirac
equation is form invariant with respect to Poincaré transformations.) In order
that both ¢ and v’ may satisfy the linear Dirac equation, their functional
relationship must be linear, i.e.,

¥(a) = S(A)p(x) = SA)Y(A™ @ - a)) . (6.2.3)

Here, S(A) is a 4 x 4 matrix, with which the spinor % is to be multiplied. We
will determine S(A) below. In components, the transformation reads:

UL (@) =Y Sap(A)ps(A7! (2! — a)) . (6.2.3)
f=1

The Lorentz covariance of the Dirac equation requires that ¢/’ obey the equa-
tion

(=in"0,, +m)y'(z') =0, (c=1, h=1) (6.2.4)
where
0
r_
O = ox'r

The v matrices are unchanged under the Lorentz transformation. In order
to determine S, we need to convert the Dirac equation in the primed and
unprimed coordinate systems into one another. The Dirac equation in the
unprimed coordinate system

(=0, + m)(xz) =0 (6.2.5)
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can, by means of the relation

0 oz’ 0

— _ v /
dxt  dxt Iz’ e

and

ST (') = ¥(z) |
be brought into the form

(—iy"A” 0, +m)S~ (AW (') = 0. (6.2.6)
After multiplying from the left by S, one obtains'

—iSAY ST (2)) + ma) (') = 0. (6.2.6")

From a comparison of (6.2.6") with (6.2.4), it follows that the Dirac equation
is form invariant under Lorentz transformations, provided S(A) satisfies the
following condition:

S(A) "Iy S(A) = A A" (6.2.7)

It is possible to show (see next section) that this equation has nonsingu-
lar solutions for S(A).2 A wave function that transforms under a Lorentz
transformation according to ¢’ = S is known as a four-component Lorentz
spinor.

6.2.2 Determination of the Representation S(A)
6.2.2.1 Infinitesimal Lorentz Transformations

We first consider infinitesimal (proper, orthochronous) Lorentz transforma-
tions

A, =g", + AwY, (6.2.8a)
with infinitesimal and antisymmetric Aw”#
Awt = —Awh? . (6.2.8b)

This equation implies that Aw”* can have only 6 independent nonvanishing
elements.

! We recall here that the A”
the v matrices.

2 The existence of such an S(A) follows from the fact that the matrices A%~" obey
the same anticommutation rules (5.3.16) as the v* by virtue of (6.1.6a), and from
Pauli’s fundamental theorem (property 7 on page 146). These transformations
will be determined explicitly below.

. are matrix elements that, of course, commute with
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These transformations satisfy the defining relation for Lorentz transforma-
tions

A v A
A% g AP, = g7 (6.1.6a)
as can be seen by inserting (6.2.8) into this equation:
92,997, + A + AwP? + O ((Aw)?) = g™ . (6.2.9)

Each of the 6 independent elements of Aw’” generates an infinitesimal
Lorentz transformation. We consider some typical special cases:

A’ = —AwW = —AB: Transformation onto a coordinate (6.2.10)
system moving with velocity cAg3
in the = direction

Aw'y = —Aw'? = Ag: Transformation onto a coordinate (6.2.11)
system that is rotated by an angle
Agp about the z axis. (See Fig. 6.1)

The spatial components are transformed under this passive transformation as fol-
lows:

2t =g+ Apa? 0 el ex e3
2% =—Apzt + 22 or x' =x+ 0 xx=x+|0 0 —Ap
23— g3 —Ap b ? 2B
(6.2.12)
X
“ :I:/l
Ap . Fig. 6.1. Infinitesimal rotation, passive trans-

T formation

It must be possible to expand S as a power series in Aw"*. We write
S=1+7, S '=1-7, (6.2.13)

where 7 is likewise infinitesimal i.e. of order O(Aw"#*). We insert (6.2.13) into
the equation for S, namely S~1y#S = A* 4" and get

(L =" (A +7) =" + 7 =7yt =44 + Awk ", (6.2.14)

from which the equation determining 7 follows as
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T — Tyt = Awl Ay . (6.2.14")

To within an additive multiple of 1, this unambiguously determines 7. Given
two solutions of (6.2.14"), the difference between them has to commute with
all v* and thus is proportional to 1 (see Sect. 6.2.5, Property 6). The nor-
malization condition det.S = 1 removes this ambiquity, since it implies to
first order in Aw*” that

det S =det(l+7)=detl +Trr=14+Tr7=1. (6.2.15)
It thus follows that
Trr=0. (6.2.16)

Equations (6.2.14") and (6.2.16) have the solution

1 ,
T = 8Aw’“’('y,ﬁ,, — YY) = —;Aw‘“jaw , (6.2.17)

where we have introduced the definition

i
Opuv = D) ["Y,ua'}/u] . (6218)
Equation (6.2.17) can be derived by calculating the commutator of 7 with

~#; the vanishing of the trace is guaranteed by the general properties of the
~ matrices (Property 3, Sect. 6.2.5).

6.2.2.2 Rotation About the z Axis

We first consider the rotation R3 about the z axis as given by (6.2.11). Ac-
cording to (6.2.11) and (6.2.17),

i
T(R3) = 2490012 ;

and with
12 _i[ =i — 0 of 0 0%\ (0% 0
o —012—2 Y1, 7Y2] =112 = ol 20 )"\ 0o o3
(6.2.19)
it follows that
. . 30
S:1+;A@012:1+;A4p<00 03> . (6.2.20)

By a succession of infinitestimal rotations we can construct the transfor-
mation matrix S for a finite rotation through an angle ). This is achieved by
decomposing the finite rotation into a sequence of N steps /N
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. N
V) = S0 = Jim (14, 00%) via)

= e;,00121/)

= (cos;9 +i0'? sin g) P(x) . (6.2.21)

For the coordinates and other four-vectors, this succession of transformations
implies that

0 000 0 000

9o 010 9o o010
/ P ] .« .
x“§f&<ﬂ+zv 0-100 ) <ﬂ+zv 0-100 )x
0 000 0 000
0 000 1 0 00

=expq ¥ (6.2.22)

0-100 0 —sin® cos 0 | *7

0 010 }x_ 0 cos® sin® 0
0 000 0 0 01

and is thus identical to the usual rotation matrix for rotation through an
angle Y. The transformation S for rotations (6.2.21) is unitary (S—! = ST).
From (6.2.21), one sees that

S(2r) = -1 (6.2.23a)
S(am) = 1. (6.2.23b)

This means that spinors do not regain their initial value after a rotation
through 27, but only after a rotation through 47, a fact that is also confirmed
by neutron scattering experiments®. We draw attention here to the analogy
with the transformation of Pauli spinors with respect to rotations:

O(2) = e p(z) . (6.2.24)

6.2.2.3 Lorentz Transformation Along the x! Direction
According to (6.2.10),

A = AB (6.2.25)
and (6.2.17) becomes

1 1
(L1) = ,ABwmn = ,Abar . (6.2.26)

We may now determine S for a finite Lorentz transformation along the x!
axis. For the velocity 7, we have tanhn = 7.

3 H. Rauch et al., Phys. Lett. 54A, 425 (1975); S.A. Werner et al., Phys. Rev. Lett.
35, 1053 (1975); also described in J.J. Sakurai, Modern Quantum Mechanics,
p-162, Addison-Wesley, Red Wood City (1985).
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The decomposition of 7 into N steps of } leads to the following transforma-
tion of the coordinates and other four-vectors:

m v UN_
— 00 V1

N N v N v

g, =d",,

0 —-100 1000
., [-1000 . (o100 -
I“_ 0 000 , I'= 0000 , I'=1

0 000 0000
Z=cz={1+ I—i—l 2I2—|—1 3I+1I2 x

- - g U TR

= (1-17 +I2cosh77+lsinhn)uu:1c”

coshn —sinhn 00 20
—sinhn coshn 00 x!

- ) K 0 " ol o] (6.2.27)
0 0 01 z8

The N-fold application of the infinitesimal Lorentz transformation

B3

then leads, in the limit of large N, to the Lorentz transformation (6.1.11)

coshn —sinhn 00
—sinhn coshn 00
0 0 10
0 0 01

Li(n) =" = (6.2.27")

We note that the N infinitesimal steps of . add up to 1. However, this does
not imply a simple addition of velocities.
We now calculate the corresponding spinor transformation

1 N
S(L1) = Jim_ <1+ 2;041) = el

= ]lcosh;7 + aq simh;7

(6.2.28)

For homogenous restricted Lorentz transformations, S is hermitian (S(L1)t =
S(L1)).

For general infinitesimal transformations, characterized by infinitesimal
antisymmetric Aw*” | equation (6.2.17) implies that

i

S =1-,

O A (6.2.29a)
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This yields the finite transformation
S(A) = e~ i (6.2.29b)

with w*¥ = —w"* and the Lorentz transformation reads A = e¢“, where the
matrix elements of w are equal to w*,. For example, one can represent a
rotation through an angle ¥ about an arbitrary axis n as

S =20 (6.2.29¢)
where
o0
> = (0 U) . (6.2.29d)

6.2.2.4 Spatial Reflection, Parity

The Lorentz transformation corresponding to a spatial reflection is repre-
sented by

10 0 O
0-10 0
[T
At = 00 —1 0 (6.2.30)
00 0 -1
The associated S is determined, according to (6.2.7), from
4
STINMS = Ay =Y gHy = gty (6.2.31)
v=1

where no summation over p is implied. One immediately sees that the solution
of (6.2.31), which we shall denote in this case by P, is given by

S=P=e¥0. (6.2.32)

Here, e'¢ is an unobservable phase factor. This is conventionally taken to
have one of the four values +1, +i; four reflections then yield the identity 1.
The spinors transform under a spatial reflection according to

W) =9 (1) = ' (=x,t) = 9900 (x) = (=X, t) . (6.2.33)
The complete spatial reflection (parity) transformation for spinors is denoted
by

P =P (6.2.33)
where P(© causes the spatial reflection x — —x.

From the relationship 7° = 8 = (1(1) 1

the particle, spinors of positive and negative energy (Eq. (5.3.22)) that are
eigenstates of P — with opposite eigenvalues, i.e., opposite parity. This means
that the intrinsic parities of particles and antiparticles are opposite.

> one sees in the rest frame of
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6.2.3 Further Properties of S

For the calculation of the transformation of bilinear forms such as j*(z), we
need to establish a relationship between the adjoint transformations ST and
S—1L

Assertion:

STA0 = py05—1 | (6.2.34a)
where

b=+1 for A% {i o (6.2.34D)
Proof: We take as our starting point Eq. (6.2.7)

SRS = A ¥ A* ) real, (6.2.35)
and write down the adjoint relation

(A )T = gtyrtgt=t (6.2.36)
The hermitian adjoint matrix can be expressed most concisely as

APt = A 0npA 0 (6.2.37)

By means of the anticommutation relations, one easily checks that (6.2.37)
is in accord with 7°T = 40, 4k = —~k We insert this into the left- and
the right-hand sides of (6.2.36) and then multiply by 4" from the left- and
right-hand side to gain

YA A0 090 = 408TA Ok 0 8T 140
A Y = 8TIgS = 408t 0 (7051 0) 7

since (v9)"" = ~°. Furthermore, on the left-hand side we have made the
substitution A*, " = S~1y*S. We now multiply by S and S~

P = 57781091 (17817%) LS = (57081 )M (57°08TH0) T

Thus, S7°STy° commutes with all ¥# and is therefore a multiple of the unit
matrix

S4°81A0 =p1 | (6.2.38)
which also implies that

Sy08T = by (6.2.39)



6.2 Lorentz Covariance of the Dirac Equation 143

and yields the relation we are seeking?
S0 = (S0~ = by 05t (6.2.34a)

Since (7°)T = ~° and S4°ST are hermitian, by taking the adjoint of (6.2.39)
one obtains S7°ST = b*7, from which it follows that

b* =b (6.2.40)

and thus b is real. Making use of the fact that the normalization of S is fixed
by det S = 1, on calculating the determinant of (6.2.39), one obtains b* = 1.
This, together with (6.2.40), yields:

b=41. (6.2.41)
The significance of the sign in (6.2.41) becomes apparent when one considers
StS = 81410708 = py 051405 = b0 A0 AV
=bA% 1 + ZB: bA% 7k (6.2.42)

k=1 ~

ok

STS has positive definite eigenvalues, as can be seen from the following.
Firstly, det STS = 1 is equal to the product of all the eigenvalues, and these
must therefore all be nonzero. Furthermore, STS is hermitian and its eigen-
functions satisfy StS, = atb,, whence

aive = 181SY, = (S1a) S, > 0

and thus @ > 0. Since the trace of STS is equal to the sum of all the eigen-
values, we have, in view of (6.2.42) and using Tr o* = 0,

0 < Tr(STS) =4pA°, .

Thus, bA%; > 0. Hence, we have the following relationship between the signs
of A% and b:

A0 > 1 for b=1

- 6.2.34b
A% < -1 for b=-1. ( )
For Lorentz transformations that do not change the direction of time, we
have b = 1; while those that do cause time reversal have b = —1.

4 Note: For the Lorentz transformation LE_ (restricted L.T. and rotations) and
for spatial reflections, one can derive this relation with b = 1 from the explicit
representations.
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6.2.4 Transformation of Bilinear Forms

The adjoint spinor is defined by
=0 (6.2.43)

We recall that 1 is referred to as a hermitian adjoint spinor. The additional
introduction of v is useful because it allows quantities such as the current
density to be written in a concise form. We obtain the following transforma-
tion behavior under a Lorentz transformation:

Y = 8 = 't = Yl ST = = §TSTy0 = byly05!
thus,

Y =bySTt. (6.2.44)
Given the above definition, the current density (5.3.7) reads:

3 = ety Oy = eyt (6.2.45)
and thus transforms as

G = cbp SISy = A" cbipy yp = bAF G . (6.2.46)

Hence, j* transforms in the same way as a vector for Lorentz transformations
without time reflection. In the same way one immediately sees, using (6.2.3)
and (6.2.44), that ¢ (z)y(x) transforms as a scalar:

P (") (2") = bip(x") S Sy(a')
) (6.2.47a)

We now summarize the transformation behavior of the most important bi-
linear quantities under orthochronous Lorentz transformations , i.e., transfor-
mations that do not reverse the direction of time:

P (2 )Y (') = d(x ) P(x) scalar (6.2.47a)
P (2 )y (2 = ( Yy ah(x) vector (6.2.47b)
P (@)oY (2) = AF AV p(x)oP7 () antisymmetric tensor
(6.2.47¢)
P (2 )57 (2') = (det A)A* p(z)ysy7(z) pseudovector  (6.2.47d)
P (251 (') = (det A)ap(x)y51(x) pseudoscalar,  (6.2.47¢)

where v5 = i79912~3. We recall that det A = £1; for spatial reflections the
sign is —1.
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6.2.5 Properties of the v Matrices
We remind the reader of the definition of v from the previous section:
75 =75 = in0y1y2A3 (6.2.48)

and draw the reader’s attention to the fact that somewhat different definitions
may also be encountered in the literature. In the standard representation
(5.3.21) of the Dirac matrices, v° has the form

7 = <g g) : (6.2.48)

The matrix 75 satisfies the relations

{»* 7"} =0 (6.2.492)
and

(Y92 =1. (6.2.49b)

By forming products of 4#, one can construct 16 linearly independent 4 x 4
matrices. These are

re= (6.2.50a)

Iy = (6.2.50b)
i

FZ/ =Ouv = 9 ['Y,uvﬂ)/l/] (62500)

I =7 (6.2.50d)

rf=xs. (6.2.50¢)

The upper indices indicate scalar, vector, tensor, axial vector (= pseudovec-
tor), and pseudoscalar. These matrices have the following properties®:

1. (I')? = +1 (6.2.51a)
2. For every I'* except I'® = 1, there exists a I'°, such that
rerb=—rbtre, (6.2.51b)
3. For a # S we have Tr I'* = 0. (6.2.51c)
Proof: Tr I'*(I'*)? = —Tr P11 = —Tr *(1?)?

Since (I'*)? = +£1, it follows that Tr " = —TrI'®, thus proving the
assertion.

5 Only some of these properties will be proved here; other proofs are included as
problems.
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4. For every pair I'®, I'® a # b there is a I'® # 1, such that I,I}, = I,
[ =41, +i.
Proof follows by considering the I

5. The matrices I'* are linearly independent.
Suppose that > z,1'* = 0 with complex coefficients z,. From property 3 above

one then has
Tr ) 2% =25=0.

Multiplication by I, and use of the properties 1 and 4 shows that subsequent
formation of the trace leads to o, = 0.

. If a 4 X 4 matrix X commutes with every v*, then X o 1.

7. Given two sets of v matrices, 7 and +/, both of which satisfy

{7} = 29",

there must exist a nonsingular M

(=2}

A= MA*MTT (6.2.51d)

This M is unique to within a constant factor (Pauli’s fundamental theo-
rem).

6.3 Solutions of the Dirac Equation for Free Particles

6.3.1 Spinors with Finite Momentum
We now seek solutions of the free Dirac equation (5.3.1) or (5.3.17)
(=@ + m)p(x) = 0. (6.3.1)

Here, and below, we will set A = c = 1.
For particles at rest, these solutions [see (5.3.22)] read:

) (z) = uy(m,0)e”™* r=1,2
v (w) = ur(m.0)e 652
w(_)(w) =v,(m,0)e"™"
for the positive and negative energy solutions respectively, with

1 0
0 1

Ui (m,O) = 0 B u2(m70) = 0 3
0 / (6.3.3)
0 0 o
0 0

U1 (m,O) - 1 3 U?(muo) - 0 B
0 1
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and are normalized to unity. These solutions of the Dirac equation are eigen-
functions of the Dirac Hamiltonian H with eigenvalues +m, and also of the
operator (the matrix already introduced in (6.2.19))

i a0

with eigenvalues +1 (for » = 1) and —1 (for r = 2). Later we will show that
o'2 is related to the spin.

We now seek solutions of the Dirac equation for finite momentum in the
form®

v (2) = up(k)e F® positive energy (6.3.5a)
V) (z) = v (k)R negative energy (6.3.5b)

with 0 > 0. Since (6.3.5a,b) must also satisfy the Klein-Gordon equation,
we know from (5.2.14) that

ku k" =m? (6.3.6)
or
E=k =1 +m?)"?, (6.3.7)

where k¥ is also written as F; i.e., k is the four-momentum of a particle with
mass m.

The spinors u,(k) and v, (k) can be found by Lorentz transformation of
the spinors (6.3.3) for particles at rest: We transform into a coordinate system
that is moving with velocity —v with respect to the rest frame and then, from
the rest-state solutions, we obtain the free wave functions for electrons with
velocity v. However, a more straightforward approach is to determine the
solutions directly from the Dirac equation. Inserting (6.3.5a,b) into the Dirac
equation (6.3.1) yields:

(f—m)u,(k) =0 and (k+m)v.(k)=0. (6.3.8)

Furthermore, we have

1

KK = kuy"koy” = kuky 10", 7"} = kuko g™ (6.3.9)
Thus, from (6.3.6), one obtains

(F—m)E+m)=k*-m?=0. (6.3.10)

Hence one simply needs to apply (¥ 4+ m) to the u,(m,0) and (¥ —m) to
the v,.(m,0) in order to obtain the solutions u,(k) and v, (k) of (6.3.8). The

6 We write the four-momentum as k, the four-coordinates as z, and their scalar
product as k - x.
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normalization remains as yet unspecified; it must be chosen such that it is
compatible with the solution (6.3.3), and such that ¢ transforms as a scalar
(Eq. (6.2.47a)). As we will see below, this is achieved by means of the factor

1/y/2m(m + E):
E+m 1/2
kE+m ( 2m ) xr
u (k) = u,-(m,0) = 6.3.11a
(k) J2m(m + B) (m,0) . ( )
(@m(m + E)/2 X"
-k N
(m(m + B)/2 X1
o) = KT im0y = . (6.3.11b)
V2m(m + E) E+m\Y?
(o)

Here, the solutions are represented by u,(m,0) = (%) and v,(m,0) = ()?T)
with x1 = (é) and xo = ((1))

In this calculculation we have made use of
Xr _ 0 1 0 g 0 ) O'i Xr
f(6) =L (5D - ()] (%)
_ kx n 0 _ Exr
a 0 kiotx, k- TXr

0\ 0 kiaiXT .
_k<X'r‘> = <k0Xr> +< 0 ) ,r=1,2.

From (6.3.11a,b) one finds for the adjoint spinors defined in (6.2.43)
k+m

and

(k) = @,.(m,0) J/2m(m + B) (6.3.12a)
%, (k) = 5, (m, 0) \/2;5(; TE) . (6.3.12b)

_ o m)~0 O (yH K m
Proof: iy (k) = wl(k)7* = ul(m, 0) 7 """ = ui(m,0)" 1 BT

since fy“T = fyoy“fyo and (fyo)2 =1
Furthermore, the adjoint spinors satisfy the equations

(k) (k—m)=0 (6.3.13a)
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and
(k) (K+m) =0, (6.3.13b)

as can be seen from (6.3.10) and (6.3.12a,b) or (6.3.8).

6.3.2 Orthogonality Relations and Density

We shall need to know a number of formal properties of the solutions found
above for later use. From (6.3.11) and (6.2.37) it follows that:

(¥ +m)?

tr(k)us (k) = ur(m,0) 2m(m + E)

us(m,0) . (6.3.14a)

With

wr(m, 0)(f +m)*us(m, 0) = r(m, 0)(J* + 2mk + m”)us(m, 0)
= &, (m,0)(2m” + 2mk)us(m, 0)
= &, (m,0)(2m” + 2mk°~°)us(m, 0) (6.3.14b)
= 2m(m + E)ur(m, 0)us(m,0)
=2m(m+ E)drs ,
B kZ _ m2
T k S k T 9 )
r(k)vs (k) = 8r(m,0) o 0 4y Vs (7 0) (6.3.14c)
= Ur(m,0) 0 vs(m,0) =0
and a similar calculation for v, (k), equations (6.3.14a,b) yield the
orthogonality relations
Ur(k)us(k) = Ors ur(k)vs(k) = 0
Uy (k) us (k) tr (k) vs(k) (6.3.15)

Op(k)vs(k) = —6ps (k) us(k) = 0
Remarks:

(i) This normalization remains invariant under orthochronous Lorentz trans-
formations:

alul, =ul ST Suy =uly° S Suy =y us =0, . (6.3.16)
(ii) For these spinors, 1 (z)y(x) is a scalar,
P (@) (z) = * 2, (k)u, (k)e ™ =1, (6.3.17)

is independent of k, and thus independent of the reference frame.
In general, for a superposition of positive energy solutions, i.e., for
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2 2
Hz) = Zcrur , with Z ler|* =1, (6.3.18a)
r=1 r=1

one has the relation

P (@) (2) = (k)u(k)e; co = Z ler? = (6.3.18b)

7,8

Analogous relationships hold for (=),

(iii) If one determines w,.(k) through a Lorentz transformation corresponding
to —v, this yields exactly the above spinors. Viewed as an active trans-
formation, this amounts to transforming w,(m, 0) to the velocity v. Such
a transformation is known as a “boost”.

The density for a plane wave (c = 1) is p = j° = 1% . This is not a
Lorentz-invariant quantity since it is the zero-component of a four-vector:

TN v @) = i (a8

(" = F
(9 00

ok

0

(K)o B
In the intermediate steps here, we have used us(k) = (F/m)us(k), us(k) =
us(k)(F/m) (Eqgs. (6.3.8) and (6.3.13)) etc.

Note. The spinors are normalized such that the density in the rest frame is unity.

§|

(6.3.19a)

@I

G @) ) () =
(6.3.19h)

Under a Lorentz transformation, the density times the volume must remain con-
stant. The volume is reduced by a factor \/ 1 — 32 and thus the density must increase
by the reciprocal factor J 1 = E

2 m’

We now extend the sequence of equations (6.3.19).

For (") (z) = eI a"~kx)yy, ()

_ {020 4 k. ~ (6.3.20)
and {7 (z) = F TRy, (k)

with the four-momentum k = (k°, —k), one obtains

P @)y 9 (@) = e 5, (k)7 s ()
- ;e—mk“w“m(/%) <— fﬂo + 7051) us(k) (6.3.19¢)

=0

since the terms proportional to ko cancel and since {k:7*,7°} = 0. In this
sense, positive and negative energy states are orthogonal for opposite energies
and equal momenta.
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6.3.3 Projection Operators

The operators

_FE+m

A (k) 2m

(6.3.21)

project onto the spinors of positive and negative energy, respectively:

Ajur(k) = ur(k) A_v.(k)
Ajv.(k) =0 A_u(k)

vy (k)
o (6.3.22)

Thus, the projection operators A (k) can also be represented in the form

(6.3.23)
A(k) ==Y ve(k) ® vr(k)
r=1,2
The tensor product ® is defined by
(a®@b)ap = aabp - (6.3.24)

In matrix form, the tensor product of a spinor a and an adjoint spinor b reads:

a1 aibr arbs aibs aibs
az | 7 7 7 7y _ | a2bi asbo asbs asbs
as (b1 b2, ba ba) = azby azbz azbs azbs
as aab1 asbz asbs asby

The projection operators have the following properties:
AL (k) = AL(k) (6.3.25a)
TrAy(k) =2 (6.3.25b)
Ap(k)y+A_(k)=1. (6.3.25¢)
Proof:
(£f+m)> P E2km+m®  m® £ 2km +m?

4m?2 4m?2 4m?2
_ 2m(+k+m) _ As (k)

4m?

/1:‘:(/<:)2 =

im
Tr Ax(k) = om = 2
The validity of the assertion that A4+ projects onto positive and negative energy
states can be seen in both of the representations, (6.3.21) and (6.3.22), by applying
them to the states u,(k) and v-(k). A further important projection operator, P(n),
which, in the rest frame projects onto the spin orientation n, will be discussed in

Problem 6.15.
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Problems

6.1 Prove the group property of the Poincaré group.

6.2 Show, by using the transformation properties of z,, that 0" = 9/0z, (0, =
0/0z") transforms as a contravariant (covariant) vector.

6.3 Show that the N-fold application of the infinitesimal rotation in Minkowski
space (Eq. (6.2.22))

0 000
9 [0 010
A=1+vlo=100
0 000

leads, in the limit N — oo, to a rotation about the z axis through an angle ¥ (the
last step in (6.2.22)).

6.4 Derive the quadratic form of the Dirac equation
2 i
[(ma - EA) - lce (aE +iXB) —m*E| ¢ =0

for the case of external electromagnetic fields. Write the result using the electro-
magnetic field tensor Fj, = A, ., — A, and also in a form explicitly dependent
on E and B.

Hint: Multiply the Dirac equation from the left by +* (ih&, — iAV) + mc and, by
using the commutation relations for the v matrices, bring the expression obtained
into quadratic form in terms of the field tensor

2
[(ih@— EA) — ZEUWFW —m?2c PY=0.

The assertion follows by evaluating the expression o*”F},, using the explicit form
of the field tensor as a function of the fields E and B.

6.5 Consider the quadratic form of the Dirac equation from Problem 6.4 with the
fields E = Ey (1,0,0) and B = B (0,0, 1), where it is assumed that Eo/Bc < 1.
Choose the gauge A = B (0,z,0) and solve the equation with the ansatz

1/)(1_) — e—iEt/hei(kyy+kzz)g0(x)¢ 7

where @ is a four-spinor that is independent of time and space coordinates. Cal-
culate the energy eigenvalues for an electron. Show that the solution agrees with
that obtained from Problem 5.3 when one considers the nonrelativistic limit, i.e.,
Ey/Be < 1.

Hint: Given the above ansatz for 1, one obtains the following form for the quadratic
Dirac equation:

[K(z,0:)1 + M) p(x)® =0,
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where K (z,d;) is an operator that contains constant contributions, d; and x. The
matrix M is independent of 8, and x; it has the property M? 1. This suggests
that the bispinor @ has the form @ = (1 + AM)®y. Determine X and the eigenval-
ues of M. With these eigenvalues, the matrix differential equation reverts into an
ordinary differential equation of the oscillator type.

6.6 Show that equation (6.2.14")
0 7] = Awy,
is satisfied by

1 v
T= SAw” (Yuye — VoY) -

6.7 Prove that v*T = ~%y#40.

6.8 Show that the relation
st N
is satisfied with b = 1 by the explicit representations of the elements of the Poincaré

group found in the main text (rotation, pure Lorentz transformation, spatial reflec-
tion).

6.9 Show that v(z)vs¢(z) is a pseudoscalar, 1 (x)ysy*9(z) a pseudovector, and
Y(x)o" P (z) a tensor.

6.10 Properties of the matrices I'®.

Taking as your starting point the definitions (6.2.50a—¢), derive the following prop-

erties of these matrices:

(i) For every I'* (except I'®) there exists a I"® such that I'*I"* = —1"* I,

(ii) For every pair I'*, I'®, (a # b) there exists a I'® # 1 such that [*I"® = gI"°
with 8 = +1, +i.

6.11 Show that if a 4 x 4 matrix X commutes with all 4", then this matrix X is
proportional to the unit matrix.

Hint: Every 4 x 4 matrix can, according to Problem 6.1, be written as a linear
combination of the 16 matrices I'* (basis!).

6.12 Prove Pauli’s fundamental theorem for Dirac matrices: For any two four-
dimensional representations v, and ~,, of the Dirac algebra both of which satisfy
the relation

{’YI»H 71'} = QQI»LV
there exists a nonsingular transformation M such that
’YL = MM R

M is uniquely determined to within a constant prefactor.
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6.13 From the solution of the field-free Dirac equation in the rest frame, determine
the four-spinors wi (z) of a particle moving with the velocity v. Do this by applying
a Lorentz transformation (into a coordinate system moving with the velocity —v)
to the solutions in the rest frame.

6.14 Starting from

Ar(k) =D ur(k)@ar(k),  A-(k) == Y vr(k) @0, (k),

r=1,2 r=1,2
prove the validity of the representations for A+ (k) given in (6.3.22).

6.15 (i) Given the definition P(n) = } (14 ~s1t), show that, under the assumptions

n? = —1 and n,k" = 0, the following relations are satisfied

(a) [A+(k), P(n)] =0 ,
(b) Ay (k)P(n) + A_(k)P(n) + Ay (k)P(—n) + A_(k)P(—n) =1
() Tr[As(K)P(En)] =1
@  P(@)?=Pn)
(ii) Consider the special case n = (0, é.) where P(n) = } (1 _Bad 1 _00_3 )



7. Orbital Angular Momentum and Spin

We have seen that, in nonrelativistic quantum mechanics, the angular mo-
mentum operator is the generator of rotations and commutes with the Hamil-
tonians of rotationally invariant (i.e., spherically symmetric) systems?. It thus
plays a special role for such systems. For this reason, as a preliminary to the
next topic — the Coulomb potential — we present here a detailed investigation
of angular momentum in relativistic quantum mechanics.

7.1 Passive and Active Transformations

For positive energy states, in the non-relativistic limit we derived the Pauli
equation with the Landé factor g = 2 (Sect. 5.3.5). From this, we concluded
that the Dirac equation describes particles with spin S = 1/2. Following on
from the transformation behavior of spinors, we shall now investigate angular
momentum in general.

In order to give the reader useful background information, we will start
with some remarks concerning active and passive transformations. Consider a
given state Z, which in the reference frame I is described by the spinor ¢ (z).
When regarded from the reference frame I’, which results from I through the
Lorentz transformation

¥ = Az, (7.1.1)
the spinor takes the form,
P (2)) = Sy(A ), passive with A . (7.1.2a)

A transformation of this type is known as a passive transformation. One
and the same state is viewed from two different coordinate systems, which is
indicated in Fig. 7.1 by ¢(x) = ¢'(2').

On the other hand, one can also transform the state and then view the
resulting state Z’ exactly as the starting state Z from one and the same
reference frame I. In this case one speaks of an active transformation. For
vectors and scalars, it is clear what is meant by their active transformation

1 See QM I, Sect. 5.1
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(rotation, Lorentz transformation). The active transformation of a vector
by the transformation A corresponds to the passive transformation of the
coordinate system by A~'. For spinors, the active transformation is defined
in exactly this way (see Fig. 7.1).

The state Z’, which arises through the transformation A~!, appears in I
exactly as Z in I, i.e.,

Y (x) = Sp(A ) active with A~! (7.1.2b)

Fig. 7.1. Schematic representa-
tion of the passive and active
transformation of a spinor; the en-
closed area is intended to indicate
the region in which the spinor is
finite

The state Z”, which results from Z through the active transformation A,
by definition appears the same in I’ as does Z in I, i.e., it takes the form
Y(a). Since I is obtained from I’ by the Lorentz transformation A=!, in I
the spinor Z” has the form

" (x) = ST (Ax) , active with A . (7.1.2¢)

7.2 Rotations and Angular Momentum

Under the infinitesimal Lorentz transformation

A, = gh + Awh, (AT, = gh, - Aut (7.2.1)
a spinor ¢ (x) transforms as

P (x)) = Sy(A'2’)  passive with A (7.2.2a)

or

Y () = Sp(A™ ) active with A1 . (7.2.2b)
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We now use the results gained in Sect. 6.2.2.1 (Egs. (6.2.8) and (6.2.13)) to
obtain

i

() = (1 4 Awt o) (2P — Aw?z¥) . (7.2.3)

Taylor expansion of the spinor yields (1 — Aw*,2”0,) ¥ (x) , so that

W) = (14 Aw”(—i 0+ 0)) () (7.2.3')

We now consider the special case of rotations through A¢, which are repre-
sented by

Aw¥ = —IF Apk (7.2.4)

(the direction of A¢ specifies the rotation axis and |A¢| the angle of rota-
tion). If one also uses

ol = o = ez]kEk , Z‘k — <0(-) Uok) , (725)

(see Eq. (6.2.19)) one obtains for (7.2.3')
Y (z) = (1 + Aw' <—; ek ok 4 xiaj)> P(x)
— <1 — €Ik AP (-i eIk gk xiaj>) ()
) () (7.2.6)
(G

k
k(L kig il
=(1+idp 22 + a0 (x)

i

= (1 — A(pE <—; 20,5 57 — €k 210,

= (1 +iAp"T%) y(z) .

Here, we have defined the total angular momentum

o1 1
Jh = e’%fi 9+, zk (7.2.7)

With the inclusion of A, this operator reads:

h h
J=xx Vi+, %, (7.2.7)
1

and is thus the sum of the orbital angular momentum L = x X p and the
spin '; .

The total angular momentum (= orbital angular momentum + spin) is
the generator of rotations: For a finite angle ¢* one obtains, by combining a
succession of infinitesimal rotations,
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W(z) = 7" p(z) . (7.2.8)

The operator J* commutes with the Hamiltonian of the Dirac equation con-
taining a spherically symmetric potential ®(x) = &(|x|)

[H,J]=0. (7.2.9)

A straightforward way to verify (7.2.9) is by an explicit calculation of the
commutator (see Problem 7.1). Here, we consider general consequences re-
sulting from the behavior, under rotation, of the structure of commutators of
the angular momentum with other operators; Eq. (7.2.9) results as a special
case. We consider an operator A, and let the result of its action on 17 be the

spinor s:
Ay (x) = o) .
It follows that
oi0" TN g it " (eiakak 1/)1(56)) _ (Ci@ka 1/;2(50))
or, alternatively,
e AT (2) = () -
Thus, in the rotated frame of reference the operator is
A ="Aoot (7.2.10)
Expanding this for infinitesimal rotations (¢* — ApF) yields:
A=A —iAQMA TR (7.2.11)

The following special cases are of particular interest:

(i) A is a scalar (rotationally invariant) operator. Then, A’ = A and from
(7.2.11) it follows that

[A, T =0. (7.2.12)

The Hamiltonian of a rotationally invariant system (including a spheri-
cally symmetric ¢(x) = &(|x|)) is a scalar; this leads to (7.2.9). Hence,
in spherically symmetric problems the angular momentum is conserved.

(ii) For the operator A we take the components of a three-vector v . As
a vector, v transforms according to V't = vt 4 €k A(pj vk, Equating
this, component by component, with (7.2.11), v + ek Apivk = o +
L A [J7,v'] which shows that

[J 0] = ih ek o (7.2.13)
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The commutation relation (7.2.13) implies, among other things,
[J%, J7]| = ihe'dk J* (7.2.14a)
[J', 7] = ihe"FLF . (7.2.14D)

ak 0
0 ok
values of the 4 x 4 matrices X% are doubly degenerate and take the values
+1. The angular momentum J is the sum of the orbital angular momentum
L and the intrinsic angular momentum or spin S, the components of which
have the eigenvalues :t;. Thus, particles that obey the Dirac equation have

spin S = 1/2. The operator (22)2 = 2h*1 has the eigenvalue 322. The
eigenvalues of L? and L3 are h?l(l + 1) and Am;, where [ = 0,1,2,... and
my takes the values —I, =1+ 1,...,1 — 1,1. The eigenvalues of J? are thus
R%j(j + 1), where j = [ & % for{ # 0 and j = ; for [ = 0. The eigenvalues
of J? are hm;, where m; ranges in integer steps between —j and j. The op-
erators J2, L2, X2 and J? can be simultaneously diagonalized. The orbital
angular momentum operators L’ and the spin operators X themselves fulfill

the angular momentum commutation relations.

Note: One is tempted to ask how it is that the Dirac Hamiltonian, a 4 x 4 matrix,
can be a scalar. In order to see this, one has to return to the transformation (6.2.6).
The transformed Hamiltonian including a central potential @(|x|)

It is clear from the explicit representation X% = ( ) that the eigen-

(—iy” 0l + m + e(x'])) = S(~iv" 0 +m + ed(|x]))S

has, under rotations, the same form in both systems. The property “scalar” means
invariance under rotations, but is not necessarily limited to one-component spher-
ically symmetric functions.

Problems

7.1 Show, by explicit calculation of the commutator, that the total angular mo-
mentum

J:x><p]1+ZZ‘

commutes with the Dirac Hamiltonian for a central potential

3
H=c <Z o pF + ﬁmc) +ed(|x]) .

k=1



8. The Coulomb Potential

In this chapter, we shall determine the energy levels in a Coulomb potential.
To begin with, we will study the relatively simple case of the Klein-Gordon
equation. In the second section, the even more important Dirac equation will
be solved exactly for the hydrogen atom.

8.1 Klein—Gordon Equation with Electromagnetic Field

8.1.1 Coupling to the Electromagnetic Field

The coupling to the electromagnetic field in the Klein—Gordon equation

0%
2 32202 2 4
—h 912 ="V +m-c*Y
i.e., the substitution
0 il e, v _Tlv_ca,
ot ot i i c

leads to the Klein-Gordon equation in an electromagnetic field

(iha —e¢)2¢=c2(hV—6A>2¢+m2c4¢ (8.1.1)
ot i ¢ ' o

We note that the four-current-density now reads:

2

. ihe , . . e .
Jv = 2 (1/} 81/1/} - 1/)31/1/) ) - Alﬂ/} P (812)
m mc
with the continuity equation
dyj” =0. (8.1.3)

One thus finds, in j° for example, that the scalar potential A° = ¢ appears.
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8.1.2 Klein—Gordon Equation in a Coulomb Field

We assume that A and @ are time independent and now seek stationary
solutions with positive energy

U(x,t) = e FVhy(x)  with  E>0. (8.1.4)

From (8.1.1), one then obtains the time-independent Klein-Gordon equation

2
(E — ed)?) =2 (?V— iA) ¥ +micty . (8.1.5)

For a spherically symmetric potential (x) — P(r) (r = |x|) and A =0, it
follows that

(=R2PV? + m*ct) Y(x) = (E — ed(r))*1h(x). (8.1.6)
The separation of variables in spherical polar coordinates

¢(T’a v, 90) = R(T‘)ng (197 90) ’ (8'1'7)

where Yy, (9, ¢) are the spherical harmonic functions, already known to us
from nonrelativistic quantum mechanics,! leads, analogously to the nonrela-
tivistic theory, to the differential equation
1d d 0+1 E —ed(r))? —m2ct
- g (EEDY g (B )" =miet o (8.1.8)
r dr dr r2 h2c?
Let us first consider the nonrelativistic limit. If we set E = mc? + E’ and
assume that E’ — e® can be neglected in comparison to mc?, then (8.1.8)
yields the nonrelativistic radial Schrodinger equation, since the right-hand
side of (8.1.8) becomes

h2e2 ((me*)? 4+ 2mc*(E' — e®(r)) + (E' — ed(r))* — m*c*) R(r)

o (8.1.9)
X (E' — e®(r))R(r).
For a 7~ meson in the Coulomb field of a nucleus with charge Z,
VA 2
ed(r) =0 (8.1.10a)
T

2
Inserting the fine-structure constant o = Zf;, it follows from (8.1.8) that

1d d ((+1) = Z%*  2ZaE  E* —m?c*

_ R=0.
r dr dr " 72 her h2c2

(8.1.10b)

L'QMI, Chap. 5
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Remark: The mass of the 7 meson is m,- = 273m. and its half-life 7,,- = 2.55 x
107® s. Since the classical orbital period1 estimated by means of the uncertainty

a m__ a“_ m2
principle is approximately 7'~ 1  ~ ™, ™ = "¢ “;
think of well-defined stationary states, despite the finite half-life of the 7~ . Even
the lifetime of an excited state (see QM I, Sect. 16.4.3) AT ~ Ta ™2 ~ 1077 is still

much shorter than 7, - .

~ 10~%s, one can

By substituting

4(m2c* — E?) 2E~
2 — =7 = = d.11a-d
into (8.1.10b), we obtain
& 2 004+ 1) =2
+ —-1- pR(p) =0. 8.1.12
ap/21 " o2 (22 |7 i

This equation has exactly the form of the nonrelativistic Schrodinger equation
for the function u = pR, provided we substitute in the latter

po — 2\ (8.1.13a)
(l+1) — L+ =2 =0 +1). (8.1.13b)

Here it should be noted that ¢ is generally not an integer.

Remark: A similar modification of the centrifugal term is also found in classical
relativistic mechanics, where it has as a consequence that the Kepler orbits are no
longer closed. Instead of ellipses, one has rosette-like orbits.

The radial Schrodinger equation (8.1.12) can now be solved in the same
way as is familiar from the nonrelativistic case: From (8.1.12) one finds for
R(p) in the limits p — 0 and p — oo the behavior pzl and e~*/? respectively.
This suggests the following ansatz for the solution:

p\EFL /2
pR(p) = (2) e PP w(p/2). (8.1.14)
The resulting differential equation for w(p) (Eq. (6.19) in QM I) is solved in
terms of a power series. The recursion relation resulting from the differential
equation is such that it leads to a function ~ e”. Taken together with (8.1.14),
this means that the function R(p) would not be normalizable unless the power
series terminated. The condition that the power series for w(p) terminates
yields?:
po=2(N+0+1),

ie.,

2 Cf. QM I, Eq. (6.23).
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A=N+0+1, (8.1.15)

where N is the radial quantum number, N = 0, 1,2, .... In order to determine
the energy eigenvalues from this, one first needs to use equations (8.1.11a
and d) to eliminate the auxiliary quantity o

4E%%  4(m3ct — E?)
B2e2)2 h2c2 )
which then yields the energy levels as

E = mdc? <1+72>_2 (8.1.16)
w) o 1.

Here, one must take the positive root since the rescaling factor is ¢ > 0 and,
as A > 0, it follows from (8.1.11¢) that E > 0. Thus, for a vanishing attractive
potential (y — 0), the energy of these solutions approaches the rest energy
E = mc?. For the discussion that follows, we need to calculate ¢/, defined by
the quadratic equation (8.1.13b)

, 1 1\

We may convince ourselves that only the positive sign is allowed, i.e.,

)\—N+1+ £+1 2— 2
) 2) 7

and thus

m02

E= , . (8.1.18)
1+ v 2
[ ot
To pursue the parallel with the nonrelativistic case, we introduce the principal
quantum number
n=N+/0{+1,
whereby (8.1.18) becomes

B me ] : (8.1.18")
1+ K
\/ (e ey =]
The principal quantum number has the possible values n = 1,2,...; for a

given value of n, the possible values of the orbital angular momentum quan-
tum numbers are ¢ = 0,1,...n — 1. The degeneracy that is present in the
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nonrelativistic theory with respect to the angular momentum is lifted here.
The expansion of (8.1.18") in a power series in 72 yields:

E:mc2[1—’y2—’y4< " —3>] 0(7%)

2n?  2pt \0+ 1 4
Ry Ry~? 1 3
2 4
= — — — O(R, 8.1.19
me = 5= 3 (+1 7 4n +O[RyY") , ( )
with
Ry — mc?(Za)? _ mZ2et

The first term is the rest energy, the second the nonrelativistic Rydberg
formula, and the third term is the relativistic correction. It is identical to
the perturbation-theoretical correction due to the relativistic kinetic energy,

212
giving rise to the perturbation Hamiltonian H; = (p*) (see QM 1, Eq.

8m3c2

(12.5))3. It is this correction that lifts the degeneracy in ¢:

4Ryy? n—1

Eyo—Ep—pp_1 = — .
(=07 Hent nd 2n-—1

(8.1.20)
The binding energy Ej is obtained from (8.1.18') or (8.1.19) by subtracting
the rest energy

Ey=E —mc*.
Further aspects:

(i) We now wish to justify the exclusion of solutions ¢, for which the negative
root was taken in (8.1.17). Firstly, it is to be expected that the solutions
should go over continuously into the nonrelativistic solutions and thus that
to each ¢ should correspond only one eigenvalue. For the time being we will
denote the two roots in (8.1.17) by ¢/,. There are a number of arguments for
excluding the negative root. The solution ¢/ can be excluded on account of
the requirement that the kinetic energy be finite. (Here only the lower limit
is relevant since the factor e~*/2 guarantees the convergence at the upper
limit):

9’R OR\”
. 2 . ~ 2
T /drr 52 R /drr (87")

~ /drr2 (rg,_l)Q N/drryl.

This implies that ¢/ > —J and, hence, only ¢/ is allowed. Instead of the

kinetic energy, one can also consider the current density. If solutions with

% See also Remark (ii) in Sect. 10.1.2
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both ¢/ and ¢_ were possible, then one would also have linear superpositions
of the type ¢ = ’lﬁg; +ite . The radial current density for this wave function

is
. h L 0 0 .,
Ir= 2mi (w 3r¢_ (3r¢ )7’[])

b 0 P o )
2i (1/12; arwg — aﬂ’ﬁ) o1

2mi 72

The current density would diverge as 7}2 for r — 0. The current through
the surface of an arbitrarily small sphere around the origin would then be
J d€2r?j, = constant, independent of 7. There would have to be a source or
a sink for particle current at the origin. The solution ¢/, must certainly be
retained as it is the one that transforms into the nonrelativistic solution and,
hence, it is the solution with ¢ which must be rejected.

One can confirm this conclusion by solving the problem for a nucleus of finite
size, for which the electrostatic potential at » = 0 is finite. The solution that
is finite at r = 0 goes over into the solution of the i problem corresponding
to the positive sign.

(ii) In order that ¢’ and the energy eigenvalues be real, according to (8.1.17)
we must have

1
{4+ g > Za (8.1.21a)

(see Fig. 8.1). This condition is most restrictive for s states, i.e., £ =0 :

1 137
Z = =68.5. 8.1.21b
< 2 2 ( )

1
1
This would result in complex energy eigenvalues and furthermore, we would
have R(r) ~ rm2eEis 1087 6 the solution would oscillate infinitely many
times as r — 0 and the matrix element of the kinetic energy would be diver-
gent.

The modification of the centrifugal term into (£(¢ + 1) — (Za)?)} arises
from the relativistic mass increase. Qualitatively speaking, the velocity does
not increase so rapidly on approaching the center as in the nonrelativis-
tic case, and thus the centrifugal repulsion is reduced. For the attractive

(— le) potential, classical mechanics predicts that the particles spiral into

the center. When Za > ¢ + ; > \/ 2(¢ 4+ 1), the quantum-mechanical system
becomes unstable. The condition Za < ; can also be written in the form

For v > }, we would have a complex value ¢/ = — ) +is’ with s’ = \/72 -

2
Zh/ni“ . < smy-c?, ie., the Coulomb energy at a distance of a Compton
i K

wavelength "

1 2
o Mg—C=.

. = Ll4x 10~!3 c¢m from the origin should be smaller than
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Fig. 8.1. Plot of FEi,
and FE;, for a point-like
nucleus according to Eq.
(8.1.18) as a function of Z.
The curves end at the Z

' ' value given by (8.1.21a).
100 200 For larger Z, the energies
7 become complex

Ze,

The solutions for the (— N

?’) potential become meaningless for Z > 68. Yet,

since there exist nuclei with higher atomic number, it must be possible to
describe the motion of a 7~ meson by means of the Klein-Gordon equation.
However, one must be aware of the fact that real nuclei have a finite radius

which means that also for large Z, bound states exist.

. _ . 2 —11
The Bohr radius for 77 is a,- = , T = me 5 ~ 2X1§ cm, where
mﬂ_760 mw,

a = 0.5 x 1078 c¢m, the Bohr radius of the electron, and m,- = 270m. have
been used. Comparison with the nuclear radius Ry = 1.5 x 10713413 cm
reveals that the size of the nucleus is not negligible?.

For a quantitative comparison of the theory with experiments on w-mesonic atoms,
one also has to take the following corrections into account:

ma M

() The mass mx must be replaced by the reduced mass p= """ .

(ii) As already emphasized, one must allow for the finite size of the nucleus.

(iii) The vacuum polarization must be included. This refers to the fact that the
photon exchanged between the nucleus and the 7w-meson transforms virtually into
an electron—positron pair, which subsequently recombines into a photon (see Fig.
8.2).

N (a) T

Fig. 8.2. The electromagnetic interaction arises from the exchange of a photon
(v) between the nucleus (N) and the m-meson (77). (a) Direct exchange; (b) with
vacuum polarization in which a virtual electron—positron pair (e”—e™) occurs

4 The experimental transition energies for m-mesonic atoms, which lie in the x-
ray range, are presented in D.A. Jenkins and R. Kunselman, Phys. Rev. Lett.
17, 1148 (1966), where they are compared with the result obtained from the
Klein—Gordon equation.



168 8. The Coulomb Potential

(iv) Since the Bohr radius for the 77, as estimated above, is smaller by approxi-
mately a factor 1/300 than that of the electron, and thus the probability of finding
the 77 in the vicinity of the nucleus is appreciable, one must also include a correc-
tion for the strong interaction between the nucleus and the 7~

8.2 Dirac Equation for the Coulomb Potential

In this section, we shall determine the exact solution of the Dirac equation
for an electron in a Coulomb potential

VA 2
V(r)=— :0 . (8.2.1)
From
L 0Y(x,t) e 9
ih 5 = (ca . (p - cA) + fme” + e@) P(x,t) (8.2.2)
one finds, for A =0 and e® = — Z:g = V(r), the Dirac Hamiltonian
H=ca-p+ pmc®+V(r) (8.2.3)

and, with 9 (x,t) = e £/M)(x), the time-independent Dirac equation
(ca-p+ pmc® + V(r))(x) = Ey(x). (8.2.4)

Here too, it will turn out to be useful to represent H in spherical polar
coordinates. To achieve this end, we first exploit all symmetry properties of
H.

The total angular momentum J from (7.2.7")

h
J=Li+,% (8.2.5)

commutes with H. This implies that H, J2, and J, have common eigenstates.

Remarks:
(i) The operators L., Y., and L? do not commute with H.

o0
0o

(ii) For X = ( 9
diagonal.

(iii) L2, 3?2 and L - X, like H are scalars and thus commute with J.

>7 it follows that (F”Z‘)2 = 32211 = %(14— %)Fﬂﬂ is
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As a necessary prerequisite for an exact solution of the Dirac equation, we
first discuss the Pauli spinors. As we know from nonrelativistic quantum
mechanics®, the Pauli spinors are common eigenstates of J2, J., and L? with
the corresponding quantum numbers j, m, and ¢, where J = L + ZU is now
the operator of the total angular momentum in the space of two-component
spinors. From the product states

[Gmy +1/2) (1) Yoy ()
|£7mj - 1/2> |T> }/E,mj—% ((1))

(in Dirac ket space or in the coordinate representation), one forms linear
combinations that are eigenstates of J2,.J,, and L2. For a particular value of
/, one obtains

(8.2.6)

Cmi+1/2
\/ 2041 Yem;—1/2 1
= for j=/0+ 9

Z—m]+l/2
\/ 241 Yem;+1/2

(+)
P jm;

and

Z—m]‘-‘rl/Q
\/ 2041 Yem;—1/2

) = for j=10— ; . (8.2.7)

J
Z+m_7'+1/2
_\/ a0t Yemj+1/2

The coefficients that appear here are the Clebsch—Gordan coefficients. Com-

pared to the convention used in QM I, the spinors gp(;), now contain an

additional factor —1. The quantum number ¢ takes the values £ =0,1,2,...,

whilst j and m; have half-integer values. For ¢ = 0, the only states are

@52] = @éﬁj. The states @5;)] only exist for £ > 0, since | = 0 would imply

a negative j. The spherical harmonics satisfy

Y = (=1)" Yo . (8.2.8)
The eigenvalue equations for <P§;tn)] are (henceforth we set i = 1):

PR =G+ L G

L2 =+ 1)) . t=j7F ; (8:2.9)

szgi)j = mj¢§1in)j s My = s

5 QM I, Chap. 10, Addition of Angular Momenta
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Furthermore, we have

+ 3 +
Lods) = (o1 ) 40

3
= <g G+1)—e(f+1)— 4) o) (8.2.10)
— (#)
- { —0 — }(meJ
I et U V) B e ol
_{ 1= (jriy2)f fim fri=tE,
The following definition will prove useful
K=(1+L-o) (8.2.11)

whereby, according to (8.2.10), the following eigenvalue equation holds:
& _ (i) o Z
Kejm, =+ (] + 2> Cim, = ki, - (8.2.12)
The parity of Yy, can be seen from

Yo (—x) = (_1)Eyém(x) . (8.2.13)

For each value of j (; , g . ) there are two Pauli spinors, go(:_n)] and cpgm) ,
whose orbital angular momenta ¢ differ by 1, and which therefore have op-
posite parities. We introduce the notation

o5r) b=j—,
= (8.2.14)

Pim,
e -) g1
gpjmj _]+ 2

In place of the index (+), one gives the value of ¢, which yields the quantum
number j by the addition (subtraction) of % According to (8.2.13), cpfmj has

parity (1), i.e.,

Plm, (=%) = (=1)" @j,,, (%) . (8.2.15)

Remark: One may also write

+
oSt = ) el (8.2.16)

(+)
Jm

must be a scalar operator of odd parity. Furthermore, due to the

This relation can be justified as follows: The operator that generates ¢,

from gog-m)j

difference A¢ = 1, the position dependence is of the form Y; ,, (¥, ), and
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thus proportional to x . Therefore, x must be multiplied by a pseudovector.
The only position-independent pseudovector is o . A formal proof of (8.2.16)
is left as an exercise in Problem 8.2.

The Dirac Hamiltonian for the Coulomb potential is also invariant under
spatial reflections, i.e., with respect to the operation (Eq. (6.2.33"))

P =3P

where PO effects the spatial reflection® x — —x. One may see this directly
by calculating 3P®) H and making use of fa = —af:

mﬂo){ o V+ﬁm—Z“] (x)
= 5[ Lat-=w)+om— 2] v (8:2.17)

B
[a V + Bm — fﬂﬁpwwgy

Therefore, 3P commutes with H such that
6P H] =0. (8.2.17")

Since (BP©)2 = 1, it is clear that 3P possesses the eigenvalues 4-1. Hence,
one can construct even and odd eigenstates of P and H

PO () = By () = £05) (). (8:2.18)

Let us remark in passing that the pseudovector J commutes with SP(®).

In order to solve (8.2.4), we attempt to construct the four-spinors from
Pauli spinors. When gofmj appears in the two upper components, then, on
account of G, one must also in the lower components take the other £ belonging
to j, and hence, according to (8.2.16), o -f((pfmj. This gives as solution ansatz

the four-spinors”

, 1Ge](r) (,02
_ Jm;
Yomy = | pu : (8.2.19)

- X)ngmj

These spinors have the parity (—1), since

ERRV
BP Y, () = Bn, (= ):ﬂ<...( Rer) sp%@"”f)
= (_1)6 7/me] (X) .

5 This can also be concluded from the covariance of the Dirac equation and the
invariance of | under spatial reflections (Sect. 6.2.2.4).

" Since [J, o - x] = 0, it is clear that _{5 wfmj = j(;il),l/]fmj'

(8.2.20)
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The factors ! and i included in (8.2.19) will turn out to be useful later.
In matrix notation the Dirac Hamiltonian reads

Zo
_ (M=% 9P
H_( oD —m—Zf)' (8.2.21)

In order to calculate H @[J‘fm, we require the following quantities®:
o p f(1) P, =0 XX 0D f(1) i,

o-X .
= (xp+io L) f(r) ¢,

_i”f‘ {ragg) + <1 F <j + ;)) f(?")} Pim,

for j=¢+1/2

(8.2.22a)

and
(0-p) (o %) () g, = — [ O 1k (j+ 1)} 1) !
I r| or 2 I™i - (8.2.22D)
forj=04+1/2.

By means of (8.2.22a,b), the angle-dependent part of the momentum op-
erator is eliminated, in analogy to the kinetic energy in nonrelativistic quan-
tum mechanics. If one now substitutes (8.2.19), (8.2.21), and (8.2.22) into
the time-independent Dirac equation (8.2.4), the radial components reduce

to
(E —m+ ZTO‘) Guj(r) = —deZi ") 2 (j + ;) Fﬁ(r)

for j=0+1/2
P G (1) 1\ Goi(r) (8.2.23)
« 5\ . i \r
E Fui(r) =
( tmt 7‘) () dr :F<]+2) r
forj=0+1/2.

This system of equations can be solved by making the substitutions
ap=m+FE , aa=m—-F , sz/mQ—EQ:\/oqag
p=ro , k::l:(j—k;) , Y=Z«

(8.2.24)

with the condition E < m for bound states. One obtains

8 aoc-b=a-b+ic-axb,=0c -Xx0-x=1
x __ 1 X __
r i r

g -
p- HE-x5) =2
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(d+k>P—(2—’y>G——0
dp p o p
(d k) (()41 'y> 0.
dp p o p

Differentiating the first equation and inserting it into the second, one sees
that, for large p, F' and GG are normalizable solutions that behave like e™”.
Thus, in (8.2.25) we make the ansatz

F(p) = f(p)e™”,G(p) = g(p)e™", (8.2.26)

which leads to
k

(8.2.25)

kp 77 (8.2.27)
«
g g_( 1+7>f=0.
p \o p

In order to solve the system (8.2.27), one introduces the power series:

g=p’(aotarp+...), ap#0
f:ps(bo+b1p+...)7 bog#0.

Here, the same power s is assumed for g and f since different values would
imply vanishing ag and by, as can be seen by substitution into (8.2.27) in
the limit p — 0. For the solution to be finite at p = 0, s would have to be
greater than, or equal to, 1. Our experience with the Klein—-Gordon equation,
however, prepares us to admit s values that are somewhat smaller than 1.
Substituting the power series into (8.2.27) and comparing the coefficients of
p* =1 yields for v > 0:

(8.2.28)

(s+v+k)b, —b,_1+~va, — a2 a,_1 =0 (8.2.29a)
o
(s+v—Fk)a, —a,—1 —~b, — o b,_1=0. (8.2.29b)
o
For v = 0 one finds
+ k)bo + =0
(s + k)bo + 740 (8.2.30)

(s —k)ag— by =0.

This is a system of recursion relations. The coefficients ag and by differ from
zero, provided the determinant of their coefficients in (8.2.30) disappears, i.e.

5= (K2 -7

(8.2.31)
The behavior of the wave function at the origin leads us to take the positive
sign. Now, s depends only on k2, i.e., only on j. Thus, the two states of oppo-
site parity that belong to j turn out to have the same energy. A relationship
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between a, and b, is obtained by multiplying the first recursion relation by
o, the second by as, and then subtracting

bolo(s+v+k)+ asy] =ayfas(s+v —k)—o7], (8.2.32)

where we have used ajas = o2.

In the following we may convince ourselves that the power series obtained,
which do not terminate, lead to divergent solutions. To this end, we investi-
gate the asymptotic behavior of the solution. For large v (and this is also de-
cisive for the behavior at large r) it follows from (8.2.32) that ovb, = asva, ,
thus

and from the first recursion relation (8.2.29a)
vb, —by_1+ Yay — 2 ay—1 =0 ’
o

whence we finally find

2
bu = bu—l , Ay = ay—1
14 14

and thus, for the series,
(2p)” 2
v ~Y v ~Y ~Y p
S~ b~ P
v v v

The two series would approach the asymptotic form e2?. In order for the
solution (8.2.26) to remain well-behaved for large p, the series must terminate.
Due to the relation (8.2.32), when a,, = 0 we also have b, = 0 and, according
to the recursion relations (8.2.29), all subsequent coefficients are also zero,
since the determinant of this system of equations does not vanish for v > 0.
Let us assume that the first two vanishing coefficients are ay+1 = by41 = 0.
The two recursion relations (8.2.29a,b) then yield the termination condition

QoapnN — —UbN 5 N:O,1,2,... . (8233)
N is termed the “radial quantum number”. We now set v = N in (8.2.32)
and apply the termination condition (8.2.33)

2
by a(s+N+k)+a2~y+a(s+N—k)—Z ~ =0,
2

i.e., with (8.2.24)

20(s+ N) =v(aq —az) =2E~ . (8.2.34)
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We obtain E from this and also see that E > 0. According to (8.2.24), the
quantity o also contains the energy E. In the following we reintroduce ¢ and,
from (8.2.34), obtain

2(m*c* — E)Y? (s + N) = 2E~.

Solving this equation for F yields the energy levels:

) 72 T2

E= 1 . 8.2.35

" {*(HM (5:2:35)

It still remains to determine which values of k (according to (8.2.12) they are

integers) are allowed for a particular value of N. For N = 0, the recursion
relation (8.2.30) implies:

bo __ "
ap s+ k

and from the termination condition (8.2.33), we have

b «
0 =_"% <o.
aq g

Since, as implied by(8.2.31), s < |k|, it follows from the first of these relations
that

bo <0Ofor k>0
>0for k<0 ’

ao

whilst from the second relation it always follows that Z‘; <0, ie., for k<0
we arrive at a contradiction. Thus, for N = 0, the quantum number %k can
only take positive integer values. For N > 0, all positive and negative integer
values are allowed for k. With the definition of the principal quantum number

1
n=N+lkl=N+j+, (8.2.36)

and the value s = 1/k2 — 42 from (8.2.31), equation (8.2.35) yields the energy
levels

2 2
Ao
E,j=mc® |1+
7 <n— k| 4 /K2 — (Za)2>

A
=me? |1+ “ . (8.2.37)

n—(j+1) /(G +1) - (Zap
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Before we discuss the general result, let us look briefly at the nonrelativistic
limit together with the leading corrections. This follows from (8.2.37) by
expanding as a power series in Za:

Z%a?  (Za)t 1 3
E, =mci1— - —~ Za)®) b .
i =mc { o2 o (j-i—% 4n> +O0((Za) )}
(8.2.38)

This expression agrees with the result obtained from the perturbation-
theoretic calculation of the relativistic corrections (QM I, Eq. (12.5)).

We now discuss the energy levels given by (8.2.37) and their degeneracies.
For the classification of the levels, we note that the quantum number k =

+ (j + ) introduced in (8.2.12) belongs to the Pauli spinors gogm) = goﬁzjjb
Instead of k, one traditionally uses the quantum number ¢. Positive k is thus
associated with the smaller of the two values of £ belonging to the particular
7 considered. The quantum number £ takes the values k = £1,42,..., and
the principal quantum number n the values n =1,2,... . We recall that for
N = 0 the quantum number k must be positive and thus from (8.2.36), we
have k = n and, consequently, f =n—1and j =n— % Table 8.1 summarizes
the values of the quantum numbers k, j, j + ; and ¢ for a given value of the
principal quantum number 7.

Table 8.2 gives the quantum numbers for n = 1,2, and 3 and the spectro-
scopic notation for the energy levels n L;. It should be emphasized that the
orbital angular momentum L is not conserved and that the quantum number

¢ is really only a substitute for k, introduced to characterize parity.

Table 8.1. Values of the

K tLo£2 Ao quantum numbers k,j,j + 5,
J 1/2 3/2 n—1/2 and ¢ for a given principal
quantum number n
j+1/2 1 2 n
Y, 0 1 n—2 n—1
1 2 n—1

Table 8.2. The values of the quantum

n N |k koj ¢ numbers; principal quantum number n,
0 1 1 1/2 0 1S radial quantum number N, k, angular
momentum j and /¢
2 1 1 +1 1/2 0 251
1 1 -1 1/2 1 2Py,
0 2 2 3/2 1 2Ps;
3 2 1 1 1/2 0 351
2 1 -1 1/2 1 3Py
1 2 2 3/2 1 3P
1 2 -2 3/2 2 3Dy
0 3 3 5/2 2 3Ds5)p
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k=3
D5/
B k=2 k=2
n=3 Py D3/
k=1 k=-1
81/2 P1/2
k=2
Py
n=29 k=1 k=1
S1/2 P/

k=1
”:1{ S1/2

Fig. 8.3. The energy levels of the hydrogen atom according to the Dirac equation
for values of the principal quantum number n = 1,2, and 3

Figure 8.3 shows the relativistic energy levels of the hydrogen atom ac-
cording to (8.2.37) for the values n = 1,2, and 3 of the principal quantum
number. The levels 25 /5 and 2P, /5, the levels 3S; /o and 3P, ,, the levels
3P3/5 and 3D3, etc. are degenerate. These pairs of degenerate levels corre-
spond to opposite eigenvalues of the operator K = 1+ L-o, e.g., 2P/ has
the value k = 2, whereas 2D3,5 possesses k = —2. The only nondegenerate
levels are 15} /2, 2P3/2, 3D5 2, etc. These are just the lowest levels for a fixed
7, or the levels with radial quantum number N = 0, for which it was shown in
the paragraph following (8.2.35) that the associated k can only be positive.
The lowest energy levels are given in Table 8.3. The energy eigenvalues for
N =0 are, according to (8.2.37) and (8.2.36),

1
2

2 -3
=mc? {1—!—”2_72} zmc2\/1—72/n2.
(8.2.39)

2

Y
E—mCQ{l—F }
k2 — 2

Table 8.3. The lowest energy levels
n ¢ g Enj/mc?

18, 1 0 1} V1= (Za)?
25, 2 0 L Ve

2Py 2 1LV

2P, 2 1 5 14— (Za)?
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n;-Z,_l_:__u_,!_n fine structure + Lamb shift + hyperfine

W 2
W N P3
VT = P ‘——-: 236 Fig. 8.4. Splitting of the
! energy levels of the hydro-
1 10.950 sy, B 4 gen atom (MHz) due to
< Foe 177 the relativistic terms (fine
\2sy, ’qul %, 1057 ‘l structure, (Fig. 8.3)), the
----- 24 223 59 Lamb shift and the hyper-
I fine structure

Figure 8.4 shows how the level n = 2, [ = 1 (a single level according to
the Schrédinger equation) splits according to Dirac theory (8.2.37) to yield
the fine structure. Further weaker splitting, due to the Lamb shift and the
hyperfine structure?, is also shown. It should be noted that all levels are still
(24 + 1)-fold degenerate since they do not depend on the quantum number
m;. This degeneracy is a general consequence of the spherical symmetry
of the Hamiltonian (see the analogous discussion in QM I, Sect. 6.3). The
fine-structure splitting between the 2P3 /5 and the 2P; /5 and 25/, levels is
10950 MHz = 0.45 x 10~ 4eV.

As has already been mentioned, it is usual to make use of the nonrela-
tivistic notation to classify the levels. One specifies n, 7, and ¢, where ¢ is the
index of the Pauli spinor, which really only serves to characterize the parity.

The 2.5;/, and 2 P, /5 states are degenerate, as in first-order perturbation
theory. This is not surprising since they are the two eigenstates of opposite
parity for the same N and j. The 2 P3/, state has a higher energy than
the 2 Py /5 state. The energy difference arises from the fine-structure splitting
caused by the spin—orbit interaction. In general, for a given n, the states with
larger 5 have a higher energy. The ground-state energy

E1 =mc*\/1 - (Za)? = mc? (1 - (Z;)Q - (25)4 . ) (8.2.40)

is doubly degenerate, with the two normalized spinors

wn:l,j: ; ,mj:§ (T7 7‘97 ()0)

2mZa)3/? 1+7 .
= (2mZa) 7 _ (2mZar)7!
Var 2I'(1 + 2%)
1 (8.2.41a)
—maiLar O
x e 079 cosd
i(lz_ﬁ) sin ¥ el¥

and
9 Section 9.2.2 and QM I, Chap. 12
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wn:Lj: ; S =— ; (T7 197 ()0)

2mZa)3/? 1+ 7 _
= (2mZa) T _ (2mZar)7?

Var 2I(1+279) (8.2.41b)

0

1

x o 09 gingeiv
1= oy
Za

with ¥ = V1 — Z2a2 and the gamma function I'(x). The normalization
is given by fd3ijz:17j:§7mj:i; (9,0)¥n1,j=1,m,—+1(9,¢) = 1. The two
spinors possess the quantum numbers m; = +1/2 and m; = —1/2. They

are constructed from eigenfunctions of the orbital angular momentum: Yy
in the components 1 and 2 and Yj ,,—0,+1 in the components 3 and 4. In
the nonrelativistic limit « — 0,5 — 1, 12_07 —— 0 these solutions reduce to
the Schrédinger wave functions multiplied by Pauli spinors in the upper two
components.

The solution (8.2.41) displays a weak singularity r7=1 = r
pm2a?/2, However, this only has a noticeable effect in a very tiny region:

V1-Z202-1

1 ) 10—16300/22
2mZa 2mZa

Furthermore, for real nuclei with a finite radius, this singularity no longer
occurs. For Za > 1, 4 becomes imaginary and the solutions are therefore
oscillatory. However, all real nuclei have Za < 1 and, furthermore, this limit
is shifted for finite-sized nuclei.

Problems

8.1 Demonstrate the validity of the relation

(@ D) RS0, ==L |0 412 (54 )| £006h,

8.2 Prove the relation (8.2.16)

() _ X ()

Pim, . jm;

that was given in connection with the solution of the Dirac equation for the hydro-
gen atom.
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Hint: Make use of the fact that <p§:n)] is an eigenfunction of o - L and calculate

the commutator [o - L, 7*] (result: > (r* ¢ -V — (¢ -x)(x-V)—0-x)) or the
anticommutator.

8.3 Derive the recursion relations (8.2.29a,b) for the coefficients a, and b, .

8.4 Calculate the ground-state spinors of the hydrogen atom from the Dirac equa-
tion.

8.5 A charged particle is moving in a homogeneous electromagnetic field B =
(0,0, B) and E = (FEy,0,0). Choose the gauge A = (0, Bx,0) and, taking as your
starting point the Klein—-Gordon equation, determine the energy levels.



9. The Foldy—Wouthuysen Transformation
and Relativistic Corrections

9.1 The Foldy—Wouthuysen Transformation

9.1.1 Description of the Problem

Beyond the Coulomb potential, there are other potentials for which it is also
important to be able to calculate the relativistic corrections. Relativistic cor-
rections become increasingly important for nuclei of high atomic number,
and it is exactly these, for which the nuclear diameter is no longer negligible,
in which the potential deviates from the 1/r form. The canonical transfor-
mation of Foldy und Wouthuysen! transforms the Dirac equation into two
decoupled two-component equations. The equation for the components 1 and
2 becomes identical to the Pauli equation in the nonrelativistic limit; it also
contains additional terms that give rise to relativistic corrections. The ener-
gies for these components are positive. The equation for the components 3
and 4 describes negative energy states.

From the explicit solutions given in previous sections, it is evident that
for positive energies the spinor components 1 and 2 are large, and the compo-
nents 3 and 4 small. We seek a transformation that decouples the small and
large components of the spinor from one another. In our treatment of the non-
relativistic limit (Sect. 5.3.5), we achieved this decoupling by eliminating the
small components. We now wish to investigate this limit systematically and
thereby derive the relativistic corrections. According to a classification that
is now established in the literature, the Dirac Hamiltonian contains terms of
two types: “odd” operators which couple large and small components (a’, v¢,
v5) and “even” operators which do not couple the large and small components
(1, 8, X).

The canonical (unitary) transformation that achieves the required decou-
pling may be written in the form

p=e5y, (9.1.1)

where, in general, S can be time dependent. From the Dirac equation, it then
follows that

! L.L. Foldy and S.A. Wouthuysen, Phys. Rev. 78, 29 (1950)
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101 = 10 7Y = ie 99 +1 (0 ) ) = Hyp = He 9y (9.1.2a)
and, thus, we have the equation of motion for '

10 = (¥(H —10y)e %) ¢/ = H'y/ (9.1.2b)
with the Foldy—Wouthuysen-transformed Hamiltonian

H' =" (H —i0;)e " . (9.1.2¢)
The time derivative on the right-hand side of this equation only acts on e™'%.
One endeavors to construct S such that H’ contains no odd operators. For
free particles, one can find an exact transformation, but otherwise one has to

rely on a series expansion in powers of nl@ and, by successive transformations,

satisfy this condition to each order of 7}1 In fact, each power of 7}1 corresponds

to a factor P ~ ¥ ;in the atomic domain this is approximately equal to

Sommerfeld’s fine-structure constant «, since, from Heisenberg’s uncertainty

relation, we have * ~ " '~ ' =a.
C CMmAax cma

9.1.2 Transformation for Free Particles
For free particles, the Dirac Hamiltonian simplifies to
H=a-p+pm (9.1.3)

with the momentum operator p = —iV. Since {a, } = 0, the problem is
analogous to that of finding a unitary operator that diagonalizes the Pauli
Hamiltonian

H=0,B,+0.B,, (9.1.4a)

so that, after transformation, H contains only 1 and o. This is achieved by
a rotation about the y axis through an angle ¥y determined by (B, By, 0):

e3ov0 _ 03020590 (9.1.4b)

This equation suggests the ansatz

eTiS — o FATR 9(P) — o5 + fa-p sind . (9.1.5)

p|

Here, S is time independent. The last relation results from the Taylor expan-
sion of the exponential function and from

(a-p)* =a'ad p'p = ;{Oéi,aj}pipj = 0"p'p) = p? (9.1.6a)
(Ba-p)?=pfa-pfa-p=-F(ap)’=-p°. (9.1.6b)
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Inserting (9.1.5) into (9.1.2¢), one obtains H' as

H = oﬁTﬁl\W(a.p+ﬂm) <cos19 _fa-p sinﬁ)
p|
="l (00519+ Bﬁ)ipsin19> (a-p+pm)

=W (- p+pm) = <Cos219+ ﬂa'psinw) (a-p+6m)

[p|

=a-p (cos 209 — |m| sin 219> + pBm (cos 20 + Pl sin 219> . (9.1.7)
p m

The requirement that the odd terms disappear yields the condition tan 29 =

|fr’l| , from whence it follows that
tan 29 P m
1 27_9 = = 219 = .
. (1+tan?29)1/2  (m?2 + p2)t/2 "’ o8 (m? 4+ p?)1/2

Substituting this into (9.1.7) finally yields:

r_ m PP\ _ 2 2
H_Bm(E+mE)—6\/p +m?. (9.1.8)
Thus, H' has now been diagonalized. The diagonal components are nonlocal?
Hamiltonians +/p2? +m?2. In our first attempt (Sect. 5.2.1) to construct
a nonrelativistic theory with a first order time derivative, we encountered
the operator v/p? 4+ m2. The replacement of /p2 +m?2 by linear operators
necessarily leads to a four-component theory with negative as well as positive
energies. Even now, H' still contains the character of the four-component
theory due to its dependence on the matrix (3, which is different for the
upper and lower components. Such an exact transformation is only feasible
for free particles.

9.1.3 Interaction with the Electromagnetic Field

Of primary interest, of course, is the case of non-vanishing electromagnetic
fields. We assume that the potentials A and @ are given, such that the Dirac
Hamiltonian reads:

H=a (p—cA)+pm+ed (9.1.9a)
=pm+E+0. (9.1.9b)

Here, we have introduced a decomposition into a term proportional to 3, an
even term &, and an odd term O:

2 They are nonlocal because they contain derivatives of all orders. In a discrete
theory, the nth derivative signifies an interation between lattice sites that are n
units apart.
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E=ed and O=a(p-—-cA). (9.1.10)
These have different commutation properties with respect to 3:
pE=E6, pO=-08. (9.1.11)

The solution in the field-free case (9.1.5) implies that, for small 9, i.e., in the
nonrelativistic limit,

p

a-p
Y .
2m

=0 v

Ba
We can thus expect that successive transformations of this type will lead to an
expansion in 711 In the evaluation of H’, we make use of the Baker—Hausdorff
identity?
i2 i3
H' = H+i[S, H] +  [S.[S, H]] +  [S.[5,[S. H]]] +

: (9.1.12)
15.,15.15,[5, ]I = § - 18, 9]

14

+24:

i2

150,91,

given here only to the order required. The odd terms are eliminated up to
order m™2, whereas the even ones are calculated up to order m=3.
In analogy to the procedure for free particles, and according to the remark

following Eq. (9.1.11), we write for S:

S = —iB0O/2m . (9.1.13)
For the second term in (9.1.12), we find
B

i[S,H] = -0+ o

1 2
0.6+ pO”, (9.1.14)

obtained using the straightforward intermediate steps

(3O, B] = BOB — BBO = —20
[80,€] = B[O, €] (9.1.15)
[30,0] = pO* — 0B0 = 2p0?*.

Before calculating the higher commutators, let us immediately draw attention
to the fact that the first term in (9.1.14) cancels out the term O in H.
Hence, the aim of eliminating the odd operator @ by transformation has
been attained; although new odd terms have been generated, e.g., the second
term in (9.1.14), these have an additional factor m~!. We now address the
other terms in (9.1.12).

The additional commutator with iS can be written immediately by using
(9.1.14), (9.1.15), and (9.1.11):

P e'Be " =B+[ABl+...4+ L[AIA,...[AB]...]]+...
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sis ) =-00 - oo -,

and likewise,

om  8m?2

i3 03 1

LSSl H) = O - L b

4 —
pO 48m3

[0,10,[0,€]]] -

For the odd operators, it is sufficient to include terms up to order m=2 and
hence the third term on the right-hand side may be neglected. The next
contributions to (9.1.12), written only up to the necessary order in 1/m, are:

it BO*
. iBO
-5 = 2m
188 = - ! 0.0)
277 wm2t T
All in all, one obtains for H':
o? o 1 i .
! _ _ —
H=pn+ 5 (5 = o)) +E= 12 10.00.8] - 1, 10.0)
g 0% B0 _ 'y
+2m [0, €] 4?2 + om = Bm+ &+ O . (9.1.16)

Here, £ and all even powers of O have been combined into a new even
term &£’, and the odd powers into a new odd term O'. The odd terms now
occur only to orders of at least 7}1 To reduce them further, we apply another
Foldy—Wouthuysen transformation

, i, —ip [ B o 3O
S = 2m(’) = o (2m[0,5] 32 + om | - (9.1.17)
This transformation yields:
. .I
H'" =% (H —i0)e ™ =pm+E + 2?71 [0, &+ lgg (9.1.18)

=PBm+ & +0".

Since @' is of order 1/m, in O” there are now only terms of order 1/m?. This
transformation also generates further even terms, which, however, are all of
higher order. For example, 30’ /2m = 3e2E2/8m3 ~ Be*/m®r* ~ Ry a* .
By means of the transformation

—iBO"

2m

S = : (9.1.19)
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the odd term O” ~ O (,',) is also eliminated. The result is the operator
0" — eiS” (H// . iat)e—iS” = Bm + &
o2 o 1 . (9.1.20)
- - £ 0,[0,& 'o] :
6<m+2m 8m3>+ 8m? (0, €]+1

which now only consists of even terms.
In order to bring the Hamiltonian H'” into its final form, we have to
substitute (9.1.10) and rewrite the individual terms as follows:

2nd term of H'":

or_ 1 (o (p—eA))? = ! (p—eA)? — ‘> B (9.1.21a)
2m  2m p ~om P 2m ’ o
since

a'ed = 'l = —y'y == ({7} + ') = —gV +ieVh D"
_ §i7 4 ik o
and the mixed term with ¢¥* yields:
—e(p' AV + AlpT) ik Xk = _ie ((p' A7) + ATp' + A'pd) 'F xF
=—c(0;A)eF Lk = —eB- X

5th term of H"':
Evaluation of the second argument of the commutator gives

([(’), &+ 1(9) = [a'(p' — eA"), eP] —iea’ A’
= —jea’ (81-45 + AZ) =ied’E" .
It then remains to compute
[0,a-E] = a'ad(p' — eA)ET — o/ EVal (p' — eA?)
= (p' —eA)E' —E'(p’ —eA’)
+igk Dk (pt — e AYET — 17k DR EI (pt — eAY)
=(p'E)+ X - VxE-2X -Ex(p—ecA).
Hence, the 5th term in H" reads:
ie e .. ie
- mQ[O,a-E] =" g2 divE — 8m22.v x E

8 (9.1.21b)

e

- 4m?
Inserting (9.1.10) and (9.1.21a,b) into (9.1.20), one obtains the final expres-
sion for H"':

Y- Ex(p—eA).
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—eA)? 1
H”’:6<m—|—(p 2; ) —8m3[(p—eA)2—eE~B]2)+e€I>

~ “3y . B- ° ¥ .culE (9.1.22)
2m 8m?
e

€ .
- 4£m22-E>< (p—eA) — Sm2 divE .

The Hamiltonian H'” no longer contains any odd operators. Hence, the com-
ponents 1 and 2 are no longer coupled to the components 3 and 4. The
eigenfunctions of H" can be represented by two-component spinors in the
upper and lower components of ', which correspond to positive and neg-
ative energies. For ¢/ = (‘6’), the Dirac equation in the Foldy—Wouthuysen
representation acquires the following form:

) 1 e p*

- @ _eA)? — B-

Lot {m—|—e + 2m(p eA) om? 8m3

(9.1.23)

- 4;20'-E X (p—eA) — 8;2 diVE}go.
Here, ¢ is a two-component spinor and the equation is identical to the Pauli
equation plus relativistic corrections. The first four terms on the right-hand
side of (9.1.23) are: rest energy, potential, kinetic energy, and coupling of
the magnetic moment p = ,° o = 2,° S to the magnetic field B. As was
discussed in detail in Sect. 5.3.5.2, the gyromagnetic ratio (Landé factor) is
obtained from the Dirac equation as ¢ = 2. The three subsequent terms are
the relativistic corrections, which will be discussed in the next section.

Remark. Equation (9.1.23) gives only the leading term that follows from O*, which
is still contained in full in (9.1.22), namely p*. The full expression is

B B B 2 2_ B _ 4, 212
83 0" = 83 ((p—eA)" —eXB)" = 8m? [(p—eA) "+ e B +
+eX - AB —2¢X - B(p — eA)? — 2iec; VB;(p — eA)] .

It should also be noted that, in going from (9.1.22) to (9.1.23), it has been assumed
that curl E = 0.

9.2 Relativistic Corrections and the Lamb Shift

9.2.1 Relativistic Corrections

We now discuss the relativistic corrections that emerge from (9.1.22) and
(9.1.23). We take E = —V&(r) = —1 9% x and A = 0. Hence, curlE =0
and

109 109

E-Expz—raTE-xxpz—TaTZ-L. (9.2.1)
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Equation (9.1.23) contains three correction terms:

212
Hy =— (p7) relativistic mass corrrection (9.2.2a)
8m?3
100
H, = 4;2 cor L spin-orbit coupling (9.2.2b)
Hs = _8:;12 divE = 8:;12 V20(x)  Darwin term. (9.2.2¢)

Taken together, these terms lead to the perturbation Hamiltonian

2\2 2
(p) LoV o b V2V (x) ;

H H. Hy = — .
1+ Ha+ My 8m3c2  4m2c2 r Or 7 8m2c2
(9.2.2d)

(V' = e®). The order of magnitude of each of these corrections can be obtained
from the Heisenberg uncertainty relation

2 2
Ry x ( P ) =Ry (U) = Rya? = mc?a?,
mc c

where a = €3 (= eZ/hc) is the fine-structure constant. The Hamiltonian
(9.2.2d) gives rise to the fine structure in the atomic energy levels. The per-
turbation calculation of the energy shift for hydrogen-like atoms of nuclear
charge Z was presented in Chap. 12 of QM I; the result in first-order pertur-
bation theory is

RyZQ(Za)2{3 n }

n2 n2 4_j—|—;

The energy eigenvalues depend, apart from on n, only on j. Accordingly, the
(n = 2) levels 25, /2 and 2p, /2 are degenerate. This degeneracy is also present
in the exact solution of the Dirac equation (see (8.2.37) and Fig. 8.3). The
determination of the relativistic perturbation terms H;, Hs, and Hjs from
the Dirac theory thus also provides a unified basis for the calculation of the
fine-structure corrections O(a?).

Remarks:

(i) An heuristic interpretation of the relativistic corrections was given in QM I,
Chap. 12. The term H; follows from the Taylor expansion of the relativistic kinetic
energy \/p2 +m?2. The term Hs can be explained by transforming into the rest
frame of the electron. Its spin experiences the magnetic field that is generated by
the nucleus, which, in this frame, orbits around the electron. The term Hs3 can
be interpreted in terms of the “Zitterbewegung”, literally “trembling motion”, a
fluctuation in the position of the electron with an amplitude dz = he/m.

(if) The occurrence of additional interaction terms in the Foldy—Wouthuysen rep-
resentation can be understood as follows: An analysis of the transformation from
the Dirac representation 1 to 1)’ shows that the relationship is nonlocal*

4 L.L. Foldy and S.A. Wouthuysen, Phys. Rev. 78, 29 (1950)
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(%) = / &2’ K (%, () |

where the kernel of the integral K(x,x’) is of a form such that, at the position
x, 1’ (x) consists of 1 contributions stemming from a region of size ~ A. around
the point x; here, A. is the Compton wavelength of the particle. Thus, the original
sharply localized Dirac spinor transforms in the Foldy—Wouthuysen representation
into a spinor which seems to correspond to a particle that extends over a finite
region. The reverse is also true: The effective potential that acts on a spinor in
the Foldy—Wouthuysen representation at point x consists of contributions from the
original potential A(x), #(x) averaged over a region around x. The full potential
thus has the form of a multipole expansion of the original potential. This viewpoint
enables one to understand the interaction of the magnetic moment, the spin—orbit
coupling, and the Darwin term.

(iii) Since the Foldy—Wouthuysen transformation is, in general, time dependent,
the expectation value of H"” is generally different to the expectation value of H. In
the event that A (x) and @(x) are time independent, i.e., time-independent electro-
magnetic fields, then S is likewise time independent. This means that the matrix
elements of the Dirac Hamiltonian, and in particular its expectation value, are the
same in both representations.

(iv) An alternative method® of deriving the relativistic corrections takes as its

starting point the resolvent R = H_mlc2_z of the Dirac Hamiltonian H. This is
analytic in i at ¢ = oo and can be expanded in i In zeroth order one obtains the

Pauli Hamiltonian, and in (9(612) the relativistic corrections.

9.2.2 Estimate of the Lamb Shift

There are two further effects that also lead to shifts and splitting of the
electronic energy levels in atoms. The first is the hyperfine interaction that
stems from the magnetic field of the nucleus (see QM I, Chap. 12), and the
second is the Lamb shift, for which we shall now present a simplified theory.%

The zero-point fluctuations of the quantized radiation field couple to the
electron in the atom, causing its position to fluctuate such that it experiences
a smeared-out Coulomb potential from the nucleus. This effect is qualitatively
similar to the Darwin term, except that the mean square fluctuation in the
electron position is now smaller: We consider the change in the potential due
to a small displacement dx:

V(x+0x) =V(x)+0xVV(x) + é&ciézjViVjV(x) +... . (924)

Assuming that the mean value of the fluctuation is (dx) = 0, we obtain
an additional potential

5 F. Gesztesy, B. Thaller, and H. Grosse, Phys. Rev. Lett. 50, 625 (1983)
5 Our simple estimate of the Lamb shift follows that of T.A. Welton, Phys. Rev.
74, 1157 (1948).
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AHpamb = (V(x + 0x) = V(%)) = é<(5x)2>V2V(x)

1
= 6<(5x)2> Ar Zahe 6P (x) . (9.2.5)
The brackets () denote the quantum-mechanical expectation value in the
vacuum state of the radiation field. In first order perturbation theory, the
additional potential (9.2.5) only influences s waves. These experience an en-
ergy shift of

2nZahe
AEramp = 3 ((6x)?) |9, e=0(0)|
(2mceZa)? Zac 9
= 1) 1) 9.2.6
1252 n3 <( X) > £,0 5 ( )
where we have used 1, ¢—o(0) = \/177 (mz‘gz)B/z. The energy shift for the
p,d, ... electrons is much smaller than that of the s waves due to the fact

that they have 1(0) = 0, even when one allows for the finite extent of the
nucleus. A more exact theory of the Lamb shift would include, not only the
finite size of the nucleus, but also the fact that not all contributing effects
can be expressed in the form AV as is assumed in this simplified theory.

We now need to estimate ((6x)?), i.e., find a connection between dx and
the fluctuations of the radiation field. To this end, we begin with the nonrel-
ativistic Heisenberg equation for the electron:

mix =eE. (9.2.7)

The Fourier transformation

5x(t) / ‘2[: e lox,, (9.2.8)
yields

((6x(t))?) = / ;Z‘; / ‘;‘;’<5xw5xw,>. (9.2.9)

Due to the invariance with respect to translation in time, this mean square
fluctuation is time independent, and can thus be calculated at ¢t = 0. From
(9.2.7) it follows that

e E,
0xXy = — . 9.2.10
X w2 ( )
For the radiation field we use the Coulomb gauge, also transverse gauge,
div A = 0. Then, due to the absence of sources, we have
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E(t) — —iA(O,t) . (9.2.11)

The vector potential of the radiation field can be represented in terms of the
creation and annihilation operators aL y(ak,») for photons with wave vector
k, polarization )\, and polarization vector g (A = 1,2)":

h2me . .
X t Z\/ ak,AEk,ACI(kx_th) + a}L))\eik{)kC—l(kx—ckt)) ]

(9.2.12)

The polarization vectors are orthogonal to one another and to k. From
(9.2.12), one obtains the time derivative

h2me _i -
— Z\/ 1Ck ak,Aek,Ae ickt _ aL )\Ei: )\elckt)

and the Fourier-transformed electric field

o0

E, = / dt e“TE(t)

— 00

3
-y \/ h(zwv) ke (a1 re1 18w — k) = a, yef \O(w + k)
k,\
(9.2.13)

Now, by making use of (9.2.9), (9.2.10), and (9.2.13), we can calculate the
mean square fluctuation of the position of the electron

((x(t))?) = / dods e 1 g B

(27T) m2 2w

h27r ck T«
Z Z V Ck' (akdsky)\ - a’k,xgk,)\)

kXK' N\
T *
X a/k/7)\/5k/)>\/ — ak/ A’Ek,,)\/ .

The expectation value is finite only when the photon that is annihilated is
the same as that created. We also assume that the radiation field is in its
ground state, i.e., the vacuum state |0). Then, with aky)\aL)\ =1+ aL)/\akA
and ay , |0) = 0, it follows that

T QM I, Sect. 16.4.2
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e? 3k h
(OxO)) = 5 | s (pys 2 {Geation + Herbicn
/ (2)? (ck) _< > 0214

S22 / dk
7 he \me k-’
where we have also made the replacement ‘1, Sk — [ (gi])“3. The integral

Jo< dk ;. is ultraviolet (k — oo) and infrared (k — 0) divergent.

In fact, there are good physical reasons for imposing both an upper and a
lower cutoff on this integral. The upper limit genuinely remains finite when
one takes relativistic effects into account. The divergence at the lower limit
is automatically avoided when the electron is treated, not with the free equa-
tion of motion (9.2.7), but quantum mechanically, allowing for the discrete
atomic structure. In the following, we give a qualitative estimate of both lim-
its, beginning with the upper one. As a result of the “Zitterbewegung” (the
fluctuation in the position of the electron), the electron is spread out over a
region the size of the Compton wavelength. Light, because its wavelength is
smaller than the Compton wavelength, causes, on average, no displacement
of the electron, since the light wave has as many peaks as troughs within
one Compton wavelength. Thus, the upper cutoff is given by the Compton
wavelength 7}1, or by the corresponding energy m. For the lower limit, an
obvious choice is the Bohr radius (Zam) ™!, or the corresponding wave num-
ber Zam. The bound electron is not influenced by wavelengths greater than
a = (Zam)~1. The lowest frequency of induced oscillations is then Zam.
Another plausible choice is the Rydberg energy Z?a?m with the associated
length (Z2a2m)~1, corresponding to the typical wavelength of the light emit-
ted in an optical transition. Light oscillations at longer wavelengths will not
influence the bound electron. In a complete quantum-electrodynamical the-
ory, of course, there are no such heuristic arguments. If we take the first of
the above estimates for the lower limit, it follows that

Wmax m

/dwlz/dwlzlog 1 ,
w w Zo

Wmin Zam

and thus, from (9.2.6) and (9.2.14),

2me Za)® Zac 2 €2 2 1
ABps — (2mcZa)® Zac?2 e h log 500
12h2 n3 mhe \mec Zo (9.2.15)
8743 11,5, ,
= 303 8 Za 24 0c0 -

This corresponds to a frequency shift®

8 T.A. Welton, Phys. Rev. 74, 1157 (1948)
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Avpamp = 667TMHz for n=2, Z=1,/(=0.

The experimentally observed shift? is 1057.86240.020 MHz. The complete
quantum-electrodynamical theory of radiative corrections yields 1057.864 £+
0.014 MHz.'° In comparison with the Darwin term, the radiative corrections
are smaller by a factor alog ; The full radiative corrections also contain
a(Za)* terms, which are numerically somewhat smaller. Levels with £ # 0
also display shifts, albeit weaker ones than the s levels.

Quantum electrodynamics allows radiative corrections to be calculated
with remarkable precision'®!!. This theory, too, initially encounters diver-
gences: The coupling to the quantized radiation field causes a shift in the
energy of the electron that is proportional (in the nonrelativistic case) to p?,
i.e., the radiation field increases the mass of the electron. What one measures,
however, is not the bare mass, but the physical (renormalized) mass which
contains this coupling effect. Such mass shifts are relevant to both free and
bound electrons and are, in both cases, divergent. One now has to reformulate
the theory in such a way that it contains only the renormalized mass. For the
bound electron, one then finds only a finite energy shift, namely, the Lamb
shift'!. In the calculation by Bethe, which is nonrelativistic and only contains
the self-energy effect described above, one finds a lower cutoff of 16.6 Ry and
a Lamb shift of 1040 MHz. Simply out of curiosity, we recall the two estimates
preceding Eq. (9.2.15) for the lower cutoff wave vector: If one takes the geo-
metrical mean of these two values, for Z = 1 one obtains a logarithmic factor
in (9.2.15) of log | % ., which in turn yields AE = 1040 MHz.

In conclusion, it is fair to say that the precise theoretical explanation of
the Lamb shift represents one of the triumphs of quantum field theory.

Problems

9.1 Verify the expressions given in the text for

i3 1

S5 H], (181818 H, IS [S 15, [S, 2] (9.2.16)

i
o
with H = a(p — eA) + fm + ed and S = —2;1[3(9, where O = a(p — €A).

% The first experimental observation was made by W.E. Lamb, Jr. and R.C.
Retherford, Phys. Rev. 72, 241 (1947), and was refined by S. Triebwasser, E.S.
Dayhoff, and W.E. Lamb, Phys. Rev. 89, 98 (1953)

10 N.M. Kroll and W.E. Lamb, Phys. Rev. 75, 388 (1949); J.B. French and V.F.
Weisskopf, Phys. Rev. 75, 1240 (1949); G.W. Erickson, Phys. Rev. Lett. 27, 780
(1972); P.J. Mohr, Phys. Rev. Lett. 34, 1050 (1975); see also Itzykson and Zuber,
op. cit p. 358

' The first theoretical (nonrelativistic) calculation of the Lamb shift is due to H.A.
Bethe, Phys. Rev. 72, 339 (1947). See also S.S. Schweber, An Introduction to
Relativistic Quantum Field Theory, Harper & Row, New York 1961, p. 524.; V.F.
Weisskopf, Rev. Mod. Phys. 21, 305 (1949)
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9.2 Here we introduce, for the Klein—-Gordon equation, a transformation analogous
to Foldy—Wouthuysen’s, which leads to the relativistic corrections.

(a) Show that the substitutions

1 i dy 1 i Op
972<¢+m8t> and X72<<'0_m8t>

allow the Klein—Gordon equation

8290 2 2
to be written as a matrix equation
0P
i = Hoy®
"ot 0
__ (0 o 1 1 v2 1 0
where @ = (X) and Hp= — (_1 1) 2m + 0_1)m

(b) Show that in the two-component formulation, the Klein-Gordon equation for
particles in an electromagnetic field, using the minimal coupling (p — © = p —eA),
reads:

0D 1 1\ = 10
Lo = {— <_1 _1) om, + <0 1 m+ eV (z) p P(x) .
(c) Discuss the nonrelativistic limit of this equation and compare it with the cor-

responding result for the Dirac equation.
Hint: The Hamiltonian of the Klein—Gordon equation in (b) can be brought

into the form H = O+ & +nm with n = <(1) _?) , O:P;:z = <_(1)(1)> ;:1 » and

E=eV+ 77;; . Show, in analogy to the procedure for the Dirac equation, that, in
the case of static external fields, the Foldy~Wouthuysen transformation & = 5@
yields the approximate Schrédinger equation iagz = H'®’, with

4

2
H’:n<m+" - ’Tf+...>+ev+ [, (72 eV] +... .

1
2m  8m? 32m*
The third and the fifth term represent the leading relativistic corrections. In respect

to their magnitudes see Eq. (8.1.19) and the remark (ii) in Sect. 10.1.2.



10. Physical Interpretation
of the Solutions to the Dirac Equation

In interpreting the Dirac equation as a wave equation, as has been our practice
up to now, we have ignored a number of fundamental difficulties. The equa-
tion possesses negative energy solutions and, for particles at rest, solutions
with negative rest mass. The kinetic energy in these states is negative; the
particle moves in the opposite direction to one occupying the usual state of
positive energy. Thus, a particle carrying the charge of an electron is repelled
by the field of a proton. (The matrix § with the negative matrix elements
(B33 and (44 multiplies m and the kinetic energy, but not the potential term
ed in Eq. (9.1.9).) States such as these are not realized in nature. The main
problem, of course, is their negative energy, which lies below the smallest
energy for states with positive rest energy. Thus, one would expect radia-
tive transitions, accompanied by the emission of light quanta, from positive
energy into negative energy states. Positive energy states would be unstable
due to the infinite number of negative-energy states into which they could
fall by emitting light — unless, that is, all of these latter states were occupied.

It is not possible to exclude these states simply by arguing that they are
not realized in nature. The positive energy states alone do not represent a
complete set of solutions. The physical consequence of this is the following:
When an external perturbation, e.g., due to a measurement, causes an elec-
tron to enter a certain state, this will in general be a combination of positive
and negative energy states. In particular, when the electron is confined to
a region that is smaller than its Compton wavelength, the negative energy
states will contribute significantly.

10.1 Wave Packets and “Zitterbewegung”

In the previous sections, we for the most part investigated eigenstates of
the Dirac Hamiltonian, i.e., stationary states. We now wish to study general
solutions of the time-dependent Dirac equation. We proceed analogously to
the nonrelativistic theory and consider superpositions of stationary states
for free particles. It will emerge that these wave packets have some unusual
properties as compared to the nonrelativistic theory (see Sect. 10.1.2).



196 10. Physical Interpretation of the Solutions to the Dirac Equation

10.1.1 Superposition of Positive Energy States

We shall first superpose only positive energy states

dp m i
( ) — —1px
Y (x) = / 0 3 El 2b D, 7)Ur(p (10.1.1)

and investigate the properties of the resulting wave packets. Here, u,.(p) are
the free spinors of positive energy and b(p,r) are complex amplitudes. The
factor @ ")LS  is included so as to satisfy a simple normalization condition.

We note in passing that ¢ p is a Lorentz-invariant measure where, as always,
E= \/ p? + m?2. We show thls by the following rearrangement:

1 T Slpo—E 7
/dng :/dgp/dpo (pOE ) :/d3p/dpo 26(pg — E?)
0 0

=/d3p/ dpo 5(p3—E2)=/d4p5(p2—m2)'

Both d*p and the §-function are Lorentz covariant. The d*p = det A d*p’ = +d*p’
transforms as a pseudoscalar, where the Jacobi determinant det A would equal 1

(10.1.2)

for proper Lorentz transformations.

The density corresponding to (10.1.1) is given by
F0(t %) = M, x)p P (8, %) . (10.1.3a)

Integrated over all of space

d3 d3p/ m2 *
/d3x]+)0tx /dB / 28 EE’Zb p.r ')

X u )ur (p )C (E-E")t— l(p—p )x (1013b)
d3p m
_Z/ oy g PO =1

the density in the sense of a probablity density is normalized to unity. Here, we
have used [ d3z¢!®=P)* = (27)3 §3) (p — p’) and the orthogonality relation
(6.3.192)!. The time dependence disappears and the total density is time
independent. This equation determines the normalization of the amplitudes
b(p, ).

We next calculate the total current, which is defined by

JH) = /dng(+)(t, X) = /d?’xz/}(HT(Lx)a (L, x) . (10.1.4)

Yl (p) e (p) = @ (p)Y° ur (p) = E 6,0
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In analogy to the zero component, one obtains

J(-‘r) — dB‘r d3 d3 / m2 b* b /o0
(2m)8 P pEE,Z (p, )b, 1")

x ul(p)ovu (p/)e! 7= E D iPmR)x (10.1.4')

/ 0 DL Nt
= [ s 2o 2 Vb Y (e ().

For further evaluation, we need the Gordon identity (see Problem 10.1)

ay(p)y* ur(q) = ! ur(p) [(p + )" + 0" (p — @)u] ur(q) - (10.1.5)

2m
Taken in conjunction with the orthonormality relations for the w, given in
(6.3.15), @, (k)us(k) = d,s, equation (10.1.4") yields:

3 = Z/ ;WPB 7;& )|2 P _ <§> _ (10.1.6)

This implies that the total current equals the mean value of the group velocity

OF  0+v/p?+m?

Jp op E
So far, seen from the perspective of nonrelativistic quantum mechanics, noth-
ing appears unusual.

10.1.2 The General Wave Packet

However, on starting with a general wave packet and expanding this using
the complete set of solutions of the free Dirac equation, the result contains
negative energy states. Let us take as the initial spinor the Gaussian

1 ixpo—x° 2
¥(0,x) = (22}t ° Po—x/dd" ), (10.1.8)

where, for example, w = (¥), i.c., at time zero there are only components
with positive energy, and where d characterizes the linear dimension of the
wave packet. The most general spinor can be represented by the following

superposition:

30 m , .
P(t,x) = / (;WI))B B (b(p, 7)ur(p)e™ " + d*(p, r)vr(p)e®*) .

(10.1.9)
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We also need the Fourier transform of the Gaussian appearing in the initial
spinor (10.1.8)

/d% eiXPo—x"/4d” —ipx _ (4742)3/2=(P=po)*d” (10.1.10)

In order to determine the expansion coefficients b(p, r) and d(p, ), we take the
Fourier transform at time ¢ = 0 of 1(0,x) and insert (10.1.8) and (10.1.10)
on the left-hand side of (10.1.9)

m

Srd2)3/4 —(p—po)’d*, _
(8wd*)*/ e w= g

> (b, r)ur(p) + d* (5, 7)o, (p) , (10.1.11)

T

where p = (p°, —p). After multiplying (10.1.11) by [ (p) and v} (), the or-
thogonality relations (6.3.19a—c)

e (9 0us (K) = By = ul () ()
019 0, K) = 7 sy = 2l ()0, (h)

U (k) us(k) = 0 = vl (k) us(k)
yield the Fourier amplitudes

b(p,r) = (8md?)*/ 1= (PP T i (1)

. (10.1.12)
d*(p,r) = (8md?)*/* = PP p] (G
both of which are finite.

We have thus demonstrated the claim made at the outset that a general
wave packet contains both positive and negative energy components. We now
wish to study the consequences of this type of wave packet. For the sake of
simplicity, we begin with a nonpropagating wave packet, i.e., pop = 0. Some of
the modifications arising when pg # 0 will be discussed after Eq. (10.1.14b).

Since we have assumed w = (“g), the representation (6.3.11a,b) implies,

Ip|

for the spinors u, and v, of free particles, the relation d*(p,r)/b(p,r) ~ M E -

If the wave packet is large, d > ! | then |p| < d~! < m and thus d*(p) <
b(p). In this case, the negative energy components are negligible. However,
when we wish to confine the particle to a region of dimensions less than a
Compton wavelength, d < 711 , then the negative energy solutions play an

important role:
| ~d™ > m,

ie., d*/b~ 1.
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The normalization

3 m
Jevienues = [ G005 (Mo + ) <1

is time independent as a result of the continuity equation.
The total current for the spinor (10.1.9) reads:

3 m A
70)= [ G 5 U S o+ i)

+iy [b*(f), rYd* (p,r")e? P, (p) o v (p) (10.1.13)

= b(p,r)d(p, 1" )e ", (p)awur(ﬁ)] } '

The first term is a time-independent contribution to the current. The second
term contains oscillations at frequencies greater than 2’7;2 = 2 x 10?571,
This oscillatory motion is known as “Zitterbewegung”.

In this derivation, in addition to (10.1.5), we have used

B vla) = o1 (D)6 ) +i0™ 5+ a)u] v (a) (10.1.142)

from which it follows that

ul(p)a'v, (p) = tr ()7 vr ()

v

(5+p),00 ()]
(10.1.14b)

- 2171 [(ﬁi =) (B)or(p) + @ (5) 0

For the initial spinor (10.1.8) with w = (¥) and po = 0, the first term of (10.1.14b)

contributes nothing to J*(¢) in (10.1.13). If the spinor w also contains components
3 and 4, or if pg # 0, there are also contributions from Zitterbewegung to the first
term of (10.1.14b). One obtains an additional term (see Problem 10.2) to (10.1.13)

" ds m — — 242 94 i 1
AJ'(t) = / (27;1))3 B (8md?)?/2e2(P=P0) A" 2Bt iy b om? (P> — mpy)yow .
(10.1.13")

The amplitude of the Zitterbewegung is obtained as the mean value of x:

(x) = / B (1 %) x (1, %)
(10.1.15a)

= /d3wa(O,x)ethxe_th@/J(O,x).

In order to calculate (x), we first determine the temporal variation of (x),
since this can be related to the current, which we have already calculated:
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d

ﬁmzi/fwwuwm e 1H14(0, %)

= /d%w(t,x)i[f[,xw(t,x) (10.1.15b)
_ /d%w(t,x)aw(t,x) =3(t) .

In evaluating the commutator we have used H = o }V—i— (Bm. The integration
of this relation over the time from 0 to ¢ yields, without (10.1.13’),

@)= (ot [ iﬁﬁ§§§j|bn 2+ 1))
+Z/f?m@w>mn>wt@ww@<mﬂ®

+ b(5. 1)d(p. ) 5, ()0 u, (5)
The mean value of z* contains oscillations with amplitude ~ E ~ 7}1 ~ h =
3.9 x 107" cm. The Zitterbewegung stems from the interference between
components with positive and negative energy.

Remarks:

(i) If a spinor consists not only of positive-energy, but also of negative energy
states, Zitterbewegung follows as a consequence. If one expands bound
states in terms of free solutions, these also contain components with
negative energy. An example is the ground state of the hydrogen atom
(8.2.41).

(ii) A Zitterbewegung also arises from the Klein-Gordon equation. Here too,
wave packets with linear dimension less than the Compton wavelength

Aer— = mhc contain contributions from negative energy solutions, which

fluctuate over a region of size A.,-. The energy shift in a Coulomb po-
tential (Darwin term), however, is a factor « smaller than for spin—%

particles. (See Problem 9.2)2.

*10.1.3 General Solution of the Free Dirac Equation
in the Heisenberg Representation

The existence of Zitterbewegung can also be seen by solving the Dirac equa-
tion in the Heisenberg representation. The Heisenberg operators are defined
by

2 An instructive discussion of these phenomena can be found in H. Feshbach and
F. Villars, Rev. Mod. Phys. 30, 24 (1985)
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O(t) = /PO~ /M (10.1.17)
which yields the equation of motion
dO(t) 1
= O(t),H] . 10.1.18

We assume that the particle is free, i.e., that A =0 and @ = 0. In this case,
the momentum commutes with

H=co p+ pmc?, (10.1.19)
that is,
dp(t)
=0 10.1.20
P o, (10.1.20)
which implies that p(t) = p = const. In addition, we see that
dx(t) 1
v(t) = P ih[x(t),H] =ca(t) (10.1.21a)
and
do 1 2
= t),H] = — Ha(t)) . 10.1.21
g = gple®) H = (ecp — Halt) (10.1.21D)
Since H = const (time independent), the above equation has the solution
v(t) =ca(t)=cH 'p+ e (a(0) —cH 'p) . (10.1.22)
Integration of (10.1.22) yields:
Ap he 2iH¢ cp
x(t) =x(0)+ P+ (e - 1) (a(O) - H) . (10.1.23)
For free particles, we have
aH + Ha = 2cp,
and hence
) () -
(a=D)H+m(a=P")=0. (10.1.24)

In addition to the initial value x(0), the solution (10.1.23) also contains a
term linear in ¢ which corresponds to the group velocity motion, and an
oscillating term that represents the Zitterbewegung. To calculate the mean
value [97(0,x)x(t)(0,x)d>x, one needs the matrix elements of the operator
a(0) — 9. This operator has nonvanishing matrix elements only between
states of identical momentum. The vanishing of the anticommutator (10.1.24)
implies, furthermore, that the energies must be of opposite sign. Hence, we
find that the Zitterbewegung is the result of interference between positive
and negative energy states.
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*10.1.4 Potential Steps and the Klein Paradox

One of the simplest exactly solvable problems in nonrelativistic quantum
mechanics is that of motion in the region of a potential step (Fig. 10.1). If the
energy F of the plane wave incident from the left is smaller than the height V4
of the potential step, i.e., E < Vj, then the wave is reflected and penetrates
into the classically forbidden region only as a decaying exponential e™"*
with k = \/Qm(Vo — E). Hence, the larger the energy difference Vy — E, the
smaller the penetration. The solution of the Dirac equation is also relatively
easy to find, but is not without some surprises.

We assume that a plane wave with positive energy is incident from the
left. After separating out the common time dependence e™ !, the solution
in region I (cf. Fig.10.1) comprises the incident wave

3

1
3 ikx 0

Yin(z”) =€ % (10.1.25)

0

0

1

0 , (10.1.26)
k

0 E+m

ie., ¥1(2) = i (23) + Yren(2?®). The second term in (10.1.26) represents a

reflected wave with opposite spin and will turn out to be zero. In region II,

we make a similar ansatz for the transmitted wave

1 0
o3 0 P 1
Prr(2?) = Yirans(2®) = ce!?” q +de'e” 0
E—Vp+m
0 —q
E—Vo+m
(10.1.27)
V(xfi)
Vo
Et

z? Fig. 10.1. A potential step of
I I height Vp
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The wave vector (momentum) in this region is given by

q=y&E—%f—wﬁ, (10.1.28)

and the coefficients a, b, ¢, d are determined from the requirement that 1 be
continuous at the step. If the solution were not continuous, then, upon insert-
ing it into the Dirac equation, one would obtain a contribution proportional
to §(23). From this continuity condition, ¥r(0) = v11(0), it follows that

l+a=c, (10.1.29a)
E
l—a=rc, with r= IZE—{/;T—r:m , (10.1.29b)
and
b=d=0. (10.1.29¢)

The latter relation, which stems from components 2 and 4, implies that the
spin is not reversed.

As long as |E — Vo| < m, ie. —m+Vy < E < m+ 1}, the wave vector
q to the right of the step is imaginary and the solution in that case decays
exponentially. In particular, when F,Vj < m, then the solution i ans ~
e~lalz® « e=me® ig localized to within a few Compton wavelengths.

However, when the height of the step V[ becomes larger, so that finally
Vo > E + m, then, according to (10.1.28), ¢ becomes real and one obtains an
oscillating transmitted plane wave. This is an example of the Klein paradox.

The source of this initially surprising result can be explained as follows:
In region I, the positive energy solutions lie in the range £ > m, and those
with negative energy in the range £ < —m. In region II, the positive energy
solutions lie in the range £ > m + Vi, and those with negative energy in
the range E < —m + Vf. This means that for V5 > m the solutions hitherto
referred to as “negative energy solutions” actually also possess positive energy.
When Vj becomes so large that Vi > 2m (see Fig. 10.2), the energy of these
“negative energy solutions”in region II eventually becomes larger than m,
and thus lies in the same energy range as the solutions of positive energy in
region I. The condition for the occurrence of oscillatory solutions given after
Eq. (10.1.29¢) was Vo > E + m, where the energy in region I satisfies E > m.
This coincides with the considerations above. Instead of complete reflection
with exponential penetration into the classically forbidden region, one has a
transition into negative energy states for £ > 2m.

For the transmitted and reflected current density one finds,

jtrans _ 4T jrcﬁ _ (1 - T>2 —1_ jtrans

B 1+r jin

I 10.1.30
jin (1 +T)2 Jin ( )
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However, according to Eq. (10.1.29b), » < 0 for positive ¢ and thus the
reflected current is greater than the incident current.

If one takes the positive square root for ¢ in (10.1.28), according to
(10.1.29b), r < 0, and consequently the flux going out to the left exceeds
the (from the left) incoming flux. This comes about because, for V5 > E+m,
the group velocity

1

UO:E—Voq

has the opposite sense to the direction of ¢. That is, wave-packet solutions
of this type also contain incident wave packets coming form the right of the
step.

If one chooses for ¢ in (10.1.28) the negative square root, r > 0, one

obtains the regular reflection behavior3.

\ I\ H\
Fig. 10.2. Potential step and energy ranges for Vo > 2m. Potential step (thick
line) and energy ranges with positive and negative energy (right- and left-inclined
hatching). To the left of the step, the energies E and E’ lie in the range of positive
energies. To the right of the step, E’ lies in the forbidden region, and hence the
solution is exponentially decaying. F lies in the region of solutions with negative

energy. The energy E” lies in the positive energy region, both on the right and on
the left.

10.2 The Hole Theory

In this section, we will give a preliminary interpretation of the states with
negative energy. The properties of positive energy states show remarkable

3 H.G. Dosch, J.H.D. Jensen and V.L. Miiller, Physica Norvegica 5, 151 (1971);
B. Thaller, The Dirac Equation, Springer, Berlin, Heidelberg, 1992, pp. 120, 307;
W. Greiner, Theoretical Physics, Vol. 3, Relativistic Quantum Mechanics, Wave
Equations, 2nd edn., Springer, Berlin, Heidelberg, 1997
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agreement with experiment. Can we simply ignore the negative energy states?
The answer is: No. This is because an arbitrary wave packet will also contain
components of negative energy v,.. Even if we have spinors of positive energy,
u,, to start with, the interaction with the radiation field can cause transi-
tions into negative energy states (see Fig. 10.3). Atoms, and thus all matter
surrounding us, would be unstable.

Photon

Fig. 10.3. Energy eigenvalues of the Dirac
equation and conceivable transitions

A way out of this dilemma was suggested by Dirac in 1930. He postulated
that all negative energy states be considered as occupied. Thus, particles
with positive energy cannot make transitions into these states because the
Pauli principle forbids multiple occupation. In this picture, the vacuum state
consists of an infinite sea of particles, all of which are in negative energy
states (Fig. 10.4).

Fig. 10.4. Filled negative energy
states (thick line): (a) vacuum
state, (b) excited state

N N
VRN

An excited state of this vacuum arises as follows: An electron of negative
energy is promoted to a state of positive energy, leaving behind a hole with
charge —(—eg) = eo! (Fig. 10.4 b). This immediately has an interesting
consequence. Suppose that we remove a particle of negative energy from the
vacuum state. This leaves behind a hole. In comparison to the vacuum state,
this state has positive charge and positive energy. The absence of a negative
energy state represents an antiparticle. For the electron, this is the positron.
Let us consider, for example, the spinor with negative energy

v (p)e'™ = vy ()l P 7P
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This is an eigenstate with energy eigenvalue —FEp/, momentum —p’ and spin
in the rest frame éZ‘ 31/2. When this state is unoccupied, a positron is present
with energy Ep/, momentum p’, and spin %E 3 —1/2. (An analogous situation
occurs for the excitation of a degenerate ideal electron gas, as discussed at
the end of Sect. 2.1.1.)

The situation described here can be further elucidated by considering the
excitation of an electron state by a photon: The v quantum of the photon
with its energy fw and momentum hk excites an electron of negative energy
into a positive energy state (Fig. 10.5). In reality, due to the requirements of
energy and momentum conservation, this process of pair creation can only
take place in the presence of a potential. Let us look at the energy and
momentum balance of the process.

p' Fig. 10.5. The photon 7 excites an electron
from a negative energy state into a positive en-
ergy state, i.e., y — e" +e”

The energy balance for pair creation reads:

hw = Ecl. pos. energy Ecl. neg. energy

10.2.1
= EP - (_EP') = Eq. + Epos. ( )

The energy of the electron is Eo. = /p2c2 +m2c*, and the energy of the
positron Epes. = \/p’202 4+ mZ2ct. The momentum balance reads:

hk—p' =p or hk=p+p, (10.2.2)

i.e., (photon momentum) = (electron momentum) + (positron momentum).
It turns out, however, that this preliminary interpretation of the Dirac theory
still conceals a number of problems: The ground state (vacuum state) has an
infinitely large (negative) energy. One must also inquire as to the role played
by the interaction of the particles in the occupied negative energy states. Fur-
thermore, in the above treatment, there is an asymmetry between electron
and positron. If one were to begin with the Dirac equation of the positron,
one would have to occupy its negative energy states and the electrons would
be holes in the positron sea. In any case one is led to a many-body sys-
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tem.* A genuinely adequate description only becomes possible through the
quantization of the Dirac field.

The original intention was to view the Dirac equation as a generalization
of the Schrodinger equation and to interpret the spinor ¢ as a sort of wave
function. However, this leads to insurmountable difficulties. For example, even
the concept of a probability distribution for the localization of a particle at
a particular point in space becomes problematic in the relativistic theory.
Also connected to this is the fact that the problematic features of the Dirac
single-particle theory manifest themselves, in particular, when a particle is
highly localized in space (in a region comparable to the Compton wavelength).
The appearance of these problems can be made plausible with the help of
the uncertainty relation. When a particle is confined to a region of size Ax,
it has, according to Heisenberg’s uncertainty relation, a momentum spread
Ap > hAz= L If Az < n'}c, then the particle’s momentum, and thus energy,
uncertainty becomes

AE ~ cAp > mc? .

Thus, in this situation, the energy of a single particle is sufficient to create
several other particles. This, too, is an indication that the single-particle the-
ory must be replaced by a many-particle theory, i.e. a quantum field theory.

Before finally turning to a representation by means of a quantized field,
in the next chapter, we shall first investigate further symmetry properties of
the Dirac equation in connection with the relationship of solutions of positive
and negative energy to particles and antiparticles.

Problems

10.1 Prove the Gordon identity (10.1.5), which states that, for two positive energy
solutions of the free Dirac equation, ur(p) and u,(p),

1

ur(p)V ur (@) =, wr(P)l(p+9)" +i0™(p = a)u]ur(q) -

10.2 Derive Eq. (10.1.13) and the additional term (10.1.13").

10.3 Verify the solution for the potential step considered in conjunction with the
Klein paradox. Discuss the type of solutions obtained for the energy values E’ and
E" indicated in Fig. 10.2. Draw a diagram similar to Fig. 10.2 for a potential step
of height 0 < Vo < m.

4 The simple picture of the hole theory may be used only with care. See, e.g., the
article by Gary Taubes, Science 275, 148 (1997) about spontaneous positron
emission.



11. Symmetries and Further Properties
of the Dirac Equation

*11.1 Active and Passive Transformations,
Transformations of Vectors

In this and the following sections we shall investigate the symmetry properties
of the Dirac equation in the presence of an electromagnetic potential. We
begin by recalling the transformation behavior of spinors under passive and
active transformations, as was described in Sect. 7.1. We will then address the
transformation of the four-potential, and also investigate the transformation
of the Dirac Hamiltonian.

Consider the Lorentz transformation

¥ =Ar+a (11.1.1)

from the coordinate system I into the coordinate system I’. According to Eq.
(7.1.2a), a spinor ¢(z) transforms under a passive transformation as

P (@) = Sy(A™ ), (11.1.2a)

where we have written down only the homogeneous transformation.
An active transformation with A=1 gives rise to the spinor (Eq. (7.1.2b))

W (2) = Syp(A™ ) . (11.1.2b)

The state Z”, which is obtained from Z through the active transformation A,
appears by definition in I’ as the state Z in I, i.e., ¥ (z’). Since I is obtained
from I’ by the Lorentz transformation A=, we have (Eq. (7.1.2c))

¢ (x) = S~ y(Ax) . (11.1.2¢)

For a passive transformation A, the spinor transforms according to (11.1.2a).
For an active transformation A, the state is transformed according to (11.1.2¢)*.

We now consider the transformation of wector fields such as the four-
potential of the electromagnetic field:

! For inhomogeneous transformations (4, a), one has (A,a)™' = (A™', =47 a) and
in the arguments of Eq. (11.1.2a—c) one must make the replacements Az — Az+a
and A7 'z — A7z — a).
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The passive transformation of the components of a vector A*(x) under a
Lorentz transformation 2" = A" x” takes the form

A (2" =AM AV (z) = A1 AV (A7) . (11.1.3a)
The inverse of the Lorentz transformation may be established as follows:

Mg AP, = g = AN, = 8 = AV AP, = 5\
Since the right inverse of a matrix is equal to its left inverse, together with
Eq. (11.1.1), this implies

o __ SO o I __ o v o lod

AL A7 =06 = A2 = A7 2 = a”
and so, finally, the inverse of the Lorentz transformation

7= A7 (11.1.4)

For an active transformation, the entire space, along with its vector fields,
is transformed and then viewed from the original coordinate system I. For a
transformation with A, the resulting vector field, when viewed from I’, is of
the form A*(z') (see Fig. 11.1). The field transformed actively with A, which
we denote by A”F(x), therefore takes the form

A () = A7 AV (Az) = AJAY(Az)  in 1. (11.1.3¢)

1 Fig. 11.1. Active transformation of a vector
with the Lorentz transformation A

For the sake of completeness, we also give the active transformation with
respect to the Lorentz transformation A~', which leads to the form

A (z) = A" AV (x) . (11.1.3b)

We now investigate the transformation of the Dirac equation in the presence
of an electromagnetic field A,, with respect to a passive Lorentz transforma-
tion: Starting from the Dirac equation in the system I
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(v(10, — eAu(x)) —m) () =0, (11.1.5a)
one obtains the transformed equation in the system I’:

(v"(i0], — eAl,(z")) —m) ¢’ (z') = 0. (11.1.5b)
Equation (11.1.5b) is derived by inserting into (11.1.5a) the transformations
0 » y -

Ou= o0 =05 Ayle) = XA () and (a) = ST )

which yields
(’y“/l"#(ia,'j —eAl(z')) —m) S~y (z") =0.

Multiplying by S,
(5’7“/1”#5’_1(18,'/ —eAl,(2") —m)y'(a') =0,

and making use of y#A4”, =5 ~14¥§ finally yields the desired result
(77(i0, — eA}(2")) —m)¢'(z') = 0.

Transformation of the Dirac equation with respect to an active Lorentz trans-
formation, viz:

Y (x) = STM(Ax) (11.1.2¢)
with

A (x) = A AY (Ax) . (11.1.3c)
Starting from

(v(10, — eAy () —m)(z) =0, (11.1.5a)
we take this equation at the point 2’ = Az, and taking note of the fact that
o = b ogr = 4,00,

(v(iA,L D) — eAu(Ax)) —m)(Az) =0 .

Multiplying by S=1(A),
(S’_lw“S(iAM”&, —eAu(Ax)) —m)S™(Az) =0,

and using S‘W“S’A#” = M, 7 A =~76,” together with Eq. (11.1.4) yields:
("0, — eAl(z)) —m)y" (z) =0 . (11.1.6)

If ¢ (z) satisfies the Dirac equation for the potential A, (z), then the trans-
formed spinor 9" (x) satisfies the Dirac equation with the transformed po-
tential A (z).

In general, the transformed equation is different to the original one. The
two equations are the same only when Ajj(z) = A, (z). Then, ¢(z) and 9" (z)
obey the same equation of motion. The equation of motion remains invari-
ant under any Lorentz transformation L that leaves the external potential
unchanged. For example, a radially symmetric potential is invariant under
rotations.
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11.2 Invariance and Conservation Laws

11.2.1 The General Transformation
We write the transformation ¢”(z) = S~1¢(Ax) in the form
w// — T'l/} , (1121)

where the operator T' contains both the effect of the matrix S and the trans-
formation of the coordinates. The statement that the Dirac equation trans-
forms under an active Lorentz transformation as above (Eq. (11.1.6)) implies
for the operator

D(A) = (10, — eA,,) (11.2.2)
that

TDAT ' =D(A"), (11.2.3)
since

(D(A) —m)p =0 = T(D(A) —m)p = T(D(A) —m)T Ty
= (D(A") —m)Ty = 0.

As the transformed spinor T4 obeys the Dirac equation (D(A”)—m)Ty = 0,
and this holds for every spinor, equation (11.2.3) follows.
If A remains unchanged under the Lorentz transformation in question (A” =
A), it follows from (11.2.3) that T' commutes with D(A):

[T,D(A)] =0. (11.2.4)

One can construct the operator T' for each of the individual transformations,
to which we shall now turn our attention.

11.2.2 Rotations
We have already found in Chap. 7 that? for rotations

T =e i7" (11.2.5)
with

JZFLZ’—&—XX’?V.
2 1

2 The difference in sign compared to Chap. 7 arises because there the active trans-
formation A~! was considered.
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The total angular momentum J is the generator of rotations.

If one takes an infinitesimal ¥, then, from (11.2.2) and (11.2.4) and
after expansion of the exponential function, it follows that for a rotationally
invariant potential A,

[D(A),J] =0 (11.2.6)

Since [i7°0;,7'v*] = 0 and [i7°9;,x x V] = 0, equation (11.2.6) also implies
that

[3,H] =0, (11.2.7)

where H is the Dirac Hamiltonian.

11.2.3 Translations
For translations we have S = 1 and

V" (x) = Pz + a) = e Ony(z) , (11.2.8)
and thus the translation operator is

: (11.2.9)

T = e—ia“iau — e—ia"‘pM

where p, = i0,, is the momentum operator. The momentum is the generator
of translations. The translational invariance of a problem means that

[D(A), pu] =0 (11.2.10)
and since [iv°0;, p,] = 0, this also implies that
[P, H] = 0. (11.2.11)

11.2.4 Spatial Reflection (Parity Transformation)

We now turn to the parity transformation. The parity operation P, repre-
sented by the parity operator P, is associated with a spatial reflection. We
use P©) to denote the orbital parity operator, which causes a spatial reflec-
tion

POY(t,x) = ¥(t, —x) . (11.2.12)
For the total parity operator in Sect. 6.2.2.4, we found, to within an arbitrary
phase factor,

P =~"PO (11.2.13)

We also have PT =P and P? = 1.
If A*(z) is invariant under inversion, then the Dirac Hamiltonian H sat-
isfies

[P.H]=0. (11.2.14)

There remain two more discrete symmetries of the Dirac equation, charge
conjugation and time-reversal invariance.
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11.3 Charge Conjugation

The Hole theory suggests that the electron possesses an antiparticle, the
positron. This particle was actually discovered experimentally in 1933 by
C.D. Anderson. The positron is also a fermion with spin 1/2 and should itself
satisfy the Dirac equation with ¢ — —e. There must thus be a connection
between negative energy solutions for negative charge and positive energy
solutions carrying positive charge. This additional symmetry transformation
of the Dirac equation is referred to as “charge conjugation”, C.

The Dirac equation of the electron reads:

(i@ —ed —m)p =0, e=—ey, eg=48x 10" Pesu (11.3.1)
and the Dirac equation for an oppositely charged particle is
(i +ed —m)p.=0. (11.3.2)

We seek a transformation that converts ¢ into 1.. We begin by establishing
the effects of complex conjugation on the first two terms of (11.3.1):

(i0u)" = —i0, (11.3.3a)

(Ap)" = Ay, (11.3.3h)
as the electromagnetic field is real. In the next section, in particular, it will
turn out to be useful to define an operator Ky that has the effect of complex
conjugating the operators and spinors upon which it acts. Using this notation,
(11.3.3a,b) reads:

K018 = —iaﬂKO and K()A# = A#KO . (1133/)

Thus, when one takes the complex conjugate of the Dirac equation, one ob-
tains

(— (10, + eA )" —m)¢*(x) =0. (11.3.4)

In comparison with Eq. (11.3.1), not only is the sign of the charge oppo-
site, but also that of the mass term. We seek a nonsingular matrix C~° with
the property

CAOYH*(CAO) ™1 = =1, (11.3.5)
With the help of this matrix, we obtain from (11.3.4)

Cy’ (— (10, + eA )" —m) (C7°) L0 Oy"
= (if + e = m)(C7°*) = 0.

Comparison with (11.3.2) shows that

(11.3.6)
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e = C%* = CyT (11.3.7)
since

BT = T = 0 pt" = 0yr (11.3.8)
Equation (11.3.5) can also be written in the form

Oyt =~y (11.3.5')
In the standard representation, we have 70T =10, 72T =42, 71T = 5!,
73T = —43  and, hence, C' commutes with v and 7* and anticommutes with
~% and 2. From this, it follows that

C=iy?y'=—-Cct=-Cl=-CT, (11.3.9)
so that

e = iy2Y* . (11.3.7")
The full charge conjugation operation

C = CyKy =iV’ Ky (11.3.7")

consists in complex conjugation Ky and multiplication by C*yp.

If ¢(x) describes the motion of a Dirac particle with charge e in the
potential A, (x), then 9. describes the motion of a particle with charge —e
in the same potential A, (x).

Example: For a free particle, for which A, = 0,

0
(_)_ 1 0 imt
0y = (ompr2 | 1 e (11.3.10)
0
and therefore,
0
N\ _ 0 (N 2 (Y Ll —ime _(H)
(47), =" (7)) =02 (417) = o |0 | =¥
0

(11.3.10/)

The charge conjugated state has opposite spin.

We now consider a more general state with momentum & and polarization
along n. With respect to the projection operators, this has the property®
8 4t = y*n,. , n, space-like unit vector n® = n*n, = —1 and n k" = 0.
P(n) = (1 + 7s1t) projects onto the positive energy spinor u(k,n), which is
polarized along 7 in the rest frame, and onto the negative energy spinor v(k,n),
which is polarized along —7.
k=Ak, n=An, k= (m,0,0,0), n = (0,n) (see Appendix C). The projection
operators A+ (k) = (£ + m)/2m were introduced in Eq. (6.3.21).
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_5%+m 1+’Y57ﬂ

5 o Y, k>0 (11.3.11)
m

(4

with ¢ = £1 indicating the sign of the energy. Applying charge conjugation
to this relation, one obtains

e = CPT = C° <5k2;m)* <1 +27577£)* v (11.3.11)
=Co <6k2;m> (Cy0) ™" Cyo <1 +;577£*) (C0) ™' Crov*

B (—sk+m) (1 +75¢>

= om, 9 Ve ,
where we have used v = 75 and {Cv9,v5} = 0. The state 1), is characterized
by the same four-vectors, k and n, as ¥, but the energy has reversed its
sign. Since the projection operator é(l + y51t) projects onto spin :I:; along
1, depending on the sign of the energy, the spin is reversed under charge
conjugation. With regard to the momentum, we should like to point out that,
for free spinors, complex conjugation yields e ** — ei¥* i e the momentum
k is transformed into —k. Thus far, we have discussed the transformation of
the spinors. In the qualitative description provided by the Hole theory, which
finds its ultimate mathematical representation in quantum field theory, the
non-occupation of a spinor of negative energy corresponds to an antiparticle
with positive energy and exactly the opposite quantum numbers to those of
the spinor (Sect. 10.2). Therefore, under charge conjugation, the particles
and antiparticles are transformed into one another, having the same energy
and spin, but opposite charge.

Remarks:

(i) The Dirac equation is obviously invariant under simultaneous transformation
of 1 and A,

Y — e = nCPT
Ay — A, = —A,.

With respect to charge conjugation, the four-current density j, transforms accord-
ing to

Ju = 'l/_")’u"/’ I ]; = 1ZCVM7/)C = 'l/;*CT’YO’YuC@Z'T
=T (O 1 CPT =T Cy Oy = Ty T
= Yo (Yu) 8aV8oVs = Vpvos(Vu) ata = VYut -

For the c-number Dirac field one thus obtains j;, = j,. In the quantized form, 1
and 1 become anticommuting fields, which leads to an extra minus sign:

Jp=—Ju - (11.3.12)

Then, under charge conjugation, the combination ej - A remains invariant. As we
shall see explicitly in the case of the Majorana representation, the form of the charge
conjugation transformation depends on the representation.
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(ii) A Majorana representation is a representation of the v matrices with the prop-
erty that 4° is imaginary and antisymmetric, whilst the ~* are imaginary and
symmetric. In a Majorana representation, the Dirac equation

(iy"0p —m)yY =0
is a real equation. If v is a solution of this equation, then so is
e =" . (11.3.13)

In the Majorana representation, the solution related to 1 by charge conjugation is,
to within an arbitrary phase factor, given by (11.3.13), since the Dirac equation for
the field 1,

(Y (10, — eAL) —m)Y =, (11.3.14)
also leads to
(Y (10u + eAn) —m)he =0 . (11.3.14%)

The spinor ¥ is the solution of the Dirac equation with a field corresponding to
charge e and the spinor . is the solution for charge —e. A spinor that is real, i.e.,

P=9,

is known as a Majorana spinor. A Dirac spinor consists of two Majorana spinors.
An example of a Majorana representation is the set of matrices

(00 — 0 ot
Yo = 0_20 , Y1 = 0_10 )
(1 0 {0
2=o—1 ) BT 0 )

Another example is given in Problem 11.2.

(11.3.15)

11.4 Time Reversal (Motion Reversal)

Although the more appropriate name for this discrete symmetry transforma-
tion would be “motion reversal”, the term “time reversal transformation” is
so well established that we shall adopt this practice. It should be emphasized
from the outset that the time-reversal transformation does not cause a sys-
tem to evolve backwards in time, despite the fact that it includes a change
in the time argument of a state t — —t. One does not need clocks that run
backwards in order to study time reversal and the invariance of a theory
under this transformation. What one is really dealing with is a reversal of
the motion. In quantum mechanics the situation is further complicated by
a formal difficulty: In order to describe time reversal, one needs antiunitary
operators. In this section we first study the time-reversal transformation in
classical mechanics and nonrelativistic quantum mechanics, and then turn
our attention to the Dirac equation.
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11.4.1 Reversal of Motion in Classical Physics

Let us consider a classical system invariant under time translation, which
is described by the generalized coordinates ¢ and momenta p. The time-
independent Hamiltonian function is H(q, p). Hamilton’s equations of motion
are then

g= 2Ha:p)
(11.4.1)

At t = 0, we assume the initial values (go, po) for the generalized coordinates
and momenta. Hence, the solution ¢(t), p(t) of Hamilton’s equations of motion
must satisfy the initial conditions

0 =
1) = (11.4.2)
p(0) =po .
Let the solution at a later time t = 1 > 0 assume the values
a(t)=q, p(t1)=p1. (11.4.3a)

The motion-reversed state at time t; is defined by

d(t)=aqa, pt)=-p1. (11.4.3b)

If, after this motion reversal, the system retraces its path, and after a further
time ¢, returns to its time reversed initial state, the system is said to be time-
reversal or motion-reversal invariant (see Fig. 11.2). To test time-reversal
invariance there is no need for running backwards in time. In the definition
which one encounters above, only motion for the positive time direction arises.
As a result, it is possible to test experimentally whether a system is time-
reversal invariant.

q2
t1

0 2t Fig. 11.2. Motion reversal: Shown (displaced
for clarity) are the trajectories in real space:
(0,t1) prior to reversal of the motion, and
T (t1,2t1) after reversal
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Let us now investigate the conditions for time-reversal invariance and find
the solution for the motion-reversed initial state. We define the functions

q'(t) =q(2t — 1)

D) = —p(2t — 1) . (11.4.4)
These functions obviously satisfy the initial conditions

¢ (t) =q(t1) =a (11.4.5)

p(t1) = —p(t1) = —p1 . (11.4.6)
At time 2¢; they have the values

q'(2t1) = q(0) = qo (11.47)

p'(2t1) = —p(0) = —po .

i.e., the motion-reversed initial values. Finally, they satisfy the equation of
motion?

7 () = —g(2t, — 1) = — OH (a2 — 1), p(2t =1))

p(2ty —t)
OH(G (1), —P (1) a
AU (11.4.82)
p(t) =p(2ty —t) = — 8H(q(2;1q(_2ttl)f(t2)tl —1))
= (11.4.8b)

o4 ()

The equations of motion of the functions ¢'(t),p’(t) are described, ac-

cording to (11.4.8a,b), by a Hamiltonian function H, which is related to the
original Hamiltonian by making the replacement p — —p:

H = H(q,—p) . (11.4.9)

Most Hamiltonians are quadratic in p (e.g., that of particles in an external
potential interacting via potentials), and are thus invariant under motion
reversal. For these, H = H(q,p), and ¢'(t),p’(t) satisfy the original equation
of motion evolving from the motion-reversed starting value (q1, —p1) to the
motion-reversed initial value (g, —po) of the original solution (q(t), p(¢)). This
implies that such classical systems are time-reversal invariant.
Motion-reversal invariance in this straightforward fashion does not apply
to the motion of particles in a magnetic field, or to any other force that
varies linearly with velocity. This is readily seen if one considers Fig. 11.3:
In a homogeneous magnetic field, charged particles move along circles, the

4 The dot implies differentiation with respect to the whole argument, e.g.,

. __ 0q(2t1—
§(2t1 —t) = GO0,
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2t1
- &
' B
Fig. 11.3. Motion reversal in the presence of a mag-
0 netic field B perpendicular to the plane of the page.
The motion is reversed at an instant when the particle
—x is moving in exactly the x-direction

sense of motion depending on the sign of the charge. Thus, when the motion
is reversed, the particle does not return along the same circle, but instead
moves along the upper arc shown in Fig. 11.3. In the presence of a magnetic
field, one can only achieve motion-reversal invariance if the direction of the
magnetic field is also reversed:

B—-B, (11.4.10)

as can be seen from the sketch, or from the following calculation. Let the
Hamiltonian in cartesian coordinates with no field be written H = H(x, p),
which will be assumed to be invariant with respect to time reversal. The
Hamiltonian in the presence of an electromagnetic field is then

H=H(xp-— iA(x))—l—e@(x) ) (11.4.11)

where A is the vector potential and @ the scalar potential. This Hamilto-
nian is no longer invariant under the transformation (11.4.4). However, it is
invariant under the general transformation

x'(t) = x(2t; — t) (11.4.12a)
p'(t) = —p(2t1 — 1) (11.4.12Db)
Al(x,t) = —A(x,2t; — 1) (11.4.12¢)
P (x,t) = B(x,2t; — t) . (11.4.12d)

Equations (11.4.12c) and (11.4.12d) imply a change in the sign of the mag-
netic field, but not of the electric field, as can be seen from

B =curlA — curlA’ = —-B

B 10 10,
E=-Vo+ thA(X’t) — =V + catA (x,1)
1 0
=-Vo Ax,2ty —t)=E.
v T eoen —1) (.20 —1)

(11.4.13a)



11.4 Time Reversal (Motion Reversal) 221

We note in passing that when the Lorentz condition

10

] A=0 11.4.13b
c ot v ( )

holds, it also holds for the motion-reversed potentials.

Remark: In the above description we considered motion in the time interval
[0,t1], and then allowed the motion-reversed process to occur in the adjoining
time interval [t1,2t1]. We could equally well have considered the original
motion in the time interval [—¢1,¢;] and, as counterpart, the motion-reversed
process also lying in the time interval between —t; and ¢;:

q"(t) = q(-t)

(11.4.14)
p'(t) = —p(-1)
with the initial conditions
"(—t1) = q(t1) ,
q,,( D) =qlt) (11.4.15)
p"(=t1) = —p(t1)
and final values,
M) = a(—t ’
¢'(t) =a(=t) (11.4.16)

p'(t) = —p(~t1) .

(¢"(t),p"(t)) differs from (¢’ (t), p’(t) in Eq. (11.4.4) only by a time translation
of 2¢1; in both cases, time runs in the positive sense —t; to t;.

11.4.2 Time Reversal in Quantum Mechanics
11.4.2.1 Time Reversal in the Coordinate Representation

Following these classical mechanical preparatory remarks, we now turn to
nonrelativistic quantum mechanics (in the coordinate representation). The
system is described by the wave function v (x, t), which obeys the Schrédinger
equation

00,1

o =HUx1). (11.4.17)

Let us take the wave function at time ¢ = 0 to be given by 1o(x), i.e.,

P(x,0) = tho(x) . (11.4.18)

This initial condition determines ¥(x,t) at all later times ¢. Although the
Schrodinger equation enables one to calculate ¥(x,t) at earlier times, this
is usually not of interest. The statement that the wave function at ¢ = 0 is
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1o(x) implies that a measurement that has been made will, in general, have
changed the state of the system discontinuously. At the time t; > 0 we let
the wave function be

PY(x,t1) = Pi(x) (11.4.19)

What is the motion reversed system for which an initial state ¢ (x) evolves
into the state 1 (x) after a time ¢;? Due to the presence of the first order
time derivative, the function ¥ (x,2t; — t) does not satisfy the Schrédinger
equation. However, if, in addition, we take the complex conjugate of the wave
function

P (x,t) = *(x,2t1 — t) = Kop(x,2t1 — 1), (11.4.20)

this satisfies the differential equation

181/’/(;?” = H*Y (x, 1) (11.4.21)
and the boundary conditions
¥ (x,t1) = ¥i(x) (11.4.22a)
W (x,2t1) = V5 (x) . (11.4.22Db)
Proof. Omitting the argument x, we have®
iaz/;a’t(t) _ ia¢*(28,5t1 —t) _ _Koia¢(2§1 —-t) _ Koiaz/;éz(t_lt)— t)

= KoHy(2t1 —t) = H* " (2t1 —t) = H™Y'(t) .

Here, H* is the complex conjugate of the Hamiltonian, which is not neces-
sarily identical to H'. For the momentum operator, for example, we have

T *
(ﬁv) = ’fv, but <’fv> _— (11.4.23)

1 1

When the Hamiltonian is quadratic in p, then H* = H and thus the system
is time-reversal invariant.

We now calculate the expectation values of momentum, position, and
angular momentum (the upper index gives the time and the lower index the
wave function):

(p)y, = (¥, pY) = /d%w*?vw (11.4.24a)
(x)y, = (¥, x0) = / Bry*(x,t)x(x,t) (11.4.24b)

5 The operator Ko has the effect of complex conjugation.



11.4 Time Reversal (Motion Reversal) 223

P = o) = [ P!y

= - (/d% w?w;) =)y (11.4.24c)
(x)y, = (x)5 " (11.4.24d)

(L), = /d3wx X ’fvw

~ (/d% P*x x ’sz)* =Ly, (11.4.24¢)

These results are in exact correspondence to the classical results. The mean

value of the position of the motion-reversed state follows the same trajectory

backwards, the mean value of the momentum having the opposite sign.
Here, too, we can take ¥ (x,t) in the interval [—t1, 1] and likewise,

V' (x,t) = Kop(x, —t) (11.4.25)

in the interval [—t;,¢1], corresponding to the classical case (11.4.14). In the
following, we will represent the time-reversal transformation in this more
compact form. The direction of time is always positive.

Since K§ = 1, we have K; ' = K. Due to the property (11.4.23), and since
the spatial coordinates are real, we find the following transformation behavior
for x, p, and L:

KoxK;' =x (11.4.25'c)
KopK;' = —p (11.4.25'd)
KoLK;' = L. (11.4.25'¢)

11.4.2.2 Antilinear and Antiunitary Operators

The transformation 1) — ¢’(t) = Ky (—t) is not unitary.
Definition: An operator A is antilinear if

Alary1 + agihe) = aj Ay + az Aty (11.4.26)

Definition: An operator A is antiunitary if it is antilinear and obeys

(AY, Ap) = (¢, 1) . (11.4.27)

K is evidently antilinear,
Ko(anhr + agiha) = o Kohr + a5 Kota

and, furthermore,

(Ko, Kop) = (™, ¢") = /d%w* = (¢, 1) . (11.4.28)
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Hence, Ky is antiunitary.
If U is unitary, UU = UTU = 1, then UK is antiunitary, which can be seen
as follows:

UKo(a191 + azipe) = U(a] Kor + a5 Koz) = aTU Koy + azU Kotbs

(UKo, UKop) = (Kotp, UTUKop) = (Ko, Kow) = (¢,9) -

The converse is also true: Every antiunitary operator can be represented in
the form A = UK.
Proof: We have K2 = 1. Let A be a given antiunitary operator; we define
U = AKj. The operator U satisfies

Ula1r + agihe) = AKo(19h1 + aatha) = A(a] Kotbr + a; Kotbz)

= (a1 AKop1 + e AKo2) = (a1Uy + axUra) ,

and, hence, U is linear. Furthermore,

(U, U) = (AKop, AKot)) = (Ag”, Ab*) = (4°, ") = / P ot
= (907w) )

and thus U is also unitary. From U = AKj it follows that A = UK, thus
proving the assertion.

Notes:

(i) For antilinear operators such as Ko, it is advantageous to work in the coordinate
representation. If the Dirac bra and ket notation is used, one must bear in mind
that its effect is dependent on the basis employed. If |a) = [ d*¢|€) (£|a), then
in the coordinate representation, and insisting that Ko |€) = |€),

Kola) = [ d'€ (Ko l) (€la)" = [ d*€le) €l (11.4.29)

For the momentum eigenstates this implies that
Kolp) = [ d¢16) (€lp)” = |-p)

since (€|p) = eP¢ and (€|p)* = e P4, If one chooses a different basis, e.g., |n)
and postulates Ko |n) = |n), then Ko |a) will not be the same as in the basis of
position eigenfunctions. When we have cause to use the Dirac notation in the
context of time reversal, a basis of position eigenfunctions will be employed.

(ii) In addition, the effect of antiunitary operators is only defined for ket vectors.
The relation

(a| (L ]b)) = ({a| L) [b) = {a| L |b) ,

valid for linear operators, does not hold in the antiunitary case. This stems
from the fact that a bra vector is defined as a linear functional on the ket
vectors.’

5 See, e.g., QM I, Sect. 8.2, footnote 2.
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11.4.2.3 The Time-Reversal Operator 7 in Linear State Space
A. General properties, spin 0

Here, and in the next section, we describe the time-reversal transformation in
the linear space of the ket and bra vectors, since this is frequently employed
in quantum statistics. We give a general analysis of the condition of time
reversal and also consider particles with spin. It will emerge anew that time
reversal (motion reversal) cannot be represented by a unitary transformation.
We denote the time-reversal operator by 7. The requirement of time-reversal
invariance implies

e HIT |1(t)) = T [4(0)) (11.4.30)
e T 4h(0)) = T [4(0)) .

Hence, if one carries out a motion reversal after time ¢ and allows the system
to evolve for a further period ¢, the resulting state is identical to the motion-
reversed state at time ¢ = 0. Since Eq. (11.4.30) is valid for arbitrary |¢(0)),
it follows that

o—iHtp —iHt _ T
whence
e T — Tl (11.4.31)
Differentiating (11.4.31) with respect to time and setting ¢ = 0, one obtains
TiH = —iHT . (11.4.32)

One might ask whether there could also be a unitary operator 7 that satisfies
(11.4.32). If 7 were unitary and thus also linear, one could then move the i
occurring on the left-hand side in front of the 7 and cancel it to obtain

TH+HT =0.

Then, for every eigenfunction v g with
Hyp = EYg

we would also have
HTyYyp=—-ETYg .

For every positive energy F there would be a corresponding solution 79 g
with eigenvalue (—F). There would be no lower limit to the energy since
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there are certainly states with arbitrarily large positive energy. Therefore, we
can rule out the possibility that there exists a unitary operator 7 satisfying
(11.4.31). According to a theorem due to Wigner’, symmetry transforma-
tions are either unitary or antiunitary, and hence 7 can only be antiunitary.
Therefore, 7iH = —i7 H and

TH—-HT =0. (11.4.33)
Let us now consider a matrix element of a linear operator B:
(a| B|B) = (B'a|B) = (T BT Bla)
= <TB|TBT’T_1T@> = (T TB'T 1 |Ta)
or
= (a|BB) = (TBA|Ta) = <TB’T_1TB|TO<>
= (TB|TBT ' |Ta) (11.4.34)

If we assume that B is hermitian and
TBT ' =ecgB, whereep +1, (11.4.35)

which is suggested by the results of wave mechanics (Eq. (11.4.24a—€)), it
then follows that

(a| B|B) = e (TP B|Ta) .

The quantity g is known as the “signature” of the operator B. Let us take
the diagonal element

(a| Bla) =ep{(Ta|B|Ta) .

Comparing this with (11.4.24c—e) and (11.4.25'c—e) yields the transformation
of the operators

TxT '=x (11.4.36a)
TpT '=-p (11.4.36b)
TLT '=-L, (11.4.36¢)
ie., ex =1,ep = —1, and e, = —1. The last relation is also a consequence

of the first two.

" E.P. Wigner, Group Theory and its Applications to Quantum Mechanics, Aca-
demic Press, p. 233; V. Bargmann, J. Math. Phys. 5, 862 (1964)
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Remark: If the relations (11.4.36) are considered as the primary defining conditions
on the operator 7, then, by transforming the commutator [z, p] = i, one obtains
TiT ' =T [e,p)T ' = [z,—p] = —i.
This yields
TiT '=-i,

which means that 7 is antilinear.
We now investigate the effect of 7 on coordinate eigenstates |€), defined by

x[§) = £1§)

where £ is real. Applying 7 to this equation and using (11.4.36a), one obtains

xT |§) =£T[€) -

Hence, with unchanged normalization, 7 |€) equals |£) to within a phase
factor. The latter is set to 1:

T8 =18) . (11.4.37)

Then, for an arbitrary state |¢), the antiunitarity implies

T =T / BE(E) ) = / B (€)T 1€)

(11.4.38)
- [ ©e .
Hence, the operator 7 is equivalent to Ky (cf. Eq. (11.4.29)):
T=K,. (11.4.39)
For the momentum eigenstates, it follows from (11.4.38) that
p) = [ derele)
(11.4.40)

T|p) = / 036 PE |€) = | p) .

B. Nonrelativistic spin-; particles

Up to now we have considered only particles without spin. Here, we will,
in analogy to the orbital angular momentum, extend the theory to spin—é

particles. We demand for the spin operator that

T7ST '=-S. (11.4.41)



228 11. Symmetries and Further Properties of the Dirac Equation

The total angular momentum

J=L+S8S (11.4.42)
then also transforms as

TIT ' =-7J. (11.4.43)
For Spin—é we assert that the operator 7 is given by

T = e—iTrSy/hKO
_ —imoy /2 — ™ cain ¢
—e y/ Ky = (cos 5~ isin 20y) Ko (11.4.44)

25,
=i"YK,.
1 B 0

The validity of this assertion is demonstrated by the fact that the proposed form
satisfies Eq. (11.4.41) in the form 7S = —S7: for the « and z components

—ioy K00z, = —i0y02 Ko = +104,20yKo = —04,.(—ioy Ko)
and for the y component

—loy Kooy = +ioyoy Ko = —oy(—ioy Ko) .
For the square of 7, from (11.4.44) one gets

T? = —io, Ko(—ioy Ko) = —ioyi(—0,)K§ = +i’o,,

(11.4.45)
=-1.
For particles with no spin, 72 = K2 = 1.
For N particles, the time-reversal transformation is given by the direct
product

T =e S oS (11.4.46)

where Slsn) is the y component of the spin operator of the nth particle. The
square of 7 is now given by

T2 = (-1)N. (11.4.45")

In this context, it is worth mentioning Kramers theorem.® This states that
the energy levels of a system with an odd number of electrons must be at
least doubly degenerate whenever time-reversal invariance holds, i.e., when
no magnetic field is present.

Proof: From (7T, T¢) = (p, 1) it follows that

8 H.A. Kramers, Koninkl. Ned. Wetenschap. Proc. 33, 959 (1930)
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(T, ) = (T, T*P) = —(Te,9) -

Thus, (74, %) = 0, i.e., 71 and 1 are orthogonal to one another. In addition,
from

Hy = By
and (11.4.33), it follows that
H(T¥) = E(TW) .

The states ¥ and 71 have the same energy. However, the two states are
also distinct: If it were the case that 71 = b, this would imply 72¢ =
o*Te = |al®, which would contradict the fact that 72 = —1. However
complicated the electric fields acting on the electrons may be, for an odd
number of electrons this degeneracy, at least, always remains. It is referred
to as “Kramers degeneracy”. For an even number of electrons, 72 = 1, and
in this case no degeneracy need exist unless there is some spatial symmetry.

11.4.3 Time-Reversal Invariance of the Dirac Equation

We now turn our attention to the main topic of interest, the time-reversal in-
variance of the Dirac equation. The time-reversal transformation 7 = 1770,
where 7(® stands for the operation ¢ — —t and T is a transformation still
to be determined, associates to the spinor ¥ (x,t) another spinor

V'(x,t) = TTOW(x,t) = T(x, —t) , (11.4.47)

which also satisfies the Dirac equation. If, at a time —t;, the spinor is of the
form 1 (x, —t1) and evolves, according to the Dirac equation, into the spinor
¥(x,t1) at time ¢y, then the spinor ¢/ (x, —t1) = T4 (x, t1) at time —¢t1 evolves
into ¢/ (x,t1) = T (x, —t1) at time ¢; (see Fig. 11.4).

»(t1) ”

W (t1) = TY(—t1)

Y(—t1)
—t

Y (—t1) = Tp(t)

Fig. 11.4. Tllustration of time reversal for the spinors ) and 9’ (space coordinates
are suppressed)
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Applying 7 to the Dirac equation

DV, )

o = (- (—1V — eA(x,t)) 4+ Bm + edo(x, 1)) ¥ (x, 1)  (11.4.48)

i.e., making the replacement ¢t — —t, yields:

iaw(x7 ~t) = (o (-iV — eA(x, —t)) + Bm + eAo(x, —t))h(x, —1) .

d(—t)
(11.4.49)
Since, in wave mechanics, the time-reversal transformation is achieved by
complex conjugation, we set
T = ToKo
where T} is to be determined. We now apply T to Eq. (11.4.3). The effect of

K is to replace i by —i, and one obtains

VI T (419 = Al 1)+ B ol —0) T (1)

(11.4.49)

The motion-reversed vector potential appearing in this equation is generated
by current densities, the direction of which is now reversed with respect to
the original unprimed current densities. This implies that the vector potential
changes its sign, whereas the zero component remains unchanged with respect
to motion reversal

Al(x,t) = —A(x,—t), A°x,t)=Ax,—t). (11.4.50)

Hence, the Dirac equation for ¢'(x, t)

!
iawé?t) = (- (=iV — eA/(x,1)) + Bm + eAj(x, 1)) (x,1)
(11.4.51)
is obtained when 7T satisfies the condition
Tal'=—a and 7T ' =4, (11.4.52)

where the effect of Ky on i in the momentum operator has been taken into
account. With T = Ty Ky, the last equation implies

Toa Tyt = —a and ToBT5 =13, (11.4.52")

where we have chosen the standard representation for the Dirac matrices in
which ( is real. Since a1 and a3 are real, and as imaginary, we have
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T0a1T0_1 = —Q

~ s

ToaxTy ™ =0 (11.4.52")
T0a3T0_1 = —Qs3

TOﬁTO_l = ﬁ )

which can also be written in the form
{T07a1} = {TO,Oé3} =0
. . (11.4.52")
{T07a2} = |:T07Bj| =0.

From (11.4.52”) one finds the representation

To = —iaias (11.4.53)
and hence,
T = —ia1a3Ky = iv'4° Ky . (11.4.53")

The factor i in (11.4.53) and (11.4.53') is arbitrary.
Proof: Tp satisfies (11.4.52"""), since, e.g., {To, a1} = arazan + araras = 0.
The total time-reversal transformation,

T=T1K,7©,

can be written in the form

V' (x,t) = iv' P Kop(x, —t) = iy'y*y*(x, —t) = iv' 3 97 (x, —t)

= iy2yST (x, —t) (11.4.47")
and, as required, ¥’ (x,t) satisfies the Dirac equation
o' (x,t
i ¢(§? ) = (a (=iV — eA(x,1)) + fm + eAj(x, t))d/(x, t).

(11.4.51)

The transformation of the current density under time reversal follows from
(11.4.47") as

jlu = ’JJI(CL', t)VM'@[/(Iv t) = ¢(x, _t)’yuw(x7 _t) : (11'4'54)

The spatial components of the current density change their signs. Equations
(11.4.54) and (11.4.50) show that the d’Alembert equation for the electro-
magnetic potential 0”0, A, = j, is invariant under time reversal.

In order to investigate the physical properties of a time-reversed spinor,
we consider a free spinor
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) = (qﬂm) (]H;m) Y (11.4.55)

2m

with momentum p and spin orientation n (in the rest frame). The time-
reversal operation yields:

T¢_7<ep+m) <11+75¢>w

om 2
=Ty (675*2;;7”) <ﬂ+;5¢*) ¥ (x, —t) (11.4.56)

_ e§5+m ]l+757;f
() ()

where p = (p°, —p) and #n = (ng, —m). Here, we have used (11.4.52"). The
spinor 71 has opposite momentum —p and opposite spin —n.

We have thus far discussed all discrete symmetry transformations of the
Dirac equation. We will next investigate the combined action of the parity
transformation P, charge conjugation C, and time reversal 7. The successive
application of these operations to a spinor ¢ (z) yields:

Yper(r') = PCroKoToKo(a', —t')
= 1’17’77 Koiv' v’ Koy (=) (11.4.57)
= iy’P(—a’) .
If one recalls the structure of v° (Eq. (6.2.48)), it is apparent that the conse-
quence of the C part of the transformation is to transform a negative-energy
electron spinor into a positive-energy positron spinor. This becomes obvi-

ous when one begins with a spinor of negative energy and a particular spin
orientation (—n), which hence satisfies the projection relation

W(z) = (_é;m) (]l +275¢> W) . (11.4.58)

Since {y°,7#} = 0, it follows from (11.4.57) and (11.4.58) that

Ypor(z') = iy yP(—2') = (ﬁ;’mm) (11 —275771

= (ﬁ;mm) (]l _275)%) Yrer () .

If 4)(x) is an electron spinor with negative energy, then ¢pcr () is a positron
spinor of positive energy. The spin orientation remains unchanged.® With

> Ys¥per(—a')
(11.4.59)

9 To determine the transformation behavior of the quanta from this, one must
think of positrons in the context of Hole theory as unoccupied electron states of
negative energy. Therefore, under PCT, electrons are transformed into positrons
with unchanged momentum and opposite spin.
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regard to the first line of (11.4.59), one can interpret a positron spinor with
positive energy as an electron spinor with negative energy that is multiplied
by iv5 and moves backwards in space and time. This has an equivalent in the
Feynman diagrams of perturbation theory (see Fig. 11.5).

Fig. 11.5. Feynman propagators for electrons

(arrow pointing upwards, i.e., in positive time

direction) and positrons (arrow in negative
Electron Positron time direction)

P C

;

\

a) b)

Fig. 11.6. The effect of (a) the par-
ity transformation P, (b) charge con-
jugation C, and (c) the time-reversal
\, transformation 7" on an electron and
e .
a positron state. The long arrows rep-
resent the momentum, and the short
%+ arrows the spin orientation. These di-
agrams represent the transformations
not of the spinors, but of the particles

and antiparticles, in the sense of Hole
theory or in quantum field theory

Y

Figure 11.6,a—c illustrates the effect of the transformations P, C', and
T on an electron and a positron. According to the Dirac theory, electrons
and positrons possess opposite parity. The effect of a parity transformation
on a state containing free electrons and positrons is to reverse all momenta
while leaving the spins unchanged, and additionally multiplying by a factor
(—1) for every positron (Fig. 11.6a). Up until 1956 it was believed that a
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spatial reflection on the fundamental microscopic level, i.e., a transformation
of right-handed coordinate systems into left-handed systems, would lead to an
identical physical world with identical physical laws. In 1956 Lee and Yang'®
found convincing arguments indicating the violation of parity conservation in
nuclear decay processes involving the weak interaction. The experiments they
proposed!! showed unambiguously that parity is neither conserved in the 3
decay of nuclei nor in the decay of m mesons. Therefore the Hamiltonian of the
weak interaction must, in addition to the usual scalar terms, contain further
pseudoscalar terms which change sign under the inversion of all coordinates.
This is illustrated in Fig. 11.7 for the experiment of Wu et al. on the 3 decay
of radioactive %%Co nuclei into %°Ni. In this process a neutron within the
nucleus decays into a proton, an electron, and a neutrino. Only the electron
(8 particle) can be readily observed. The nuclei possess a finite spin and a
magnetic moment which can be oriented by means of a magnetic field. It is
found that the electrons are emitted preferentially in the direction opposite
to that of the spin of the nucleus. The essential experimental fact is that the
direction of the velocity of the § particle vz (a polar vector) is determined
by the direction of the magnetic field B (an axial vector), which orients the
nuclear spins. Since the inversion P leaves the magnetic field B unchanged,
while reversing vg, the above observation is incompatible with a universal
inversion symmetry. Parity is not conserved by the weak interaction. However,
in all processes involving only the strong and the electromagnetic interactions,
parity is conserved.!?

Under charge conjugation, electrons and positrons are interchanged,
whilst the momenta and spins remain unchanged (Fig. 11.6b). This is because
charge conjugation, according to Egs. (11.3.7") and (11.3.11’), transforms the
spinor into a spinor with opposite momentum and spin. Since the antiparticle
(hole) corresponds to the nonoccupation of such a state, it again has opposite
values and hence, in total, the same values as the original particle. Even the
charge-conjugation invariance present in the free Dirac theory is not strictly
valid in nature: it is violated by the weak interaction.'?

The time-reversal transformation reverses momenta and spins (Fig. 11.6¢).
The free Dirac theory is invariant under this transformation. In nature, time
reversal invariance holds for almost all processes, whereby one should note
that time reversal interchanges the initial and final states. It was in the decay
processes of neutral K mesons that effects violating 7" invariance were first
observed experimentally.

9 T7.D. Lee and C.N. Yang Phys. Rev. 104, 254 (1956)

1 C.S. Wu, E. Ambler, R.W. Hayward, D.D. Hoppes, and R.P. Hudson, Phys.
Rev. 105, 1413 (1957); R.L. Garwin, L.M. Ledermann, and M. Weinrich, Phys.
Rev. 105, 1415 (1957)

2° A more detailed discussion of experiments testing the invariance of the electro-
magnetic and strong interactions under C, P, and CP, and their violation by
the weak interaction, can be found in D.H. Perkins, Introduction to High Energy
Physics, 2nd ed., Addison-Wesley, London, 1982.
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B ,”°
"
B

—— &3

(b) ‘

Fig. 11.7. Schematic representation of the parity violation observed in the 8-decay
experiment of Wu et al. The figure shows the current circulating in a toroidal coil
generating the magnetic field B, which in turn orients the magnetic moment p
of the cobalt nucleus and the associated angular momentum I, together with the
velocity v of the 3 particle (electron). The 3 particles are emitted preferentially
in the direction opposite to that of p. Thus configuration (a) corresponds to the
experimental result, whereas configuration (b) is not observed

The invariances C, P, and T are all violated individually in nature.'?
In relativistic field theory with an arbitrary local interaction, however, the
product @ = PCT must be an invariance transformation. This theorem,
which is known as the PCT theorem!3:'4, can be derived from the general
axioms of quantum field theory'®. The PCT theorem implies that particles
and antiparticles have the same mass and, if unstable, the same lifetime,
although the decay rates for particular channels are not necessarily the same
for particles and antiparticles.

*11.4.4 Racah Time Reflection

Here, we determine the spinor transformation corresponding to a pure time
reflection. According to Eq. (6.1.9), this is described by the Lorentz transfor-
mation

1000
0100

L

A" 0010l - (11.4.60)
0001

One readily sees that the condition for the spinor transformation (6.2.7)

13 Q. Liiders, Dan. Mat. Fys. Medd. 28, 5 (1954); Ann. Phys. (N.Y.) 2, 1 (1957);
W. Pauli, in Niels Bohr and the development of physics, ed. by W. Pauli, L.
Rosenfeld, and V. Weisskopf, McGraw Hill, New York, 1955

14 The Lagrangian of a quantum field theory with the properties given in Sect. 12.2
transforms under © as L(z) — L(—x), so that the action S is invariant.

5 R.F. Streater and A.S. Wightman PCT, Spin Statistics and all that, W.A. Ben-
jamin, New York, 1964; see also Itzykson, Zuber, op. cit., p. 158.
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")/“SR = A%SR’}/V
is satisfied by!'6

Sr="717273 - (11.4.61)

Hence, the transformation for the spinor and its adjoint has the form

Y = Spy

_ - 11.4.62

w/:d}’fs}; 0:_1/}’[,7051;1:_1/}5};1 ’ ( )
in agreement with the general result, Eq. (6.2.34b), b = —1 for time reversal,
where Sgl = —737y271. The current density thus transforms according to

() = = ALy (11.4.63)

Hence, j* transforms as a pseudovector under Racah time reflection. The
vector potential A*(x), on the other hand, transforms as

AP (2 = AP AV (A ) . (11.4.64)
Thus, the field equation for the radiation field
0,0" A¥ = 4mej# (11.4.65)

is not invariant under this time reflection
One can combine the Racah transformation with charge conjugation:

Y (x,t) = Spipe(x, —t) = S(T)T (x, —t) . (11.4.66)
Here, the transformation matrix S(7T') is related to Sk and C = iy?4°
S(T) = SrC = 11727317°7" = iv*7s -

This is the motion-reversal transformation (= time-reversal transformation),
Eq. (11.4.47"). The Dirac equation is invariant under this transformation.

*11.5 Helicity

The helicity operator is defined by

hk)=X -k, (11.5.1)

where k = k/|[k] is the unit vector in the direction of the spinor’s momentum.

16 Sk is known as the Racah time reflection operator, see J.M. Jauch and F.
Rohrlich, The Theory of Photons and Electrons, p. 88, Springer, New York, 1980
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Since X - k commutes with the Dirac Hamiltonian, there exist common
eigenstates!” of X - k and H. The helicity operator h(l;) has the property
hQ(R) = 1, and thus possesses the eigenvalues £1. The helicity eigenstates
with eigenvalue +1 (spin parallel to k) are called right-handed, and those
with eigenvalue —1 (spin antiparallel to k) are termed left-handed. One can
visualize the states of positive and negative helicity as analogous to right-
and left-handed screws.

From Eq. (6.3.11a), the effect of the helicity operator on the free spinor
up (k) is:

E+m 2
r ° 2m Pr
Y ku(k)y=Xk ok

[2m(m + E)]?
1
2 ~
(E—l—m) o ko,
_ 2m
O'k 10_.12@7‘
[2m(m + F)]?

©Or
(11.5.2)

with o1 = (}) and @2 = (J), and an analogous expression for the spinors
v-(k). The Pauli spinors ¢, are eigenstates of o, and thus the w,(k) and
vy (k) in the rest frame are eigenstates of X, (see Eq. (6.3.4)).

As an example of a simple special case, we now consider free spinors with
wave vector along the z axis. Thus k = (0,0, k), and the helicity operator is

Y. k=X, and o-k=o0,. (11.5.3)

Furthermore, from Eq. (11.5.2) one sees that the spinors u,(k) and v, (k) are
eigenstates of the helicity operator. According to Egs. (6.3.11a) and (6.3.11b),
the spinors for k = (0,0, k), i.e., for &' = (vVk2 +m?2,0,0,k) (to distinguish
it from the z component, the four-vector is denoted by k'), are

1
uBEY=u () =N | & |, u'PF) =uk)=N

V(K =0 (K) =N

0

1

0

—k
E+m

0

k
D) = vak) = A | EEm

1

(11.5.4)

17 In contrast to the nonrelativistic Pauli equation, however, the Dirac equation
has no free solutions that are eigenfunctions of X -n with an arbitrarily oriented
unit vector n. This is because, except for n = iR, the product X - n does not
commute with the free Dirac Hamiltonian.
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with N = (E+m)1/2 and satisf
=\ om ) Yy

1 R
Soun(k') = £u (k) f =
ur (k) ur(k") for r {2 I
(11.5.5)
1 R
(k) = 2o (k') f =
v (k) v-(k") for r {2 I

The letter R indicates right-handed polarization (positive helicity) and L
left-handed polarization (negative helicity).

For k in an arbitrary direction, the eigenstates u(") u(X) with eigenvalues
+1, —1 are obtained by rotating the spinors (11.5.4). The rotation is through
an angle ¥ = arccos ﬁj‘ about the axis defined by the vector (—ky, kg, 0). It
causes the z axis to rotate into the k direction. According to (6.2.21) and
(6.2.29¢), the corresponding spinor transformation reads:

S = exp (—119(—/%2:5 + kwa)/\/k?c + k;)

— kX, . 19 (11.5.6)
=1 cos .
\/k2 + k2 o
Therefore, the helicity eigenstates of positive energy for a wave vector k are
9
cos
(kx+iky)28m 9 k,+1
W B (k) = N \/’“‘;—’ﬁ 192 - N ‘kk‘ (J];l]i D
k| E%TJF?;ZS 2y \/Q(kz +1) kka i
Btm Jj2 12 S5 +iky)
(11.5.7)
and
—kptiky .
Yo sin §
cos 129
(L) i
k) =N —ketiky,

nho
— o (ke + 1)

Corresponding expressions are obtained for spinors with negative energy

(Problem 11.4).
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*11.6 Zero-Mass Fermions (Neutrinos)

Neutrinos are spin-% particles and were originally thought to be massless.
There is now increasing experimental evidence that they possess a finite albeit
very small mass. On neglecting this mass, which is valid for sufficiently high
momenta, we may present the standard description by the Dirac equation
having a zero mass term

P =0, (11.6.1)

where p, = i0,, is the momentum operator. In principle, one could obtain
the solutions from the plane waves (6.3.11a,b) or the helicity eigenstates by
taking the limit m — 0 in the Dirac equation containing a mass term. One
merely needs to split off the factor 1/4/m and introduce a normalization
different to (6.3.19a) and (6.3.19b), for example

Ty (k)Y us (k) = 2E6,4

0, (k)7 vs (k) = 2E6,s . (11.6.2)

However, it is also interesting to solve the massless Dirac equation directly
and study its special properties. We note at the outset that in the representa-
tion based on the matrices e and 3 (5.3.1), for the case of zero mass, § does
not appear. However, one could also realize three anticommuting matrices
using the two-dimensional representation of the Pauli matrices, a fact that is
also reflected in the structure of (11.6.1).

In order to solve (11.6.1), we multiply the Dirac equation by

P70 = —iyla2yB
With the supplementary calculation
YA = =i = iy = iy = 0P = B
Y7 = - =ity =0 = 20 00 =0,
(—p' S +poy* ) =0
one obtains
Zopy=p"7y. (11.6.3)

Inserting into (11.6.3) plane waves with positive (negative) energy

W(w) = eFRoy (k) = Ty () (11.6.4)
this yields
Z-ky(k) = kOy°p(k) . (11.6.5)

From (11.6.1) it follows that $?¢(z) = 0 and hence, k? = 0 or k’ = E = |K|
for solutions of positive (negative) energy. With the unit vector k = k/|k|,
Eq. (11.6.5) takes the form



240 11. Symmetries and Further Properties of the Dirac Equation

3 kip(k) = £459(k) . (11.6.6)

The matrix +°, which anticommutes with all y#, commutes with X" and thus
has joint eigenfunctions with the helicity operator X - k. The matrix 7
also termed the chirality operator. Since (v°)? = 1, the eigenvalues of 7° are
+1, and since Try® = 0, they are doubly degenerate. The solutions of Eq.
(11.6.6) can thus be written in the form

—ikx

_ us(k) 0o o0
P(x) = {eikw ve (k) with £ = 0,k” = |k| >0, (11.6.7)
where the uy (vy) are eigenstates of the chirality operator
Yous(k) =4us(k) und vi(k) = fva(k) . (11.6.8)

The spinors uy and vy are said to have positive chirality (right-handed), and
the spinors u_ and v_ to have negative chirality (left handed). Using the

standard representation 5 = <(])1 (])1>’ Eq. (11.6.8) yields

1/ as(k) 1 [ bs(k)
uy (k) = /2 <iai( )) . va(k) = /o <ibi( )> . (11.6.9)

Inserting(11.6.9) into the Dirac equation (11.6.6), one obtains equations de-
termining a4 (k):

ax(k) = o -kay (k) . (11.6.10)
Their solutions are (cf. Problem 11.7)
9

as (k) = < o2 ) (11.6.11a)

sin QeW’

—gin Ye—iv

a_(k):< a2l ) , (11.6.11b)

Cos |,

where ¥ and ¢ are the polar angles of k. These solutions are consistent with
the m — 0 limit of the helicity eigenstates found in (11.5.7). The negative
energy solutions vy (k) can be obtained from the uy (k) by charge conjugation
(Egs. (11.3.7) and (11.3.8)):

vy (k) = CaZ (k) = in?u” (k) = —uy (k) (11.6.11c¢)
v_(k) = Cu’(k) = iv*u’ (k) = —u_(k) (11.6.11d)

n (11.6.9), b+ (k) = —ax (k).
It is interesting in this context to go from the standard representation
of the Dirac matrices to the chiral representation, which is obtained by the
transformation
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Yh = Uty (11.6.12a)

ARt — Utyry (11.6.12b)
1

U=, (14+7°). (11.6.12c)

V2
The result is (Problem 11.8):

h _ pch _ 5 _ 0 -1
=" =-—"= (_]1 0) (11.6.13a)
= < ok 0 ) (11.6.13b)
=7’ <(])l ) (11.6.13c)
kCh‘ O'k

R (11.6.13d)

C 1 C, C 1 O-i O
ofi = o, [6" "] = | <0 _Ui) (11.6.13¢)

C l C. c 77 Uk O
off =, it gt = et <0 Uk) (11.6.13f)

In the chiral representation, (11.6.13e,f) are diagonal in the space of bispinors,
i.e., the upper components (1,2) and the lower components (3,4) of the spinor
transform independently of one another under pure Lorentz transformations
and under rotations (see (6.2.29b)). This means that the four-dimensional
representation of the restricted Lorentz group El is reducible to two two-
dimensional representations. More precisely, the representation'® of the group
SL(2,C) can be reduced to the two nonequivalent representations D(2-9) and
D(©:2) When the parity transformation P, which is given by P = ci“"'yOChPO
(see (6.2.32)), is present as a symmetry element, then the four-dimensional
representation is no longer reducible, i.e., it is irreducible.

In the chiral representation, the Dirac equation takes the form

(=i + io* O )5 — mapsh = 0

o (11.6.14)
(=i0y — ic*p)sh — mypsh =0,

ch
where we have set 1" = (zih). Equations (11.6.14) are identical to the
2

equations (A.7), but have been obtained in a different way. For m = 0 the
two equations decouple and one obtains

8 The group SL(2,C) is homomorphic to the group LE_ corresponding to the two-
valued nature of the spinor representations. For useful group theoretical back-
ground we recommend V. Heine, Group Theory in Quantum Mechanics, Perg-
amon Press, Oxford (1960), and R.F. Streater and A.S. Wightman, PCT, Spin
Statistics and all that, Benjamin, Reading (1964).
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(100 — 1%k )0s" = (po + - P)b5" =0 (11.6.15a)
and
(1o + io* O )psh = 0 . (11.6.15b)

These are the two Weyl equations. A comparison of these with (5.3.1) shows
that (11.6.15) contains a two-dimensional representation of the o matrices.
As mentioned at the beginning of this section, when 3 is absent, the algebra
of the Dirac o matrices

{ai, a5} = 26

can be realized by the three Pauli o matrices. The two equations (11.6.15a,b)
are not individually parity invariant and in the historical development were
initially heeded no further. In fact, it has been known since the experiments
of Wu et al.'® that the weak interaction does not conserve parity. Since the

0-1

spinors of the form ¢ = (wgh) have positive chirality, whilst those of the form

chirality operator in the chiral representation is of the form Xgh = (ﬂ 0 ),

Y= ( w(g)h) have negative chirality.

Experimentally, it is found that only neutrinos of negative chirality exist.
This means that the first of the two equations (11.6.15) is the one relevant to
nature. The solutions of this equation are of the form @[J;h(Jr)(x) = e ko (k)
and 15" (z) = el* Ty (k) with ko > 0, where u and v are now two-component
spinors The first state has positive energy and, as directly evident from
(11.6.15a), negative helicity since the spin is antiparallel to k. We call this
state the neutrino state and represent it pictorially by means of a left-handed
screw (Fig. 11.8a). Of the solutions shown in (11.6.9), this is u_ (k). The mo-
mentum is represented by the straight arrow.

E=l€0=|k| E:7k0:7|k| E:k0:|k|

a) b) c)

Fig. 11.8. (a) Neutrino state with negative helicity, (b) neutrino state with negative
energy and positive helicity, (c) antineutrino with positive helicity

The solution with negative energy wgh(_) has momentum —k, and hence
positive helicity; it is represented by a right-handed screw (Fig. 11.8b). This

19 See references on p. 234.
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solution corresponds to v_(k) in Eq. (11.6.9). In a hole-theoretical interpre-
tation, the antineutrino is represented by an unoccupied state v_ (k). It thus
has opposite momentum (+k) and opposite spin, hence the helicity remains
positive (Fig. 11.8c). Neutrinos have negative helicity, and their antiparti-
cles, the antineutrinos, have positive helicity. For electrons and other massive
particles, it would not be possible for only one particular helicity to occur.
Even if only one helicity were initially present, one can reverse the spin in the
rest frame of the electron, or, for unchanged spin, accelerate the electron in
the opposite direction, in either case generating the opposite helicity. Since
massless particles move with the velocity of light, they have no rest frame;
for them the momentum k distinguishes a particular direction.

Fig. 11.9. The effect of a parity
transformation on a neutrino state

Figure 11.9 illustrates the effect of a parity transformation on a neutrino
state. Since this transformation reverses the momentum whilst leaving the
spin unchanged, it generates a state of positive energy with positive helicity.
As has already been stated, these do not exist in nature.

Although neutrinos have no charge, one can still subject them to charge
conjugation. The charge conjugation operation C' connects states of positive
and negative chirality and changes the sign of the energy. Since only left-
handed neutrinos exist in nature, there is no invariance with respect to C.
However, since the parity transformation P also connects the two types of
solution

wCh(ta X) - ’VOwCh(tv _X) )

(in the chiral representation 7° is nondiagonal), the Weyl equation is invariant
under C'P. In the chiral representation, C' reads

-100 0
C__(—mg 0)__ 010 0
0 ios 001 0

000 -1

Hence, the effect of C'P is

P (%) = nCy (t, —x) = Finoa (t, —x)

for chirality v° = +1.
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Problems

11.1 Show that equation (11.3.5) implies (11.3.5").

11.2 In a Majorana representation of the Dirac equation, the v matrices — indicated
here by the subscript M for Majorana — are purely imaginary,

75\1‘4* = _’YJ'L\L/[ y M 20717273'

A special Majorana representation is given by the unitary transformation
Yy = U0

with U =UT=U"" = | 2% (1 ++°).

(a) Show that

o _o02_[0¢? 1 2 (io® 0
TMETT =52 TME=TT =\ g ie8
2 1
2 _ .2 _ 0 —0o 3 _ 23 ([—lo 0
T = ’Y*<02 O) 7M*’Y7*<0 _101)-

(b) In Eq. (11.3.14") it was shown that, in a Majorana representation, the charge
conjugation transformation (apart from an arbitrary phase factor) has the form
¥ = ¥%;. Show that application of the transformation U to Eq. (11.3.7")

S
leads to
Y = —iv -

11.3 Show that, under a time-reversal operation 7, the four-current-density j* in
the Dirac theory satisfies

jl#(xvt) = j#(xv _t) .

11.4 Determine the eigenstates of helicity with negative energy:
(a) as in (11.5.7) by applying a Lorentz transformation to (11.5.4);

(b) by solving the eigenvalue equation for the helicity operator X - k and taking
the appropriate linear combination of the energy eigenstates (6.3.11b).

11.5 Show that X - k commutes with (y"k, & m).
11.6 Prove the validity of Eq. (11.5.7).

11.7 Show that (11.6.11) satisfies the equation (11.6.10).

11.8 Prove the validity of (11.6.13).
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Part III

Relativistic Fields



12. Quantization of Relativistic Fields

This chapter is dedicated to relativistic quantum fields. We shall begin by
investigating a system of coupled oscillators for which the quantization prop-
erties are known. The continuum limit of this oscillator system yields the
equation of motion for a vibrating string in a harmonic potential. This is
identical in form to the Klein—-Gordon equation. The quantized equation of
motion of the string and its generalization to three dimensions provides us
with an example of a quantized field theory. The quantization rules that
emerge here can also be applied to non-material fields. The fields and their
conjugate momentum fields are subject to canonical commutation relations.
One thus speaks of “canonical quantization”. In order to generalize to arbi-
trary fields, we shall then study the properties of general classical relativistic
fields. In particular, we will derive the conservation laws that follow from the
symmetry properties (Noether’s theorem).

12.1 Coupled Oscillators, the Linear Chain,
Lattice Vibrations

12.1.1 Linear Chain of Coupled Oscillators
12.1.1.1 Diagonalization of the Hamiltonian

We consider N particles of mass m with equilibrium positions that lie on a
periodic linear chain separated by the lattice constant a. The displacements
along the direction of the chain from the equilibrium positions a,, are denoted

IR T

q1 q2 Q3 g4 n—1 n n+1

(a) (b)

Fig. 12.1. Linear chain: (a) displacement of the point masses (large dots) from
their equilibrium positions (small dots); (b) potentials and interactions (represented
schematically by springs)



250 12. Quantization of Relativistic Fields

by qi1,...,qn (Fig.12.1a), and the momenta by p1, ... ,py . It is assumed that
each particle is in a harmonic potential and, additionally, is harmonically
coupled to its nearest neighbors (Fig.12.1b). The Hamiltonian then reads:

meg

N
H—Zl 2+m92( —gn-1)*+ (12.1.1)
n=1

2

Here, £2? characterizes the strength of the harmonic coupling between nearest
neighbors, and 22 the harmonic potential of the individual particles (see
Fig.12.1b). Since we will eventually be interested in the limiting case of an
infinitely large system in which the boundary conditions play no part, we will
choose periodic boundary conditions, i.e., o = qn . The x coordinates z,, are
represented as x, = a, + ¢, = na + ¢, and, from the commutation relations
[Tn, Pm] = i6pm, ete. (h = 1), we have for the canonical commutation relations
of the ¢, and p,

The Heisenberg representation,

n(t) = e g e (12.1.3a)
pa(t) = e p,e (12.1.3b)
yields the two equations of motion
1
inlt) = palt) (12.1.4a)
and
Pn(t) = min(t) (12.1.4b)

= m2? (@1 (t) + guo1(t) — 2¢,(t)) — Mm% g (t) .

On account of the periodic boundary conditions, we are dealing with a trans-
lationally invariant problem (invariant with respect to translations by a). The
Hamiltonian can therefore be diagonalized by means of the transformation
(Fourier sum)

1 ikan
T )2 > ety (12.1.5a)
k

Pn = (z)m zk:c‘““’"Pk : (12.1.5b)

The variables @ and P are termed the normal coordinates and normal
momenta, respectively. We now have to determine the possible values of k.
To this end, we exploit the periodic boundary conditions which demand that
go = qn , i.e., 1 = e#*N - hence, we have kaN = 27¢ and thus
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27l
= 12.1.
B= (12.1.6)

where £ is an integer. The values k = Qﬂ%iam = 2”5 + 2;7 are equivalent to
k= i’ff since, for these k values, the phase factors e are equal and, thus,
so are the ¢, and p,. The possible k& values are therefore reduced to those
given by:

ikan

N N N-2 N
: — < =
for even N 2<€_2, (=0,41,...,+ 9 7o
forodd N —N;1§£§N2_1, E:O,il,...,j:N2_1

In solid state physics, this reduced interval of k values is also known as the
first Brillouin zone. The Fourier coefficients in (12.1.5) satisfy the following
orthogonality and completeness relations:

Orthogonality relation :

N
1 ikan —ik’an
N D etkanemian — Ak — k) (12.1.7a)
n=1
, 2w .
) 1fork—-Fk = h, h integer
= a
0 otherwise.
In this form, the orthogonality relation is valid for any value of k = i’;f .
When £ is restricted to values in the first Brillouin zone, the generalized
Kronecker delta A(k — k') becomes O .
Completeness relation:

1 . . !’
N Zc—lkanclkan — 5nn/ . (1217b)
k

Here, the summation variable k is restricted to the first Brillouin zone. (For
a proof, see Problem 12.1). The inverse of (12.1.5) reads:

m —ikan
Qi = \/N > emihang, (12.1.8a)
1

P, = ekany 12.1.8b
ke \/mNzn: p ( )
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Since the operators g, and p,, are hermitian, it follows that

Ql=Q., Pl=P,. (12.1.9)
Remark. When N is even, { = ];7 and —2’ are equivalent and hence only ];7
appears. For k = 12\,7; . ];’ = 7, we have Q. = QL and P, = P,I, since e'a ®" =

ei7-rn _ (_1)n .

The commutation relations for the normal coordinates and momenta are
obtained from (12.1.2) with the result

(Qr, Pr] = 0k [Qk, Qr] =0, [Py, Pw] =0. (12.1.10)

Transforming (12.1.1) into normal coordinates according to (12.1.5a,b) yields
the Hamiltonian in the form

H= ;Z (P Pl +etQu@l) (12.1.11)
k

where the square of the vibration frequency as a function of k reads:
2 2 ka\® 2
wi, = §2° [ 2sin 5 + 025 (12.1.12)

(Problem 12.3). The quantity (£2a)” is known as the stiffness constant.
Thus, in Fourier space, one obtains uncoupled oscillators with the frequency
wi, = y/w?. [It should be noted, however, that the terms in (12.1.11) are of
the form QrQ_x etc., so that the oscillators with wave numbers k and —k are
still interdependent.] The frequency is depicted as a function of k (dispersion
relation) in Fig.12.2. In the language of lattice vibrations, 290 = 0 leads
to acoustic, and finite {2y to optical, phonons. In order to diagonalize H in
Eq.(12.1.11), one introduces creation and annihilation operators:

Wk

Q0 #0

- — Fig. 12.2. The phonon frequen-
T a a kK cies for {29 #0 and 2 =0
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1
- ipl 12.1.13
a, 2w (wk Qp +1 k) ( a)
1 .
af = S, (w, QL -ip, ) - (12.1.13b)

The inverse of this transformation is given by

a + aT_k

Qr = 2

(12.1.14a)

and

. Wk
P = —1\/ ) (ap—al) - (12.1.14b)

The commutation relations for the normal coordinates (12.1.10) lead to
(Problem 12.5)

lay, ,aL,] =0k, |0k, ap]= [aL,aL/] =0. (12.1.15)

By inserting (12.1.14a,b) into (12.1.11), one obtains

1
H=Y uw <a£ak + 2) : (12.1.16)
k

a Hamiltonian for N uncoupled oscillators. The summation extends over all
N wave numbers in the first Brillouin zone, since

1

Wk
H= 2 el - +

wi

ooy (@ al ) (el +ar)

1
4 2 wr(a—raly +afar +axal +al ya
k

—a_par — aLaik +ara_p + aikal)

1 1
9 Zwk(azak + akaz) = Zwk (azak + 2) . (12.1.17)
k k

The energy eigenstates and eigenvalues for the individual oscillators are
known. The ground-state energy of the oscillator with the wave vector k is
éwk. The nth excited state of the oscillator with wave vector k is obtained

by the n-fold application of the operator a;‘c, having energy (ny + 5) wy . The
fact that the eigenvalues of the Hamiltonian are, up to the zero-point energy,
integer multiples of the eigenfrequencies leads quite naturally to a particle
interpretation, although we are dealing here not with material particles but
rather with excited states (quasiparticles). In the case of the elastic chain
considered here, these quanta are known as phonons. The occupation numbers
are 0,1, 2, ..., hence the quanta are bosons. The operator aL creates a phonon
with wave vector k and frequency (energy) wy, whilst ay annihilates a phonon
with wave vector k and frequency (energy) wy.
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Hence, the eigenstates of the Hamiltonian (12.1.17) are of the following
form: In the ground state |0), which is determined by the equation

ar |0) =0, for allk , (12.1.18a)

no phonons are present. Its energy represents the zero-point energy
1
Ey = Zk: oW - (12.1.18b)

A general multiphonon state has the form
1

\/nkl!nkQ!...nkN!

x (aL)nkl (@2)%. . (ajw)n'”v 0y (12.1.19a)

|n;€1,nk2,... ,nkN> =

with energy
E=> ngwy+ Eo . (12.1.19b)
k

The occupation numbers take the values ny = 0,1,2,... and k runs through
the IV values of the first Brillouin zone; the nj are not bounded from above.
The operator nj = alak is the occupation number operator for phonons with
the wave vector k.

From

[fig, ax] = —ar  und [ﬁk,a,z] = a,L (12.1.19¢)
it follows that
Q.

N ---7nki7--->:\/nki ...,nki—l,...> 5

a£i|...,nki,...>:\/nki—|—1|...,nki+1,...) .

(12.1.19d)

Remark. Let us emphasize that the commutation relations (12.1.2) and
(12.1.15) are valid even when nonlinear terms are present in the Hamiltonian,
since they are a consequence of the general canonical commutation relations
of position and momentum operators.

12.1.1.2 Dynamics

Equation (12.1.16) expresses the Hamiltonian of the linear chain in diago-
nal form. In fact, H is time independent, so that its various representations
(12.1.1), (12.1.11), and (12.1.16) are valid at all times. The essential features
of the dynamics are most readily described in the Heisenberg picture. Starting
from
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1 ikan 1 1 ika T
In = E e Q= E e (a, +a’
VmN < VmN = V2w (@ 2
(12.1.20)
(e‘k“”ak + e_‘k“"az) ,

1
- Xk: V2wipmN
we define the Heisenberg operator
qn(t) = et g, (0) e 7HHE = Mt g o=IHT (12.1.21)
By solving the equation of motion, or by using
et ap e M = qp + [iHt, ay] + 21' [iHt, [iHt,a]] + ...

1
ot [LHE [iHE ag]] + ..

1
= ap — iwitar + o1 [iwkta;ga,k, —lwgtag] + ... (12.1.22)

=ap + [iwkt aLa,k, ak] +

. 1, .
= ag <1 — lwgt + 91 (—1w,€t)2 + .. )

— akc—lwkt ,

one obtains for the time dependence of the displacements
1 i(kan—wyt) —i(kan—wgt) T

gn(t) = (e( a, +e *a ) . (12.1.23)
; V2wipmN k k

Concerning its structure, this solution is identical to the classical solution,
although the amplitudes are now the annihilation and creation operators.
We will discuss the significance of this solution only in the context of the
continuum limit, which we shall now proceed to introduce.

12.1.2 Continuum Limit, Vibrating String

Here, we shall treat the continuum limit for the vibrating string. In this limit
the lattice constant becomes a — 0 and the number of oscillators N — oo,
whilst the length of the string L = aN remains finite (Fig. 12.3).

m
° © ° o
Fig. 12.3. Concerning the continuum limit of the linear
a chain (see text)

The density p = ™ and stiffness constant v* = (£2a)® must also remain

constant. The positions of the lattice points x = na are then continuously
distributed. We also introduce the definitions
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ma 1/2
q(z) = gn ( " ) (12.1.24a)
p(x) = pn(ma)~1/? (12.1.24b)
The equation of motion (12.1.4b)
gn = QQ(Qn-i—l + qn—1 —2¢n) — “Qg an
becomes
.. +CL,t) _Q('rvt)) - (q(l?,t) —q(z—a,t))
— 242 (q(z
da,t) = Pa a2 (12.1.25)
- QSQ(:Ev t)
and, in the limit a — 0, one has
32
G(z,t) — v? 92 q(z,t) + 28 q(z,t) = 0. (12.1.26)

The form of this equation is identical to that of the one-dimensional Klein—
Gordon equation. For 2y = 0, i.e., in the absence of a harmonic potential,
Eq. (12.1.26) is the equation of motion for a vibrating string, as is known
from classical mechanics.

In the continuum limit, the Hamiltonian (12.1.1) takes the form

. 1 5, m&? 5  miR
o=t 2 ( Pty (e =)
1 mie2? Gn — Gn-1 2 m02
— i 2 2 n n 0 2
aﬁolzr\?—,oozn:a <2ma,p" * 2q * < a + 2q I

— /Ld:c ; [p(a:)2 + v? (23)2 + 22 q(az)Q] , (12.1.27)
0

L
where Y- a... — [dx.... The commutators of the displacements and the
0

momenta are obtained from (12.1.2) and (12.1.24a,b):

D@ = tim (™) (ma)12 ,
la@).,p(@)] wg’NW(;), (ma) ™2 [gn, pu] B
=i TR
and
[9(z), q(2")] = [p(x), p(z")] = 0. (12.1.28b)

Next, we will derive the representation in terms of normal coordinates. From
(12.1.6), it follows that
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k= ,  where £ is an integer with — oo </ < o0 . (12.1.29)

For a string of finite length, the Fourier space remains discrete in the contin-
uum limit, although the number of wave vectors and thus normal coordinates
is now infinite. From (12.1.5a,b) we have

1 ikx
a@) = ;) > ey (12.1.30a)
k

1 —ikx
pE) = 1 > eTkrp, (12.1.30b)
k
and from (12.1.11)

H = zk: ; (Pk Pl +wiQ, QL) : (12.1.31)

whereby, in the limit a — 0, equation (12.1.12) reduces to
wi =v2k? + 023 . (12.1.32)
The commutation relations for the normal coordinates (12.1.10) remain un-
changed:
@k, Pir] = 10k, [Qr, Q] =0, [Py, Pr]=0. (12.1.33)

The transformation to creation and annihilation operators (12.1.14a,b), and
also the expression for the Hamiltonian in terms of these quantities (12.1.16)
remain correspondingly unchanged. The representation of the displacement
field in terms of creation and annihilation operators now takes the form

)
ke Wk T O_g

1
q(z) = 11/ ;e V2

1 ikx —ikx T 1
- Xk: (") +eeal) S, (12.1.34)

and, from (12.1.23), its time dependence is given by

1 i(kr—w —i(kx—w 1
a@t) =\, 3 (e (he-wit)y | o=ilk ”)al) y
k

. (12.1.35)
2wk

We finally obtain for the Hamiltonian
1
H = zk:wk <a,1a,k + 2> , (12.1.36)

which is positive definite. The functions e!(5*=wrt) and ¢~ik*=wst) appearing
in (12.1.35) are solutions of the free field equation (12.1.26), which, in connec-
tion with the Klein—-Gordon equation, we had interpreted as solutions with
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positive and negative energy. In the quantized theory, these solutions appear
as amplitude functions, prefactors of the annihilation and creation operators
in the expansion of the field operators. The sign of the frequency dependence
is of no significance for the value of the energy. This is determined by the
Hamiltonian (12.1.36), which is positive definite: there are no states of neg-
ative energy. The direct analogy to the vibrating string relates to the real
Klein—Gordon field. The complex field will be treated in Eq. (12.1.47a,b) and
Sect. 13.2.

12.1.3 Generalization to Three Dimensions,
Relationship to the Klein—Gordon Field

12.1.3.1 Generalization to three dimensions

It is now straightforward to generalize the above results to three dimensions.
We consider a discrete three-dimensional cubic lattice. Rather than taking
an elastic lattice, which would have three-dimensional displacement vectors,
we shall assume instead that the displacements are only along one dimension
(scalar). In the continuum limit, the one-dimensional coordinate x must be
replaced by the three-dimensional vector x

T — X,

and the field equation for the displacement g(x,t) reads:
G(x,t) —v2Aq(x,t) + 22 q(x,t) = 0. (12.1.37)

Introducing the substitutions

2
v=os 920 —m?, (x,t)=z, and g¢(x,t) —¢(z),  (12.1.38)
v
we obtain
90" p(x) +m?p(x) =0, (12.1.39)

which is precisely the Klein—-Gordon equation (5.2.11’). The representation
of the solution of the Klein—-Gordon equation in terms of annihilation and
creation operators (12.1.35), the commutation relations (12.1.15), (12.1.28),
and the Hamiltonian (12.1.36) can all be directly translated into three di-
mensions:

_ 1 1 i(kx—wkt —i(kx—wykt) T
o(x,t) = 1372 g Vo (e( g, + el k )ak) (12.1.40)
=¢" () + 97 (2)

[ak,aL,] =k [ay ;s a] = [aL,aL,] =0, (12.1.41a)
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x, 1), p(x',1)] = 16 (x — x’
(. 2), 9(ac’, ) 5.3 ( . ) (12.1.41b)
(X, t)7¢(xl,t)] = [¢(X, t)7¢(xlvt)] =0,

S e

and
1
H= zk:wk <aLak + 2) : (12.1.42)

Inspired by these mechanical analogies, we arrive at a completely new inter-
pretation of the Klein—Gordon equation. Previously, in Sect. 5.2, an attempt
was made to use the Klein—Gordon equation as a relativistic replacement for
the Schrodinger equation and to interpret its solutions as probability ampli-
tudes in the same way as for the Schrodinger wave functions in coordinate
space. However, ¢(x,t) is not a wave function but an operator in Fock space.
This field operator is represented as a superposition of single-particle so-
lutions of the Klein—Gordon equation with amplitudes that are themselves
operators. The effect of these operators is to create and annihilate the quanta
(elementary particles) that are described by the field. The term Fock space
describes the state space spanned by the multi-boson states

(aLl)nkl (a{cz)nkz .oy, (12.1.43a)

where |0) is the ground state (= vacuum state) of the field. The energy of
this state is

E=) hue <nk + ;) : (12.1.43b)
k

In equation (12.1.40) the field operator was split into positive and negative
frequency parts, ¢T (z) and ¢~ (x). This notation originates from the positive
and negative energy solutions. Due to the hermiticity of the field operator
¢(z), we have ¢+ = ¢~, and in the expansion (12.1.40) we encounter the
sum of ax and a;‘(. This hermitian (real) Klein-Gordon field describes un-
charged mesons, as our subsequent investigations will reveal.

12.1.3.2 The infinite-volume limit

Until now, we have based our studies on a finite volume with linear extension
L. In order to formulate relativistically invariant theories, it is necessary
to include all of space. We thus take the limit L — oo. In this limit, the
previously discrete values of k move arbitrarily close together, such that k
too becomes a continuous variable. The sums over k are replaced by integrals
according to

2(2;)3%/(;’:;3

k
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Using the definition

a(k) = (;)gak, (12.1.44)

one obtains the field operator from (12.1.39) as
rodE 1, .
— i(kx—wit) —i(kx—wkt) T
o0t)= [ e g (¢ alk) + e a'(K)) .

(12.1.45)

where the k integration extends in all three spatial dimensions from —oo to
400. The commutation relations for the creation and annihilation operators
now read:

3
1) () = e 5 ) = 3011,
a9, a0 =0, [a(1),a()] = 0.

- () ((£) )
:/d3k’ <<2L7r>35kk,> - /d3k’5(k—k’).

The complex Klein—-Gordon field is not hermitian and therefore the ex-
pansion coefficients (operators) of the solutions with positive and negative
frequency are independent of one another

_ 1 1 —ik-x ik-xpt
ot = Ly Zk: J2n (e ay +e bk) . (12.1.47a)

(12.1.46)

Here, k- x = wit — k - x is the scalar product of four-vectors. The operators
ax and bx have the following significance:

ay (al) annihilates (creates) a particle with momentum k and
by (bL) annihilates (creates) an antiparticle with momentum k
and opposite charge,

as will be discussed more fully in subsequent sections. From (12.1.47a), one
obtains the hermitian conjugate of the field operator as

1 1 . )
t _ —ik-x ik-x T
o' (x,t) = 1372 Ek o (e b, +e a,k) . (12.1.47b)
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12.2 Classical Field Theory

12.2.1 Lagrangian and Euler—Lagrange Equations of Motion
12.2.1.1 Definitions

In this section we shall study the basic properties of classical (and, in the
main, relativistic) field theories. We consider a system described by fields
or(x), where the index r is a number which labels the fields. It can refer to
the components of a single field, e.g., the radiation field A*(x) or the four-
spinor ¥ (z), but it can also serve to enumerate the different fields. To begin
with, we define a number of terms and concepts.

We assume the existence of a Lagrangian density that depends on the
fields ¢, and their derivatives ¢, ,, = 0,0, = (rgu ¢r. The Lagrangian density
is denoted by

L=L(br br) - (12.2.1)

The Lagrangian is then defined as

L(z°) = /dgx L(Grs Drp) - (12.2.2)

The significance of the Lagrangian in field theory is completely analogous to
that in point mechanics. The form of the Lagrangian for various fields will
be elucidated in the following sections. We also define the action

S(2) = | d*z L(¢y, ¢rp) = [ dz® L(z°) , (12.2.3)
/ /

where d*z = da2®d3z = da®dz' da® da®. The integration extends over a
region {2 in the four-dimensional space—time, which will usually be infinite.
We shall use the same notation as in Part II on relativistic wave equations,
where we set the speed of light ¢ = 1 and, thus, z° = t.

12.2.1.2 Hamilton’s principle in point mechanics

As has already been mentioned, the definitions and the procedure needed
here are analogous to those of point mechanics with n degrees of freedom.
We briefly remind the reader of the latter!:2. The Lagrangian of a system
of particles with n degrees of freedom with generalized coordinates ¢;,7 =
1,...,n has the form:

L H. Goldstein, Classical Mechanics, 2nd ed., Addison-Wesley, Reading, Mass.,
1980

2 L.D. Landau and E.M. Lifshitz, Course of Theoretical Physics, Vol. 1, Pergamon,
Oxford, 1960
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- Z mig? — V(g) - (12.2.4)

The first term is the kinetic energy, and the second the negative potential
energy due to the interactions between the particles and any external con-
servative forces. The action is defined by

s— [atLw. (12.2.5)

t1

The equations of motion of such a classical system follow from Hamilton’s
action principle. This states that the actual trajectory ¢;(¢) of the system is
such that the action (12.2.5) is stationary, i.e.,

55=0, (12.2.6)

where variations in the trajectory ¢;(t) 4+ d¢;(t) between the initial and final
times t1 and o are restricted by (see Fig.12.4)

5qi(t1) = 5qi(t2) = O, L= 1, oo, n. (1227)

q(t)+dq(t)
t

q ‘ t) Fig. 12.4. Variation of the solution in the time
t,l interval between t1 and t2. Here, ¢(t) stands for

{a: (1)}

The condition that the action is stationary for the actual trajectory implies

o o (g )

:t/zdt Kajjt) - :litajjt)) 9a:(t) + Z (ajf)éqz( ))} (12.2.8)

1

o -t s ()

1

to
=0.

ty

The second term on the last line vanishes since, according to (12.2.7), the
variation d¢(t) must be zero at the endpoints. In order for §S to vanish for
all 0g;(t), we have the condition
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oL d 0L )
_ . =0 , 1 =1
9qi(t)  dt 0gi(t)
These are the Euler—Lagrange equations of motion, which are equivalent to
Hamilton’s equations of motion. We now proceed to extend these concepts
to fields.

. (12.2.9)

12.2.1.3 Hamilton’s principle in field theory

In field theory the index i is replaced by the continuous variable x. The
equations of motion (= field equations) are obtained from the variational
principle

05 =0. (12.2.10)
To this end, we consider variations of the fields

or(x) = dr(2) + 000 (2) (12.2.11)

which are required to vanish on the surface I'({2) of the space—time region
0:

Sn(z) =0 on I'(£2). (12.2.12)

In analogy to (12.2.9), we now calculate the change in the action (12.2.3)

oL oL
_ 4
e ! e {a@ Or + 6¢r,u5¢"“}

oL 0 0L 0 oL
_ 4 o 4
= [ {3@ Dk 06, } oo+ [ (am 5@) '
(93 0
(12.2.13)

Here, we employ the summation convention for the repeated indices r and p
and have also used® d¢,.,, = 9 §¢,. The last term in Eq.(12.2.13) can be

oxk
re-expressed using Gauss’s theorem as the surface integral

/ do,, 6‘% 5y =0, (12.2.14)

¢r,u
()

where do,, is the u component of the element of surface area. The condition
that 65 in Eq.(12.1.13) vanishes for arbitrary 2 and d¢, yields the Euler—
Lagrange equations of field theory

oL 9 oL
b6, " oun o, =00 T L (12.2.15)

3 8¢, (x) = d(x) — ¢r(x) and thus aiu 8pr(z) = ¢y () — drop(@) = 6pru(x) .
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Remark. So far we have considered the case of real fields. Complex fields
can be treated as two real fields, for the real and imaginary parts. It is easy
to see that this is equivalent to viewing ¢(x) and ¢*(z) as independent fields.
In this sense, the variational principle and the Euler—Lagrange equations also
hold for complex fields.

We now introduce two further definitions in analogy to point particles in
mechanics. The momentum field conjugate to ¢, (z) is defined by

e (x) = .5L = .8£ . (12.2.16)
0 (x)  O¢r(x)
The definition of the Hamiltonian reads:
H= /d% (wr(x)q'sr(x) - L(¢T,¢W)) = H(¢r,m) (12.2.17)

where the ¢, have to be expressed in terms of the m,.
The Hamiltonian density is defined by

H(x) = mr(2)fr () = L, D) - (12.2.18)
The Hamiltonian can be expressed in terms of the Hamiltonian density as
H = /d%H(x) : (12.2.19)

The integral extends over all space. H is time independent since £ does not
depend explicitly on time.

12.2.1.4 Example: A real scalar field

To illustrate the concepts introduced above, we consider the example of a real
scalar field ¢(x). For the Lagrangian density we take the lowest powers of the
field and its derivatives that are invariant under Lorentz transformations

1
L= (¢pd" —m*¢%) (12.2.20)
where m is a constant. The derivatives of £ with respect to ¢ and ¢, are
8£:_m2¢7 oL — o
9¢ ¢4

from which one obtains for the Euler-Lagrange equation (12.2.15)
, 24
ot +mip =0, (12.2.21)

or, in the form previously employed,
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(00, +m*)¢p =0. (12.2.21')

Thus, Eq. (12.2.20) is the Lagrangian density for the Klein-Gordon equation.
The conjugate momentum for this field theory is, according to (12.2.16),

(z) = o(x) (12.2.22)
and, from (12.2.18), the Hamiltonian density reads:
1
H(x) =, [7*(2) + (V@)* + m*¢*(x)] . (12.2.23)

If we had included higher powers of ¢? in (12.2.20), for example ¢*, the equa-
tion of motion (12.2.21") would have contained additional nonlinear terms.

Remarks on the structure of the Lagrangian density

(i) The Lagrangian density may only depend on ¢, (x) and ¢, ,(x); higher
derivatives would lead to differential equations of higher than second order.
The Lagrangian density can depend on x only via the fields. An additional
explicit dependence on x would violate the relativistic invariance.

(ii) The theory must be local, i.e., L(x) is determined by ¢,(z) and ¢, ,(z)
at the position x. Integrals over £(x) would imply nonlocal terms and could
lead to acausal behavior.

(iii) The Lagrangian density £ is not uniquely determined by the action, nor
even by the equations of motion. Lagrangian densities that differ from one
another by a four-divergence are physically equivalent

L(x) = L(x) + 0,F"(z) . (12.2.24)

The additional term here leads in the action to a surface integral over the
three-dimensional boundary of the four-dimensional integration region. Since
the variation of the field vanishes on the surface, this can make no contribu-
tion to the equation of motion.

(iv) £ should be real (in quantum mechanics, hermitian) or, in view of re-
mark (iii), equivalent to a real £. This ensures that the equations of mo-
tion and the Hamiltonian, when expressed in terms of real fields, are them-
selves real. £ must be relativistically invariant, i.e., under an inhomogeneous
Lorentz transformation

r—2 = Ar+a

12.2.25
do(x) — dl(a') | (12:225)

L must behave as a scalar:
L(¢r.(2"), 9., (2")) = L(6r(2), ¢rpu(2)) - (12.2.26)

Since d*z = dax'dx'dx?daz? is also invariant, the action is unchanged under
the Lorentz transformation (12.2.25) and the equations of motion have the
same form in both coordinate systems and are thus covariant.
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12.3 Canonical Quantization

Our next task is to quantize the field theory introduced in the previous sec-
tion. We will allow ourselves to be guided in this by the results of the me-
chanical elastic continuum model (Sect. 12.1.3) and postulate the following
commutation relations for the fields ¢, and the momentum fields 7,.:

[r(x,8), s (X', )] = 0,50 (x — X') |
[ (x,1), 05 (X', )] = [T (x, 1), ms (X', 8)] = 0.
These are known as the canonical commutation relations and one speaks of

canonical quantization. For the real Klein-Gordon field, where according to
(12.2.22) 7(z) = ¢(z), this also implies
x,1),b(x',t)] = i0(x — x') ,
00,6, = 80 ) . o)
[6(x, 1), o(x, )] = [o(x, 1), o(x,1)] = 0.

In view of the general validity of (12.1.28) and (12.1.41b), one postulates also
the canonical commutation relations for interacting fields.

(12.3.1)

12.4 Symmetries and Conservation Laws,
Noether’s Theorem

12.4.1 The Energy—Momentum Tensor, Continuity Equations,
and Conservation Laws

The invariance of a system under continuous symmetry transformations leads
to continuity equations and conservation laws. The derivation of these con-
servation laws from the invariance of the Lagrangian density is known as
Noether’s theorem (see below).

Continuity equations can also be derived in an elementary fashion from
the equations of motion. This will be illustrated for the case of the energy—
momentum tensor, which is defined by

_oc
8¢r,u

The energy—momentum tensor obeys the continuity equation®

T 0" — Lgh . (12.4.1)

T  =0. (12.4.2)

Proof: Differentiation of T*" yields:

4 In the next section, we shall derive this continuity equation from space-time
translational invariance, whence, in analogy to classical mechanics, the term
energy—-momentum tensor will find its justification.
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o oL oL
[ Rz 2o qu
™, (ax# 8%,) Ot g, P u 0L (12.4.3)
oc ., oL ., ...
= 06,9+ g, O L =0,

where we have used the Euler-Lagrange equation (12.2.15) and 0"L =
66(/5 0" ¢ + agf“ 0" ¢, to obtain the second identity.
If a four-vector g* satisfies a continuity equation

9", =0, (12.4.4)

then, assuming that the fields on which g* depends vanish rapidly enough
at infinity, this leads to the conservation of the space integral of its zero
component

GO(t) :/d?’xgo(x,t). (12.4.5)

Proof: The continuity equation, together with the generalized Gauss diver-
gence theorem, leads to

/d4a: 83“9# =0= /daﬂ gt . (12.4.6)
2 o

This holds for every four-dimensional region 2 with surface o. One now
chooses an integration region whose boundary in the spatial directions ex-
tends to infinity. In the time direction, it is bounded by two three-dimensional
surfaces o1 (2" = t1) and o9(2° = t5) (Fig.12.5). In the spatial directions, ¢,
and ¢, are zero at infinity:

O:/dego—/dego = /d3:1cgo(x,t1) —/degO(xnfg)

o1 o2

thus,

A:r()

Fig. 12.5. Diagram relating to the
derivation of the conservation law
(see text)
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GOt)) = G(t2) (12.4.7a)
or, alternatively,

dG°

=0. 12.4.
=0 (12.4.7b)

Applying this result to the continuity equation for the energy—momentum
tensor (12.4.1) leads to the conservation of the energy—momentum four-vector

PY = /d3xT0”(x,t) . (12.4.8)
The components of the energy-momentum vector are
PO / B {7 (@) () = LD b)) (12.4.9)
= /d?’xH = H
and
sz/d?’xm(a:)gi: j=1,2,3. (12.4.10)

The zero component is equal to the Hamiltonian (operator), and the spatial
components represent the momentum operator of the field.

12.4.2 Derivation from Noether’s Theorem of the Conservation
Laws for Four-Momentum, Angular Momentum, and Charge

12.4.2.1 Noether’s theorem

Noether’s theorem states that every continuous transformation that leaves
the action unchanged leads to a conservation law. For instance, the conserva-
tion of four-momentum and of angular momentum follows from the invariance
of the Lagrangian density £ under translations and rotations, respectively.
Since these form continuous symmetry groups, it is sufficient to consider in-
finitesimal transformations. We therefore consider the infinitesimal Lorentz
transformation

T, — &, =1, 4 0r, = 3, + Awp ¥ 490, (12.4.11a)
1
r(z) = &) = 6r(2) + , Awp S1Y 6s(x) - (12.4.11b)

Here z and z’ represent the same point in space time referred to the two
frames of reference, and ¢, and ¢/ are the field components referred to these
coordinate systems. The quantities which appear in these equations should
be understood as follows: The constant J,, causes an infinitesimal displace-
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ment. The homogeneous part of the Lorentz transformation is given by the
infinitesimal antisymmetric tensor Aw,, = —Aw,,. The coefficients S in
the transformation (12.4.11b) of the fields are antisymmetric in g and v and
are determined by the transformation properties of the fields. For example,
in the case of spinors (Eqs.(6.2.13) and (6.2.17)), we have

1 .
5 Ay S 65 = 711 Awpy ot b (12.4.12a)
ie.,
Sys = —; oy, (12.4.12b)
where r and s(=1,...,4) label the four components of the spinor field.

Vector fields transform under a Lorentz transformation according to Eq.
(11.1.3a) and thus we have

St =959 —959% (12.4.12¢)

where the indices r, s take the values 0,1, 2, 3. In Egs. (12.4.12a,b) summation
over the repeated indices pu, v, and s is implied.

As has already been emphasized, the invariance under the transformation
(12.4.11a,b) means that the Lagrangian density has the same functional form
in the new coordinates and fields as it did in the original ones:

L&), @), () = L(dr(2), P () - (12.4.13)

From Eq. (12.4.13), the covariance of the equations of motion follows.
The variation of ¢,.(x), for unchanged argument, is defined by

56, () = ¢1(x) — 6, (x) (12.4.14)
Furthermore, we define the total variation
Ady(z) = ¢l.(2)) — ¢ (z) (12.4.15)

which represents the change due to the form and the argument of the function.
These two quantities are related by

Apr(z) = (¢).(2") — ¢r(2")) + (or(2") — 1 ()
= ¢, (a') + gj: 5z, + O(6?) (12.4.16)
ofon

Sz, + O(5?)

where O(§?) stands for terms of second order, which we neglect. In correspon-
dence with Eq.(12.4.16), the difference between the Lagrangian densities in
the coordinate systems I and I’, i.e., the total variation of the Lagrangian
density — which vanishes according to (12.4.13) — can be rewritten as



270 12. Quantization of Relativistic Fields

0= L(¢,(2'), 8 ,(2") = L(¢r(x), br.u(2))

= L(¢(2"),...) = L(dr(),..) + (L(r(2)),...) = L(r(2),...))

oL )
= 0L+ - 0at + 05 . (12.4.17)

The first term on the right-hand side of (12.4.17) is obtained as

oL oL

oL = 96, 0, + D 0br

or o or 9 [ or

= 96,07~ (ax“ agbw) 00r + 5 (aqﬁw M”)
9 ( or D,

= o Loy |29~ ot}

where the Euler-Lagrange equation was used to obtain the second line and

oL
Eg.(12.4.16) to perform the last step. Together with S oxt = 83*‘ (Loxt) =

Dt (Lg"dx,), Eq. (12.4.17) leads to the continuity equation

g",=0 (12.4.18a)

for the four-vector
oL
6¢7‘, "

Here, g* depends on the variations A¢, and dz,,, and, according to the choice
made, results in different conservation laws.

g Ap, — TH bz, . (12.4.18b)

Equations (12.4.18a) and (12.4.18b), which lead to the conserved quan-
tities (12.4.5), amongst others, represent the general statement of Noether’s
theorem.

12.4.2.2 Application to Translational, Rotational,
and Gauge Invariance

We now analyze the result of the previous section for three important special
cases.

(i) Pure translations:
For translations we have

Aw, =0

12.4.19
5z, =6, ( 2)

and, hence, (12.4.11b) gives ¢l.(2') = ¢,(z); therefore,
Ady =0 . (12.4.19b)
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Noether’s theorem then reduces to the statement gt = —TH"§, , and since
the four displacements ¢, are independent of one another, one obtains the
four continuity equations

" =0 (12.2.31)

for the energy—momentum tensor T*" ;v = 0,1,2, 3, defined in (12.4.3). For
v = 0, one obtains the continuity equation for the four-momentum-density
pPH = To“ and for v = 4 that for the quantities 7% . The conservation laws
T“ﬂ n = 0 contain as zero components, the spatial momentum densities p?
and as current densities, the components of the so-called stress tensor 7.

(See also the discussion that follows Eq.(12.4.7b).)
(ii) For rotations we have, according to (12.4.11a,b),

0, =0, 6z, = Awyea?® (12.4.20a)
and
Ap, = AwWS’”"qSS . (12.4.20Db)
From (12.4:.18b)7 it then follows that
1 oL
b= Awy oSy s — TH Awypex? . 12.4.21
9= 500, ¢ Wy ( )
Using the definition
vo 8£ vo 1% g g v
Mo = SYCbs(x) + (2VTHT — z7TH) (12.4.22)
6¢7‘ o
equation (12.4.21) can be re-expressed in the form
1 oL 1 1
"= Sre SA vo T A vo T _THA ov v
g 5 3¢w e @s Aw 5 Wy 9 Wy T
8£ vo v g g v /
= SyZ¢s + v THT —z7TH | Awye (12.4.20)
6¢7‘ o
1
= 2M’“’"Aww .

Since the six nonvanishing elements of the antisymmetric matrix Aw,, are
independent of one another, it follows that the quantities M**? satisfy the
six continuity equations

8, MM =0 . (12.4.23)

This yields the six quantities

(12.4.24)
/d T 7Tr SyZos(x )—|—13VTO”—:BUT0”) .
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For the spatial components, one obtains the angular-momentum operator
MY = /d% (mr SH s + 2" TV — 27 T) . (12.4.25)

Here, the angular-momentum vector (I, 1%, 13) = (M?%, M3, M'?) is con-
served. The sum of the second and third terms in the integral represents the
vector product of the coordinate vector with the spatial momentum density
and can thus be considered as the angular momentum of the field. The first
term can be interpreted as intrinsic angular momentum or spin (see below
(13.3.13) and (E.31c)). The space-time components (01)

/ d3 MOOz

can be combined into the three-component boost vector (boost generator)
K = (M°, M2 M93) . (12.4.26)

(iil) Gauge transformations (gauge transformation of the first kind).

As a final application of Noether’s theorem we consider the consequences of
gauge invariance .

Assuming that the Lagrangian density contains a subset of fields ¢, and ¢!
only in combinations of the type ¢l (z)¢,(z) and ¢ ,(2)¢#(x), then it is
invariant with respect to gauge transformations of the first kind. These are
defined by

() = () = “or(x) ~ (1+ie)p, ()
ol(x) — ol () = e ¢l(x) ~ (1—ie)gl(x),

where € is an arbitrary real number. The coordinates are not transformed
and hence, according to Eq. (12.4.14),

S (z) = ie ¢ ()

(12.4.27)

12.4.28
0} (x) = —ie ¢} (x) ( !
and [cf. (12.4.16)]
Ap(z) = 0¢p(x), Adl(z) = ¢l (z) . (12.4.29)
The four-current-density follows from Noether’s theorem (12.4.18b) as
oL oL
B i ¢r + —ig)ol
g 8¢7«”u ¢ 8@1)11# ( )(b
ie.,
oL
Iz — . i
g'o) =1 <8¢W¢ aqswd) ) (12.4.30)

9°(x) =i (7 (2)or () — 7l ()] (2))

satisfies a continuity equation. This implies that
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Q= —iq/d3:z: (7 () (7) — 7} ()l (2)) (12.4.31)
is conserved. Thus, in quantized form,
(ilcf =0, [Q,H]=0. (12.4.32)

The quantity ¢ will turn out to be the charge. We can already see this by
calculating the commutator of @ and ¢, with the commutation relations
(12.3.1):

Qu6r(@)] = =g [ @ [ru(a!), 00(@)] 6u(a') = ~a00(@) . (12:43)
—i0g-0(x" — x)
If |@’) is an eigenstate of @,

RIQ)=Q'|Q") . (12.4.34)

then ¢,.(z)|Q’) is an eigenstate with the eigenvalue Q' — ¢ and
#l(r)|Q") is an eigenstate with the eigenvalue Q' + g,
as follows from (12.4.33):

(Qor(2) — 6r(2)Q) Q") = —adr(2) |Q')
Q(br(x |Ql> - ¢r(x)Q/ |Ql> = _q(br(x) |Ql> (12435)
Qdr(2)]Q') = (@' — )¢, (2) Q") -

Hence, by using complex, i.e., nonhermitian, fields, one can represent charged
particles. The conservation of charge is a consequence of the invariance under
gauge transformations of the first kind (i.e., ones in which the phase is inde-
pendent of z). In theories in which the field is coupled to a gauge field, one
can also have gauge transformations of the second kind o) — 9/ = tpel®(®) |
Ar — A = AR+ Lora(z).

~

12.4.2.3 Generators of Symmetry Transformations
in Quantum Mechanics

We assume that the Hamiltonian H is time independent and consider con-
stants of the motion that do not depend explicitly on time. The Heisenberg
equations of motion
dA(t
®) =1i[H, A(t)] (12.4.36)
dt
imply that such constants of the motion commute with H

[H,A]=0. (12.4.37)
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Symmetry transformations can in general be represented by unitary, or, in
the case of time reversal, by antiunitary, transformations'. In the case of
a continuous symmetry group, every element of which is continuously con-
nected with the identity, e.g., rotations, the transformations are represented
by unitary operators. This means that the states and operators transform as

) — [¢") = U |) (12.4.38a)

and
A— A =UAU". (12.4.38b)

The unitarity guarantees that transition amplitudes and matrix elements of
operators remain invariant, and that operator equations are covariant, i.e.,
the equations of motion and the commutation relations have the same form,
regardless of whether they are expressed in the original or in the transformed
operators.

For a continuous transformation, we can represent the unitary operator
in the form

U =eloT (12.4.39)

where TT = T and « is a real continuous parameter. The hermitian operator
T is called the generator of the transformation. For o = 0, we have U(a =
0) = 1. For an infinitesimal transformation (o« — da), it is possible to expand
U as

U=1+i6aT+ 0(5a?), (12.4.39")

and the transformation rule for an operator A has the form

A = A+5A=(1+isaT)A(1 —i6aT)+ O(sa?)

and thus 0A =id0a[T,A4]. (12.4.371")
When the physical system remains invariant under the transformation con-

sidered, then the Hamiltonian must remain invariant, H = 0, and from
(12.4.371’) it follows that

[T,H]=0. (12.4.40)

Since T' commutes with H, the generator of the symmetry transformation is
a constant of the motion. Conversely, every conserved quantity G° generates
a symmetry transformation through the unitary operator

U = e (12.4.41)

L E.P. Wigner, Group Theory and its Application to the Quantum Mechanics of
Atomic Spectra, Academic Press, New York, 1959, Appendix to Chap. 20, p. 233;
V. Bargmann, J. Math. Phys. 5, 862 (1964)
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since G® commutes with H on account of [H,G°] = !G° = 0, and hence
UHU' = H, signifying that H is invariant. Not unnaturally, this is exactly
the same transformation from which one derives the corresponding conserved
four-current-density, which satisfies a continuity equation. This can be con-
firmed explicitly for P#, @, and M*”. See Problem 13.2(b) for the Klein—
Gordon field and 13.10 for the Dirac field. See also Problems 13.5 and 13.12
referring to the charge conjugation operator.

The boost vector, K' = M (12.4.26)
K'=tP" - / &P (2T (x,t) — 7 (2) S s () (12.4.42)

is a constant, but it depends explicitly on time. From the Heisenberg equation
of motion K = 0 = i[H, K] + P, it follows that K does not commute with H

[H, K] =iP. (12.4.43)
For the Dirac-field one finds

Ki=tP' — /d3x <le(x) — ;@b(x)wlw(x)) . (12.4.44)
Problems

12.1 Prove the completeness relation (12.1.7b) and the orthogonality relation
(12.1.7b).

12.2 Demonstrate the validity of the commutation relation (12.1.10).

12.3 Show that the Hamiltonian (12.1.1) for the coupled oscillators can be trans-
formed into (12.1.11) and gives the dispersion relation (12.1.12).

12.4 Prove the inverse transformations given in (12.1.14a,b).

12.5 Prove the commutation relations for the creation and annihilation operators
(12.1.15).

dzo using the three-

dimensional Gauss’s law and by using in the definition of G° the integral over
all space.

12.6 Prove the conservation law (12.4.7b) by calculating
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12.7 The coherent states for the linear chain are defined as eigenstates of the
annihilation operators ay. Calculate the expectation value of the operator

1 i(kna—wpt) —i(kna—wgt) T
n(t) = [e( arp(0) +e a, (0 ]
W O=3 o (0) L0

for coherent states.

12.8 Show for vector fields As, s = 0,1, 2, 3, the validity of Eq. (12.4.12c¢).



13. Free Fields

We shall now apply the results of the previous chapter to the free real and
complex Klein—Gordon fields, as well as to the Dirac and radiation fields. We
shall thereby derive the fundamental properties of these free field theories.
The spin-statistics theorem will also be proved.

13.1 The Real Klein—Gordon Field

Since the Klein—Gordon field was found as the continuum limit of coupled
oscillators, the most important properties of this quantized field theory have
already been encountered in Sects. 12.1 and 12.2.1.4. Nevertheless, here we
shall once more present the essential relations in a closed, deductive manner.

13.1.1 The Lagrangian Density, Commutation Relations,
and the Hamiltonian

The Lagrangian density of the free real Klein—Gordon field is of the form

L= ; (pud™ —m?¢?) . (13.1.1)
The equation of motion (12.2.21) reads:

(0,0 +m*)p=0. (13.1.2)
The conjugate momentum field follows from (13.1.1) as

oL .
m(x) = 96 = ¢(x) . (13.1.3)

The quantized real Klein—Gordon field is represented by the hermitian oper-
ators

o(@)= o) and () =7(2).

The canonical quantization prescription (12.3.1) yields for the Klein-Gordon
field
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[¢(x, t), p(x, t)] —id(x —x')
[¢(x, t)7¢(x',t)} - [aj(x, t)7¢'>(x',t)] — 0. (13.1.4)

Remarks:

(i) Since ¢(x) transforms as a scalar under Lorentz transformations and
possesses no intrinsic degrees of freedom, the coefficients S#” in (12.4.11b)
and (12.4.25) are zero. The spin of the Klein—Gordon field is therefore
Zero.

(if) Since the field operator ¢ is hermitian, the £ of Eq. (13.1.1) is not gauge
invariant. Thus the particles described by ¢ carry no charge.

(iii) Not all electrically neutral mesons with spin 0 are described by a real
Klein—Gordon field. For example, the Ky meson has an additional prop-
erty known as the hypercharge Y. At the end of the next section we will
see that the Ky, together with its antiparticle K¢, can be described by a
complex Klein—-Gordon field.

(iv) For the case of quantized fields, too, it is still common practice to speak
of real and complex fields.

The expansion of ¢(x) in terms of a complete set of solutions of the Klein—
Gordon equation is of the form

¢(z) = ¢*(x) + ¢~ (2) (13.1.5)
1 . .
= Z \/2vwk (e—lkwak 4 elkmail'()
k
with
KO = w = (m? + k32, (13.1.6)

where ¢t and ¢~ represent the contributions of positive (e7#*) and negative
frequency (el**), respectively. Inverting (13.1.5) yields:

af. = \/QVLk /d% ik (wk¢(x7 0) — id(x, 0)) . (13.1.5)

From the canonical commutation relations of the fields (13.1.4), one obtains
the commutation relations for the ax and aL:

[ak,a;r{,] = ki’ , [ak,ak,} = [aL,aL,} =0. (13.1.7)

These are the typical commutation relations for uncoupled oscillators, i.e.,
for bosons. The operators

iy = ala, (13.1.8)
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have the eigenvalues
nk = 07 17 2)

and can thus be interpreted as occupation-number, or particle-number, opera-
tors. The operators ax and aL annihilate and create particles with momentum
k.

From the energy-momentum four-vector (12.4.8), one obtains the Hamil-
tonian of the scalar field as

H= /d3 + (Vo(x))? +m2¢2(x)} (13.1.9)
~ [ @, [w2<w>+<v¢<x>>2+m2¢2<w>] ,

and the momentum operator of the Klein—Gordon field as

P= —/d%aj(x) Vo(z) . (13.1.10)

Remark. The quantum-mechanical field equations also follow from the
Heisenberg equations, and the commutation relations (13.1.4) and (12.3.1):

d(x) = i[H, ¢(x)] = (x) (13.1.11)
w(z) = i[H,n(z)] = (V? —m?)p(x) , (13.1.12)
from which we have, in accordance with Eq. (13.1.2),

b(x) = (V2= m?)op(x) . (13.1.13)

Substitution of the expansion (13.1.5) yields H and P as

H= Z Wik (akak + akak) Zwk (akak ;) (13.1.14)
P = Z ; (aka,k + akak) Zk <aka,k > . (13.1.15)
Kk

The state of lowest energy, the ground state or vacuum state |0), is charac-
terized by the fact that it contains no particles, i.e., nx = 0, or

ax|0) =0 forall k. (13.1.16a)
Thus
¢ (x)|0) =0 for all z. (13.1.16b)

The energy of the vacuum state

1
=, > (13.1.17)
k
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also known as the zero-point energy, is divergent. In itself, this is not a prob-
lem, since only energy differences are measurable and these are finite. How-
ever, it is desirable and possible to eliminate the zero-point energy from the
outset by the use of normal ordering of operators. In a normal ordered prod-
uct all annihilation operators are placed to the right of all creation operators.
For bosons, we illustrate the definition of normal order, symbolized by two

colons : ... :, by means of the following examples:
(i) : aklak2aL3 D= aLSaklak2 (13.1.18a)
(ii) aLa,k—FakaL D= QaLa,k (13.1.18b)
and

(iif) : d(@)d(y) 1 =: (o7 (2) + ¢~ ()" () + ¢~ () :
=: ¢t (x )¢>+( ) i+ 0T (2)e (y) -
+:¢()¢>+()'+ ¢ (2)¢™ (y) :
= ¢ (2)¢" (y) + ¢~ (y)¢™ (x)
+¢~ (2)¢t (y) + ¢ ()™ (). (13.1.18c¢)

One treats the Bose operators in a normal product as if they had vanish-
ing commutators. The order of the creation (annihilation) operators among
themselves is irrelevant since their commutators are all zero. The positive
frequency parts are placed to the right of the negative frequency parts. The
vacuum expectation value of any normal product vanishes.

We now redefine the Lagrangian density and the observables such as
energy—momentum vector, angular momentum, etc. as normal products
: :. This means, for example, that the momentum operator (13.1.10) is
replaced by

P= f/d% : P(2)Vo(z) : . (13.1.10")

It follows from this that the energy—momentum vector, instead of being given
by (13.1.14) and (13.1.15), now takes the form

Pt =>"k'ala, . (13.1.19)
k

This no longer contains any zero-point terms. We shall illustrate this for the
Hamiltonian operator H. In the calculation leading to (13.1.14), the first
step involved no permutation of operators. If the original H is now replaced
by : H :, then, corresponding to example (ii) above, normal ordering gives
H=3, wka,Lak, i.e., the zero component of (13.1.19).

The normalized particle states and their energy eigenvalues are:
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The vacuum |0) Ey=0
single-particle states aL |0) By = wk
two-particle states a,Lla,LQ |0) for arbitrary ky # k2 Ek, ko

= Wk, + Wk,

1 2
al ) |0) for arbitrary k Fyx = 2wk
V2 "k ;

One obtains a general two-particle state by a linear superposition of these
states. As a result of (13.1.7), we have aLlaLQ |0) = aLzaLl |0) . The parti-
cles described by the Klein—Gordon field are bosons: each of the occupation
numbers takes the values nx = 0,1,2,.... The operator nx = aLak is the
particle-number operator for particles with the wave vector k whose eigen-
values are the occupation numbers ny.

We now turn to the angular momentum of the scalar field. This single-
component field contains no intrinsic degrees of freedom and the coefficients
Srs in Eq. (12.4.25) vanish, S,s = 0. The angular momentum operator
(12.4.25) therefore contains no spin component; it comprises only orbital
angular momentum

J= /d?’azx x P(x) (13.1.20)

=: /dgarqu.ﬁ(:c)ngb(:c) .

The spin of the particles is thus zero. Since the Lagrangian density (13.1.1)
and the Hamiltonian (13.1.9) are not gauge invariant, there is no charge
operator. The real Klein—Gordon field can only describe uncharged particles.
An example of a neutral meson with zero spin is the 7°.

13.1.2 Propagators

For perturbation theory, and also for the spin-statistic theorem to be dis-
cussed later, one requires the vacuum expectation values of bilinear combi-
nations of the field operators. To calculate these, we first consider the com-
mutators

(67 (), 67 (v)] = [¢~ (), 6~ (1)] = 0
[¢+($)a¢_ (y)] = 2; ZZ (wkwi,)l/Z |:ak7aL’:| e—ikz+ik’y

k k’

1 [ dk e ke=w)
= 2/(%)3 " , ko = wi . (13.1.21)
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Using the definitions

A () = :F; / (;il; Cz:m ko= wi (13.1.22a)
1 dgk 1 —ikx ikx _
Alr) =, / 27 o (e7 — ™) | k= wi (13.1.22b)
one can represent the commutators as follows:

[d)"’(a:), o (y)] =iAT(z—y) (13.1.23a)
[0 (2), 0T (y)] =14 (z—y) = =i AT (y —2) (13.1.23b)
[6(2), 6(y)] = [¢7 (2), 0~ (V)] + [¢7 (2), 6" ()] (13.1.23¢)

=iA(x —vy).

We also have the obvious relations
Alx—y)= ATz —y)+ A (z —y)) (13.1.24a)
A (z) = At (—x) . (13.1.24b)

In order to emphasize the relativistic covariance of the commutators of the
field, it is convenient to introduce the following four-dimensional integral
representations:

n o d4k C—ikm N
At (z) = /( (13.1.25a)

27‘(’)4 k.2 _ m2

d4k C—ikm
Aw) = _/ o)t bt (13.1.25b)

for which the contours of integration in the complex ko plane are shown in
Fig. 13.1.

‘|mk0

Fig. 13.1. Contours of integra-
tion C* and C in the com-
plex ko plane for the propaga-
tors AT (z) and A(x)

The expressions (13.1.25a,b) can be verified by evaluating the path inte-
grals in the complex kg plane using the residue theorem. The integrands are
proportional to [(ko — wi)(ko + wi)] " and have poles at the positions +wy.
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Depending on the integration path, these poles may contribute to the inte-
grals. The right-hand sides of (13.1.25a,b) are manifestly Lorentz covariant.
This was shown in (10.1.2) for the volume element, and for the integrand is
self-evident.

We now turn to the evaluation of the vacuum expectation values and
propagators. Taking the vacuum expectation value of (13.1.23a) and using
¢10) = 0, one obtains

1AT(z —a') = (0] [¢7(2), ¢~ (2")][0) = (0]¢™ (x)6™ (2")[0)
= (0] ¢(x)e(2") |0) . (13.1.26)

In perturbation theory (Sect. 15.2) we will encounter time-ordered products
of the perturbation Hamiltonian. For their evaluation we will need vacuum
expectation values of time-ordered products. The time-ordered product T is
defined for bosons as follows:

t>t

T ¢(x)gp(z") ={ E )) (xlg bt (13.1.27)

17

= O(t — )olx)d(a) + Ot' — )o(a’)(x)

Fig. 13.2. Contour of integration in the
ko plane for the Feynman propagator

The Feynman propagator is defined in terms of the expectation value of
the time-ordered product:

i Ap(z — ') = (0] T(6(2)(x")) [0) (13.1.28)
=iO@t-t)AT(z—2) -0 —t)A™ (z — ) .
This is related to A*(z) through

Ap(z) = +A% (@) fort =0 (13.1.29)
and has the integral representation
d4l€ C—lkm
A = . 13.1.30
e@) = [ vt o o (13.1.30)
Cr

The latter can be seen by adding an infinite half-circle to the integra-
tion contour in the upper or lower half-plane of ky and comparing it with
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Eq.(13.1.25a). The integration along the path Cr defined in Fig. 13.2 is iden-
tical to the integration along the real kg axis, whereby the infinitesimal dis-
placements 1 and ¢ in the integrands serve to shift the poles kg = +(w—in) =
+(vk2 + m?2 — in) away from the real axis:

Ap(z) = lim / @tk et (13.1.31)
TS0 ) 2m)t k2 = (wi — in)? o
) d4k e—ikw
= lim

e—ot+ ) (2m)t k2 —m?2 +ie

As a preparation for the perturbation-theoretical representation in terms of
Feynman diagrams, it is useful to give a pictorial description of the processes
represented by propagators. Plotting the time axis to the right in Fig. 13.3,

« e
e xT xre ’
—_—
time time
Fig. 13.3. Propagation of a particle (a)
a) b) from z’ to x and (b) from z to z’

diagram (a) means that a meson is created at 2’ and subsequently annihilated
at x, i.e., it is the process described by (0] ¢(z)p(x’) |0) = iAT(z — 2'). Dia-
gram (b) represents the creation of a particle at « and its annihilation at a’,
ie., (0| p(a’)p(x) |0) = —1A~ (x — 2’). Both processes together are described
by the Feynman propagator for the mesons of the Klein—Gordon field, which
is thus often called, for short, the meson propagator.

As an example, we consider the scattering of two nucleons, which are
represented in Fig. 13.4 by the full lines. The scattering arises due to the

Fig. 13.4. Graphical representation of the meson propagator Ar(z — z’). In the
first diagram, a meson is created at ' and annihilated at z. In the second diagram,
a meson is created at = and annihialted at z’. Full lines represent nucleons, and
dashed lines mesons



13.2 The Complex Klein—Gordon Field 285

exchange of mesons. The two processes are represented jointly, and indepen-
dently of their temporal sequence, by the Feynman propagator.

13.2 The Complex Klein—Gordon Field

The complex Klein—-Gordon field is very similar to the real Klein-Gordon
field, except that now the particles created and annihilated by the field carry
a charge. Our starting point is the Lagrangian density

L=: gbjfu(:c)d)“(:c) —m2l (z)d(z) : . (13.2.1)

In line with the remark following Eq. (12.2.24), ¢(x) and ¢'(x) are treated as
independent fields. Hence, we have, for example, o (;ﬁ(z) = ¢*(z), and, from
the Euler-Lagrange equations (12.2.15), the equations of motion

(00, +m?)¢(x) =0 and (0"0,, +m?)¢(x) =0 . (13.2.2)
The conjugate fields of ¢(x) and ¢'(z) are, according to (12.2.16),
m(z) = ¢l (z) and 7f(x) = d(x) . (13.2.3)

Since the complex Klein—Gordon field also behaves as a scalar under Lorentz
transformations, it has spin = 0. Due to the gauge invariance of £, this field
possesses an additional conserved quantity, namely the charge . The equal
time commutators of the fields and their adjoints are, according to canonical
quantization (12.3.1),

{¢(x, t), oT (%, t)] =id(x —x)

‘ (13.2.4)
[0, 0), 8, 8)] = i6(x —x)

and

60,1, 0(x',8)] = [06x.1). ¢ (' 1)]

= [d6c,1), 8¢ )] = 661,61 (x',8)] = 0.

The solutions of the field equations (13.2.2) for the complex Klein-Gordon
field are also of the form e***_ so that the expansion of the field operator
takes the form

_ 1
6D ="+ =1 oy

—ikx T ika
)2 (ako +be ), (13.2.5a)

where, in contrast to the real Klein—Gordon field, the amplitudes bL and ax
are now independent of one another. From (13.2.5a) we have
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¢ (x) = ' (@) + o1 ( zk: 2Vwk 12 ( b e kT 4 a,Le””) .
(13.2.5b)

n (13.2.5a,b), the operators ¢(z) and ¢'(z) are split into their positive
(e~***) and negative (e**) frequency components. Taking the inverse of the
Fourier series (13.2.5a,b) and using (13.2.4), one finds the commutation re-
lations

[ak,a;r{,] = [bk,bL,} = Ok’
[ak,ak/] = [bk,bk/} = {ak,bk/} = {ak,bk,] =0.

One now has two occupation-number operators, for particles a and for par-
ticles b

(13.2.6)

Ay =ala,  and iy, = blb, . (13.2.7)

The operators aL ,ak create and annihilate particles of type a, whilst bL , b
create and annihilate particles of type b, in each case the wave vector being
k. The vacuum state |0) is defined by

a, [0) =0, [0) =0 for all k | (13.2.8a)
or, equivalently,

6T () [0) =o' (2)[0) =0 forallz. (13.2.8b)
One obtains for the four-momentum

Pr ="k (Rak + ) (13.2.9)
whose zero component, having k° = wy, represents the Hamiltonian. On

account of the invariance of the Lagrangian density under gauge transforma-
tions of the first kind, the charge

Q= iq [ &% 3(@)ol) - dl)o! o) : (13.2.10)
is conserved. The corresponding four-current-density is of the form
: , 9! o¢
Mz) = —iq | - ¥ 13.2.11
@) =ia (5 50 8= 52 o 1) (13.2.11)

and satisfies the continuity equation

", =0. (13.2.12)
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Substituting the expansions (13.2.5a,b) into @, one obtains
Q=0 (fax — i) - (13.2.13)
Kk

The charge operator commutes with the Hamiltonian. The a particles have
charge ¢, and the b particles charge —q. Except for the sign of their charge,
these particles have identical properties. The interchange a <+ b changes only
the sign of Q. In relativistic quantum field theory, every charged particle is
automatically accompanied by an antiparticle carrying opposite charge. This
is a general result in field theory and also applies to particles with other spin
values. It is also confirmed by experiment.

An example of a particle-antiparticle pair are the charged m mesons 7+
and 7~ which have electric charges +¢eg and —ey. However, the charge need
not necessarily be an electrical charge: The electrically neutral K° meson
has an antiparticle K, which is also electrically neutral. These two particles
carry opposite hypercharge: Y = 1 for the K° and Y = —1 for the K°, and
are described by a complex Klein-Gordon field. The hypercharge! is a charge-
like intrinsic degree of freedom, which is related to other intrinsic quantum
numbers, namely the electrical charge @, the isospin I,, the strangeness .S,
and the baryon number N, by

Y =2(Q-1.)
and
S=Y-N.

The hypercharge is conserved for the strong, but not for the weak interactions.
However, since the latter is weaker by a factor of about 10~'2, the hypercharge
is very nearly conserved. The electrical charge is always conserved perfectly!
The physical significance of the charge of a free field will become apparent
when we consider the interaction with other fields. The sign and magnitude
of the charge will then play a role.

13.3 Quantization of the Dirac Field

13.3.1 Field Equations

The quantized Klein—Gordon equation provides a description of mesons and,
simultaneously, difficulties in its interpretation as a quantum-mechanical
wave equation were overcome. Similarly, we shall consider the Dirac equa-
tion (5.3.20) as a classical field equation to be quantized:

! See, e.g., E. Segre, Nuclei and Particles, 2nd ed., Benjamin/Cummins, London
(1977), O. Nachtmann, Elementary Particle Physics, Springer, Heidelberg (1990)
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(iv0 —m)y =0 and P(ivd+m) =0. (13.3.1)

The arrow above the 9 in the second equation signifies that the differentiation
acts to the left on the . The second equation is obtained by taking the adjoint
of the first, and using the relations ¥ = 174? and 'yovfﬁo = Yu- A possible
Lagrangian density for these field equations is

L = p(x)(ir" 8, — m)p(z) (13.3.2)
which may be verified from
oL oL
- —0 . =({*0,—my =0
o6~ oo T
and
oL oL - _
— — —mib — il —
9 Oy AO) myp — O, iy 0. (13.3.3)

The Lagrangian density (13.3.2) is not real, but differs from a real one only
by a four-divergence:

L= [0 — @uiI* 9] —mby + | Ou(rs)

L= —; [@W)%ﬁv“%w — T2y 19,4
—mipt) + (0, (07" )
= —; [(8u0)7" 1) — Py, 0] — mapp — (;3#(77[}7;%)) . (13.3.4)

The first three terms in (13.3.4), taken together, are real and could also
be used as the Lagrangian density, since the last non-real term is a four-
divergence and makes no contribution to the Euler-Lagrange equations of
motion.

The conjugate fields following from (13.3.2) are:

oL

To(v) = o = 1@[’;
) aawg (13.3.5)
Tolr)= . =0.

O,

Here, there is already an indication that the previously applied canonical
quantization is not going to work for the Dirac equation because

[t (2), Ta(2')] = tha -0 =0 1hy =0 # 5(x — x') .

Furthermore, particles with S = ; are fermions and not bosons and, in

the nonrelativistic limit, these were quantized by means of anticommutation
relations. The Hamiltonian density resulting from (13.3.2) is
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H = Tothe — L =lth, — ("0, — m)y (13.3.6)
=~y 059 + mypep

and the Hamiltonian reads:

H = /db’mz?(;c) (=770, + m) ¥(z) . (13.3.7)

13.3.2 Conserved Quantities

For the energy—momentum tensor (12.4.1) one obtains from (13.3.2)

- 0L oL
T = (0 - o — g L
(0"%) 0(0,) + o(0,0) v—g
=0+ iy" 0¥y — g"(iyd — m)p (13.3.8)
= W0y .

Since the Lagrangian density does not contain the derivative BM@ZJ, the first
term in (13.3.8) vanishes. To obtain the final line, we have made use of the
fact that the Lagrangian density vanishes for every solution of the Dirac
equation. The order of the factors in (13.3.8) is arbitrary. As long as we are
dealing only with a classical field theory, the order is irrelevant. Later, we
shall introduce normal ordering.

According to (12.4.8), the momentum density follows from (13.3.8) as

PH =T (13.3.9)

and the momentum as
Pt = /deTO“ = i/d?’x&(:c)’yoa“w(a:) . (13.3.10)

The zero component, in particular, is given by
PY = i/deﬁ(:U)voaow = i/d%Waow =H. (13.3.11)

This result is identical to the Hamiltonian H of Eq. (13.3.7), as can be seen
by using the Dirac equation.

Finally, we consider the angular momentum determined by (12.4.24): If,
in the general relation

MY = /dga: (WT(CC) SY7 g 4TV —x"TO”) ,

one substitutes the spinor field for ¢, Eq. (13.3.5) for 7, and Eq. (12.4.12Db)
for S, one then obtains
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MY = / &z (mg (—2) oL + Vi 07y - x”iwaw)

= /de il (ix”@” —1z70" + ; a””) Y.

(13.3.12)
For the spatial components, this yields:
y -1 0 1 0 1 ..
MY — 3 T( i g . U) 13.3.1
/dx1/1 T 9 T T gy +2O' U, (13.3.13)
~ ~ - N
orbital angular momentum  spin
which can be combined to form the angular momentum vector
M = (M23 M31 M12)
(13.3.13")

= /d%q/ﬁ(x) <x>< 1V+;Z> ¥(z)

The first term represents the orbital angular momentum and the second the
spin, with X represented by the Pauli spin matrices in (6.2.29d).

13.3.3 Quantization

It will prove useful here to modify the definition of plane wave spinors. Instead
of the spinors v,.(k), r = 1,2, we will now adopt the notation

va(k) for r =1

w, (k) = { () forr—2, (13.3.14)

where the v, (k) are given in Eq. (6.3.11b), and hence
1
E 2 r
up(k) = < + m> ( WX > (13.3.152)

2m 7:;_kEXT
E+m 2 ok io?y
: - _ m+E r 13.3.1
wiiy == (F5 M) (FEL Y (13.3.15)
c1 s 9 01 1 0 . e .
with io® = 10 and x; = 0)x2=11) This definition is motivated

by the ideas of Hole theory (Sect. 10.2) and implies that relations involving
the spin have the same form for both electrons and positrons. An electron
with spinor u (m,0) and a positron with spinor w: (m,0) both have spin
41, i.e., for the operator } X% they have the cigenvalues ) and the effect of
;E on electron and positron states is of the same form. Given this definition,
the charge conjugation operation C transforms the spinors w,.(k) into w, (k)
and vice versa:
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Cur (k) = iv?u, (k)" = w,(k), r=1,2

L (13.3.15¢)
Cw, (k) = iv*w, (k)" = ur(k), r=1,2.

In the new notation, the orthogonality relations (6.3.15) and (6.3.19a—c) ac-
quire the form

Ui (k)us (k) = 6y Uy (k)ws (k) =
Wy (K)ws(k) = —6rs Wy (k)us(k) = (13:3.16)
and
(k)Y us (k) = E Ors ti, (k) ws (k) = 0
”}3 i i (13.3.17)
W, (k)Y ws (k) = m5m Wy (k)Y us(k) =0,k = (k°, —k) .

Relations that are bilinear in v,(k), e.g., the projections (6.3.23), have the
same form in w,(k). We now turn to the representation of the field as a
superposition of free solutions in a finite volume V:

1/2
m —ikx T ika
W(z) = kz <VEk> (brkur(k) ek 1 dl (k) e ) (13.3.182)
=47 (2) +¥7 (@),

with

By = (K2 +m*)V? | (13.3.19)
where the last line indicates the decomposition into positive and negative
frequency contributions. In classical field theory, the amplitudes b,k and d,k
are complex numbers; as in (10.1.9), and hermitian conjugation becomes sim-
ply complex conjugation, i.e., dik = d},.. Below, we shall quantize ¢(z) and
¥(x), and then the amplitudes b,k and d,x will be replaced by operators. The
relations (13.3.18a,b) are written in such a way that they also remain valid

as an operator expansion. For the adjoint field (the adjoint field operator)
¥(x) = YT (x)7°, one obtains from (13.3.18a)

- m 1/2 . .
P(a) =Y <VEk) (diwr(k) etk bl 7 (k) c"”) . (13.3.18b)
k,r

Inserting (13.3.18a,b) into (13.3.10) yields for the momentum
P ="k (bhb — dodly) (13.3.20)
k,r

as the following algebra shows:
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p=ifewitos =i eSS (5 ) (V)

k,r k/,r’/
ik’ x _ik'x
x [bi,,k,a,., (K)e™® 4 d, 0 (K )e " ]

xyoa” [brkur(kj)efikx + dikwr (k)eikw]

1
. m m \?2 . _
=1 Z Z <Ek Ek/ ) {6kkl ( o lkubi/k/brkuﬂ(k,)’your (k)
+ikudwk’dj~kwr’(k,)’YOwr-(k))
1o (it RO B d ) (K )y, ()
—1k“e—i(k0+k0'>z°d,.,k,brkwr,(k’)you,.(k))} .
(13.3.21)

In the first term after the last identity we have immediately set eti(ko—kg)zo — 1,

on account of Sy, (and thus k§ = vk’ +m2 = ko). The orthogonality relations
for the w and w yield the assertion (13.3.20).

In quantized field theory, b,k and d,x are operators. What are their alge-
braic properties? These we can determine using the result (13.3.20) for the
Hamiltonian

H =P =" ko (b — ducdly) - (13.3.22)
k,r

If, as in the Klein—Gordon theory, commutation rules of the form
[drk7dik/} = e’

held, there would be no lower bound to the energy. (It would not help to
replace d]. in the expansion of the field by an annihilation operator e,., as H
would still not be positive definite.) A system described by this Hamiltonian
would not be stable; the excitation of particles by the operator dik would
reduce its energy! The way out of this dilemma is to demand anticommutation
rules:

{brk, bi,k,} = Oprr O
{derdlng } = brrrdiac

{brk7br’k’} = {drk7dr’k’} = {drk7br’k’} = {brk7d1’k’} =0.

That anticommutation rules should apply for fermions comes as no surprise in
view of the nonrelativistic many-particle theory discussed in Part I. The sec-
ond term in (13.3.22) then becomes —didlk = dldek—L so that the creation

(13.3.23)
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of a d particle makes a positive energy contribution. The anticommutation
relations (13.3.23) imply that each state can be, at most, singly occupied, i.e.,
the occupation-number operators ﬁil;{) = blkak and ﬁgi) = dikdrk have the
eigenvalues (occupation numbers) nff;(’d) =0, 1. To avoid zero-point terms, we
have also introduced normal products for the Dirac field. The definition of
the normal ordering for fermions reads: All annihilation operators are written
to the right of all creation operators, whereby each permutation contributes
a factor (—1). Let us illustrate this definition with an example:

atp s=1 (U un) (¥F +0p)
= PIVE — Uz vE F U UiV -
All observables, e.g., (13.3.10) or (13.3.22) are defined as normal products,
i.e., the final Hamiltonian is defined by H = : Horiginal : and P = : Poriginal ©,

where Horiginal and Poriginal refer to the expressions in (13.3.22) and (13.3.10).
We thus have

(13.3.24)

H =" Bic (Wb + dhid, ) (13.3.25)
k,r

P =k (blib + diudy) - (13.3.26)
k,r

The operators b, (b, ) create (annihilate) an electron with spinor u,(k)e™**

and the operators dik (d,,) create (annihilate) a positron in the state
w,-(k)e'*. From (13.3.25) and (13.3.26) and the corresponding representa-
tion of the angular momentum operator, it is clear that the d particles —
now already called positrons — have the same energy, momentum, and spin
degrees of freedom as the electrons. For their complete characterization, we
still have to consider their charge.

13.3.4 Charge
We start from the general formula (12.4.31) which yields for the charge @
Q= —iq/d%(mp — 7)) = —iq/d3 il
(13.3.27a)
=q / d® ot .
The associated four-current-density is of the form
(@) = g : Dla)y o) : (13.3.27)
and satisfies the continuity equation

3 =0. (13.3.27¢)
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Setting ¢ = —eg for the electron, we obtain from (13.3.27a) the modified
definition of @ in terms of normal products

Q=-e [ s 0 ile) = [P
=03 > (bhbri — dldin) -

k r=1,2

(13.3.28)

In the last identity the expansions (13.3.18a) and (13.3.18b) have been
inserted and evaluated as in Eq.(13.3.21). The difference in sign between
(13.3.28) and the Hamiltonian (13.3.25) stems from the fact that in (13.3.21)
the differential operators 0 produce different signs for the positive and neg-
ative frequency components, which, however, are compensated by the anti-
commutation. From (13.3.28), it is already evident that the d particles, i.e.,
the positrons, have opposite charge to the electrons. This is further confirmed
by the following argument:

[Q, bik} = _EObik

[Q.df,] = codfy. - (13.3.29)

We consider a state @), which is taken to be an eigenstate of the charge
operator with eigenvalue ¢:

QP) = q|) . (13.3.30)
From (13.3.29) it then follows that

Qbik |W> = (q - eo)bik |Ll7>

; i (13.3.31)

Qd), |¥) = (q¢+eo)d), |¥) .
The state bik |¥) has the charge (¢ — ep) and the state dlk |&) the charge
(¢ + eo). Hence, using (13.3.18b), we also conclude that

QY () |¥) = (g — eo)(z) |¥) . (13.3.32)

The creation of an electron or the annihilation of a positron reduces the
charge by eg. The vacuum state |0) has zero charge.

The charge operator, as a conserved quantity, commutes with the Hamil-
tonian and is time independent. As can be seen directly from (13.3.28) and
(13.3.26), it also commutes with the momentum vector P, which can be writ-
ten

[@Q,P*]=0. (13.3.33)

Hence, there exist joint eigenfunctions of the charge and the momentum
operators. In the course of our attempt, in Part I, to construct a relativistic
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wave equation, and to interpret ¥ in analogy to the Schrodinger wave function
as a probability amplitude, we interpreted j° = 111/ as a positive density; H,
however, was indefinite. In the quantum field theoretic form, @ is indefinite,
which is acceptable for the charge, and the Hamiltonian is positive definite.
This leads to a physically meaningful picture: ¢(z) is not the state, but rather
a field operator that creates and anmhllates partmles The states are given
by the states in Fock space, i.e., [0),b!, |0),b mkl r2k2 0Y, B!, b |0},

’ rlkl roks 7"3k3
etc. The operator blk:o with 7 = 1(r = 2) creates an electron at rest with
spin in the z direction s, = %(sz = 1) Likewise, drk o creates a positron
at rest with s, = }(s. = —}). Correspondingly, bik (d',) creates an cloctron
(positron) with momentum k, which, in its rest frame, possesses the spin }
for r =1 and —} for r =2 (see Problem 13.11).

*13.3.5 The Infinite-Volume Limit

When using the Dirac field operators, we will always consider a finite volume,
i.e., in their expansion in terms of creation and annihilation operators we have
sums rather than integrals over the momentum. The infinite-volume limit will
only be introduced in the final results; for example, in the scattering cross-
section. However, there are some circumstances in which it is convenient
to work with an infinite volume from the outset. Equation (13.3.18a) then
becomes?

3 m : .
= [ 3 0rl9u ™ a0 (1))
(13.3.34)

The annihilation and creation operators are related to their finite-volume
counterparts by

be(k) = VkoVibae »  dp(k) = VkoV dp - (13.3.35)
These operators thus satisfy the anticommutation relations

{000, 00,0) } = (2) ko610 (k ~ K)
(13.3.36)
{dT(k)7 d, (k’)} = 21) ko003 (k — K')

and all other anticommutators vanish. The momentum operator has the form

W[ Pk . T
"= / (2m)* ko T;Q br.(k)br (k) + d (k) (k) - (13.3.37)

2 The factor \/m in (13.3.34) is chosen, as in (13.3.18a), in order to cancel the
corresponding factor 1/y/m in the spinors, so that the limit m — 0 exists.
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We have
{Pﬂvbl(k)} = kﬂbl(k) ) {P#abr(k)} = _k#br(k) ) 13.3.38
(P di(k)} = krdi(k), {P" d.(k)}=—k"dl(k). (13.3.38)

From (13.3.38), one sees directly that the one-electron (positron) state
bi(k)|0) (di(k)|0)) possesses momentum k.

13.4 The Spin Statistics Theorem

13.4.1 Propagators and the Spin Statistics Theorem

We are now in a position to prove the spin statistics theorem, which relates
the values of the spin to the statistics (i.e., to the commutation properties
and, hence, to the possible occupation numbers). By way of preparation we
calculate the anticommutator of the Dirac field operators, where o and (
stand for the spinor indices 1,...,4. Making use of the anticommutation
relations (13.3.23), the projectors (6.3.23), and Eq. (6.3.21) we find

B 1/2
{wa(x)7¢a ZZ <EkEk/) Zzlérr’(skk’

k k’/
« (uTa(k)ﬁ’r‘/a/(k/)C_lkx ik'x’ _|_wra(k),wr/a/(k/)cikmc—ik’z’)

1 m —'k( _ /) _
= R ro k ro
v ; Ex <e ;u (k)
+ eif(z—a") Z wm(k)wm/(k)>

Pk m (e (KM
-/ (27" i (e )< o), D
ik(z—z") k m
+C ( 2m >o¢o/>

R R PN
— (; , —ik(z—2a") _ _ik(z—za')
(1(? + m)aa 2 / (271')3 Ek (6 e )

= (i@ +m)yid(z —2') ,
where the function (13.1.22b)

AN 1/ Pk o1 —ik(z—2') _ ik(z—2z') _
Alx —2') = %5 | (2n)* i (e e ) , ko=FEx (13.4.2)

has already been encountered in (13.1.23¢) as the commutator of free bosons,
namely
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[6(2), ()] = iA(z — ') .
The anticommutator of the free field operators thus has the form
{¥a(@), Yo (2)} = (1@ + m) 0 iA(x — 2') . (13.4.1)

In order to proceed further with the analysis, we require certain properties
of A(z), which we summarize below.

Properties of A(x)
(i) Tt is possible to represent A(z) in the form

Ax) = 1 / (;ZWI;?’ 5(k% — m?)e(k0)e ik (13.4.3a)

(k%) = 0(k%) — (- .
See Problem 13.16.
(ii)
A(—z) = —A(z) . (13.4.3b)
This can be seen directly from Eq.(13.4.3a).
(i)
(O+m?)A(z) =0. (13.4.3¢c)

The functions A(z), A*(x), A~ (z) are solutions of the free Klein-Gordon equation,
since they are linear superpositions of its solutions. The propagator Ar(x) and the
retarded and advanced Green’s functions® Ag(z), Aa(x) satisfy the inhomogeneous

Klein-Gordon equation with a source 6 (z) : (O 4+ m?)Ar(z) = —6@ (z).
See Problem 13.17.

(iv)
DA()| gm0 = =06 (z) . (13.4.3d)
This follows by taking the derivative of (13.4.2).

(v) A(z) is Lorentz invariant.

This can be shown by considering a Lorentz transformation A

% The retarded and advanced Green’s functions are defined by Ag(z) = O(x0) A(x)
and Aa(z) = —O(—xz0) A(z).
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Using k - Az = A"k - = and the substitution ¥’ = A™'k, we have d’k = d*k’ and
k> = k. Furthermore, the & function in (13.4.3a) vanishes for space-like vectors
E, ie., k* < 0. Since for time-like k and orthochronous Lorentz transformations

e(kol) = ¢(kY), it follows that
A(Az) = A(z) . (13.4.3¢)

For A € L' on the other hand, A(Azx) = —A(x).

Fig. 13.5. Minkowski diagram: past
and future light cone of the origin, and
a space-like vector (outside the light
cone), are shown

(vi) For space-like vectors one has
A(—z) = Az) . (13.4.3f)

Proof. The assertion is valid for purely space-like vectors as seen from the rep-
resentation (13.4.3a) with the substitutions x — —x and k — —k. However, all
space-like vectors can be transformed into purely space-like vectors by means of an
orthochronous Lorentz transformation (Fig. 13.5).

(vii) Thus, by combining (13.4.3b) and (13.4.3f), it follows for space-like
vectors that

Alz)=0 for 22<0. (13.4.3g)

For purely space-like vectors this can be seen directly from the definition
(13.4.2) of A(x).

We now turn to the proof of the spin statistics theorem. First, we show
that two local observables of the type ¢ (z)i(x), etc., commute for space-like
separations, e.g.:
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+[a<> < <> <>
= Pa(@) ({Ya(@), Do)} vo(e’
~ Jp(a >{wa<>w< )})
+ ({¥a(@), Ys(z")} 1 (13.4.4)
— Jp(a') {wa 2), s (@ >}> (@)
= a(@) (@ +m) 5iA@ — ")) ¥a(a')

+p(a') (=30 + m) g, Alw - 2')) al2).

Because of (13.4.3g), this commutator vanishes for space-like separations.
Thus, causality is satisfied since no signal can be transmitted between x and
2/ when (z — 2')* < 0.4

What would have been the result if we had used commutators instead
of anticommutators for the quantization? Apart from the absence of a lower
energy bound, we would encounter a violation of causality. We would then
have

[Va(2), Yo ()] = (i@ +m), i (z — '), (13.4.52)
where
AN 1 P’k 1 —ik(z—=x") ik(z—z")
Ai(z—2a') = 9 / (2m)* ko (e +e ) . (13.4.5b)

The function Ay (z) = Ay (x)— A_(x) is an even solution of the homogeneous
Klein—Gordon equation, which does not vanish for space-like separations
(z — 2')* < 0. Likewise, for space-like separations, (id + m)id;(z — ') # 0.
For this kind of quantization, local operators at the same point in time but
different points in space would not commute. This would amount to a viola-
tion of locality or microcausality. Based on these arguments, we can formulate
the spin statistics theorem as follows:

Spin statistics theorem: Particles with spin % and, more generally, all parti-
cles with half-integral spin are fermions, whose field operators are quantized
by anticommutators. Particles with integral spin are bosons, and their field
operators are quantized by commutators.

Remarks:

(i) Microcausality: Two physical observables at positions with a space-like
separation must be simultaneously measurable; the measurements cannot

4 If it were possible to transmit signals between space—time points with space-like
separations, then this could only occur with speeds greater than the speed of
light. In a different coordinate system, this would correspond to a movement
into the past, i.e., to acausal behavior.
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influence one another. This property is known as microcausality. Without
it, space-like separations would have to be linked by a signal which, in vi-
olation of special relativity, would need to travel faster than light in order
for the observables to influence one another. This situation would also ap-
ply at arbitrarily small separations, hence the expression microcausality.
Instead of microcausality, the term locality is also used synonymously.
We recall the general result that two observables do not interfere (are
simultaneously diagonalizable) if, and only if, they commute.

(ii) The prediction of the spin statistics theorem for free particles with spin
S = 0 can be demonstrated in analogy to (13.4.5): Commutation rules
lead to [¢(x), p(a')] = iA(x — 2’). The fields thus satisfy microcausality
and, by calculating the commutators of products, one can show that the
observables (b(:v)z etc. also do. If, on the other hand, one were to quantize
the Klein—Gordon field with Fermi commutation relations, then, as is
readily seen, neither [¢(z), ¢(2")], nor [¢p(x),¢#(z")]_ could possess the
microcausality property [¢(z), ¢(z’)], = 0 for (z — 2')? < 0. Therefore,
also composite operators would violate the requirement of microcausality.

(iii) Perturbation theory leads one to expect that the property of micro-
causality can be extended from the free propagator to the interacting
case®. For the interacting Klein—-Gordon field one can derive the spectral

representation
01[6(a), (][0} = [ doe(0?)Aw ~'.0) (13.4.6)
0

for the expectation value of the commutator®. Here A(x — 2/, 0) is the
free commutator given in Eq. (13.4.2) with explicit reference to the mass,
which in Eq. (1.3.4) has been integrated over. Hence, microcausality is
also fulfilled for the interacting field. If on the other hand the Klein—
Gordon field had been quantized using Fermi anti-commutation rules
one would find

oo

0] {6(x), (z)} [0) = /dg2g VA — 2 0) | (13.4.7)

where Ay (z — 2/, 0) given in Eq. (13.4.5b) does not vanish for space-like
separations. Microcausality would then be violated. Analogously one ob-
tains for fermions, if they are quantized with commutators, a spectral
representation containing A;, which is again a contradiction to micro-
causality.

5 A general proof for interacting fields on the basis of axiomatic field theory can
be found in R.F. Streater, A.S. Wightman, PCT, Spin & Statistics and all that,
W.A. Benjamin, New York, 1964, p. 146 f.

6 J.D. Bjorken and S.D. Drell, Relativistic Quantum Fields, McGraw Hill, New
York, 1965, p. 171.
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(iv) The reason why the observables of the Dirac field can only be bilinear
quantities ¢1) as well as powers or derivatives thereof is the following.
The field ¢ (z) itself is not measurable, since it is changed by a gauge
transformation of the first kind,

Y(z) = P'(2) = () ,

and observables may only be gauge-invariant quantities. Measurable
quantities must, as the Lagrangian density, remain unchanged under a
gauge transformation. Furthermore, there are no other fields that couple
to ¢(x) alone. The electromagnetic vector potential A,, for example,
couples to a bilinear combination of .

Another reason why t(z) is not an observable quantity follows from
the transformation behavior of a spinor under a rotation through 27, Eq.
(6.2.23a). Since the physically observable world is unchanged by a rotation
through 27, whereas a spinor ¥ becomes —1, one must conclude that spinors
themselves are not directly observable. This does not contradict the fact that,
under rotation in a spatial subdomain, one can observe the phase change of
a spinor with respect to a reference beam by means of an interference exper-
iment, since the latter is determined by a bilinear quantity (see the remarks
and references following Eq. (6.2.23a)).

13.4.2 Further Properties of Anticommutators
and Propagators of the Dirac Field

We summarize here for later use a few additional properties of anticommu-
tators and propagators of the Dirac field.

According to Eq. (13.4.1) and using the properties (13.4.3d) and (13.4.3g)
of A(z), the equal time anticommutator of the Dirac field is given by

{Va(t,x), o (t,y)} = =V0a 00" =4, x = ¥)],—ay
=708 (x—y).

Multiplying this by 72, 5 and summing over o’ yields:

{wa (£, %), 0l (¢, y)} =0 B (x—y) . (13.4.8)

Hence, it)T is thus sometimes called the anticommutating conjugate operator
to ().

Fermion propagators
In analogy to (13.1.23a—c), one defines for the Dirac field

[* (@), 9T (@)] | = i5T (z — a) (13.4.9a)
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[b(@), ¢ (a")], =iS(z —a') . (13.4.9b)

The anticommutator (13.4.9b) has already been calculated in (13.4.1). From
this calculation one sees that iS*(z—x') (1S~ (z—1")) is given by the first (sec-
ond) term in the penultimate line of (13.4.1). Hence, on account of (13.1.10a—
¢), we have

SE(z) = (i + m)A*(x) (13.4.10a)

S(z) = ST (z) + S~ (z) = (id + m)A(z) . (13.4.10b)

Starting from the integral representation (13.1.25a,b) of A* and A, one ob-
tains from (13.4.9a,b)

4 . 4 —ipx
S () :/ Tp g BEM :/ @’p e (13.4.11a)
cx (2m) pT—m  (2m)p—m
and
d4p e—ipm
S(x :/ , 13.4.11b
@[ ot (13.411b)

where we have used (p+m)(p Fm) = p?> — m?. The paths C* and C are
the same as defined in Fig. 13.1. For Fermi operators one also introduces a
time-ordered product. The definition of the time-ordered product for Fermi
fields reads:

o [Y@)() fort >t
g (1/)(1’)1/)(:6 )) - { —)(2")(z) for t <t/

=0t —t)Y(x)b(2) — O —t)(a)(z) . (13.4.12)
For use in the perturbation theory to be developed later, we also introduce
the following definition of the Feynman fermion propagator

O] T((z)b(x"))|0) = iSp(x —2') . (13.4.13)
For its evaluation, we note that
(O] ¢ (@)d(2") [0) = (O] ¢ ()~ (2") [0) = (0] [ (), (2")] , |0)

=iST(z —2)
(13.4.14a)

and, similarly,
(0] (2" )p(x) |0) = iS™ (z —a”) (13.4.14D)

from which it follows that the Feynman fermion propagator (see Problem
13.18) is

Sp(x) = O(t)S*(z) — O(—t)S™(z) = ((7"0, + m)Ap(z) . (13.4.15)
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By exploiting (13.1.31), one can also write the Feynman fermion propagator
in the form

dp p+m
S = e . 13.4.16
rw = [ ot (13.4.16)

Problems

13.1 Confirm the validity of (13.1.5").

13.2 (a) For the scalar field, show that the four-momentum operator
P“::/ﬂ%ﬂw¢“—5§£}:
can be written in the form (13.1.19)

Pt = Zk“alak .
k

(b) Show that the four-momentum operator is the generator of the translation
operator:

P F(g(a))e P = g(a+a) .

13.3 Confirm formula (13.1.25a) for A% (z).
13.4 Confirm the formula (13.1.31) for Ap(z), taking into account Fig. 13.2.
13.5 Verify the commutation relations (13.2.6).

13.6 For the quantized, complex Klein—-Gordon field, the charge conjugation oper-
ation is defined by

¢'(z) = CH(x)€" = neg' (z) ,
where the charge conjugation operator € is unitary and leaves the vacuum state
invariant: C|0) = |0).
(a) Show for the annihilation operators that
@akGT = ’r]ebk, GkaT = néak
and derive for the single-particle states
la,k) = al [0), |b,k) = b |0),
the transformation property
e|a7k> = Tlé |b7k>7 e|b7k> =Tne |a7k> .
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(b) Also show that the Lagrangian density (13.2.1) is invariant under charge con-
jugation and that the current density (13.2.11) changes sign:

Cj(z)e" = —j(x).

Hence, particles and antiparticles are interchanged, with the four-momentum re-
maining unchanged.
(c) Find a representation for the operator €.

13.7 Show for the Klein—Gordon field that:
[P*, ¢(z)] = —i0" ¢(z)
[P,¢(z)] =iVe(z) .

13.8 Derive the equations of motion for the Dirac field operator 1 (z), starting from
the Heisenberg equations of motion with the Hamiltonian (13.3.7).

13.9 Calculate the expectation value of the quantized angular momentum operator
(13.3.13) in a state with a positron at rest.

13.10 Show that the spinors u,(k) and w,(k) transform into one another under
charge conjugation.

13.11 Consider an electron at rest and a stationary positron

bl 0
!ejF,k: 0,s> = { frk:O 10)
dsk:O |0>
Show that
J ‘6$7k: 078> = Z ‘ej}:’k = 07r> ;(U)TS
r=1,2
and

J? ’e¢,k:0,s> :i; ’ex,k:(),s> R

where (o),s are the matrix elements of the Pauli matrices in the Pauli spinors x,
and xs.

13.12 Prove that the momentum operator of the Dirac field (13.3.26)
Pt = Z k" [bikbrk + dIkdrk]
k,r

is the generator of the translation operator:

eiauP“w(x)e—iauP“ _ 1/)(:c—|—a) )
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13.13 From the gauge invariance of the Lagrangian density, derive the expression
(13.3.27b) for the current-density operator of the Dirac field.

13.14 Show that the operator of the charge conjugation transformation

C = Ci1C2

m
Cr=exp |—i) AL by — i dir)
£~ V Ei

im m
C=exp |, > VE. (bf, —db,) (b — dicr)
k,r

transforms the creation and annihilation operators of the Dirac field and the field
operator as follows:

Chie, " = nedir
edLr'eT = néb;rcr ’
Cy(z)Cl = neC¥” (z),

where the transpose only refers to the spinor indices, and C' = iy?~°. The factor
@, yields the phase factor ne = ¢'*. The transformation € exchanges particles and
antiparticles with the same momentum, energy, and helicity.

Show also that the vacuum is invariant with respect to this transformation and that
the current density j* = e : ¢¥y"1 : changes sign.

13.15 (a) Show for the spinor field that
Q=—eo > (bl — dlidn)
kK
(Eq. (13.3.28)), by starting from
Q=—co [ donvia) ;-
(b) Show, furthermore, that
Q.61 ] = by and  [Q.dl] = eod]y,
(Eq.(13.3.29)).

13.16 Show that (13.4.2) can also be written in the form (13.4.3a).

13.17 Show that Ap(z), Ar(x), and Aa(x) satisfy the inhomogeneous Klein—
Gordon equation

(0,0" + m*)Ap(z) = =6 (z) .

13.18 Prove equation (13.4.15).
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Hint: Use

5 (K —m?) = (5(k0—\/k2—|—m2)—|—5(k0+\/k2+m2))/\/k2+m2.

13.19 Show for the Dirac-field that:
[P, ¢(z)] = —i0")(x)
[P, (z)] =iVy(z) .



14. Quantization of the Radiation Field

This chapter describes the quantization of the free radiation field. Since, for
certain aspects, it is necessary to include the coupling to external current
densities, a separate chapter is devoted to this subject. Starting from the
classical Maxwell equations and a discussion of gauge transformations, the
quantization will be carried out in the Coulomb gauge. The principal aim
in this chapter is to calculate the propagator for the radiation field. In the
Coulomb gauge, one initially obtains a propagator that is not Lorentz in-
variant. However, when one includes the effect of the instantaneous Coulomb
interaction in the propagator and notes that the terms in the propagator
that are proportional to the wave vector yield no contribution in pertur-
bation theory, one then finds that the propagator is equivalent to using a
covariant one. The difficulty in quantizing the radiation field arises from the
massless nature of the photons and from gauge invariance. Therefore, the
vector potential A*(z) has, in effect, only two dynamical degrees of freedom
and the instantaneous Coulomb interaction.

14.1 Classical Electrodynamics

14.1.1 Maxwell Equations

We begin by recalling classical electrodynamics for the electric and magnetic
fields E and B. The Mazwell equations in the presence of a charge density
p(x,t) and a current density j(x,t) read?:

! Here and in the following we shall use rationalized units, also known as Heaviside—

&2

Lorentz units. In these units the fine-structure constant is @ = , 9 =

1
1377
s ie., éo = eov/4m. Correspond-
ingly, we have E = EGauSS/\/47r and B = BGauss/\/47r, and the Coulomb law

Vi(x) =

2
. . . . . . €,
whereas in Gaussian units it is given by a =

4W‘§7x,‘. In the following, we shall also set i = c = 1.
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V-E=p (14.1.1a)
0B
VXE=- 14.1.1b
5t ( )
V-B=0 (14.1.1¢)
E
V xB= ? +J. (14.1.1d)
ot
If we introduce the antisymmetric field tensor
0 E, E, E,.
-E, 0 B, —-B
uy x z Yy
P = _E,-B. 0 B, , (14.1.2)
-E, B, —B; 0
whose components can also be written in the form
Ei _ FOi
1 (14.1.3)
B = 26”’“ij :
the Maxwell equations then acquire the form
o, Fr = j# (14.1.4a)
and
ONFM L OHFVN 4 9V FM =0 (14.1.4b)

where the four-current-density is

i =(p,J) ; (14.1.5)

satisfying the continuity equation
3, =0. (14.1.6)

The homogeneous equations (14.1.1b,c) or (14.1.4b) can be satisfied auto-
matically by expressing F'*” in terms of the four-potential A*:

FHv = ARV — AVH (14.1.7)
The inhomogeneous equations (14.1.1a,d) or (14.1.4a) imply that
OA* — 079, A" = j» . (14.1.8)

In Part I, where relativistic wave equations were discussed, j*(z) was the
particle current density. However, in quantum field theory, and particularly
in quantum electrodynamics, it is usual to use j*(z) to denote the electrical
current density. In the following, we will have, for the Dirac field for example,
j*(x) = ep(x)y"*(x), where e is the charge of the particle, i.e., for the
electron e = —ég.
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14.1.2 Gauge Transformations

Equation (14.1.8) is not sufficient to determine the four-potential uniquely,
since, for an arbitrary function A(z), the transformation

AP A = AP 0N (14.1.9)

leaves the electromagnetic field tensor F*¥ and hence, also the fields E and
B, as well as Eq. (14.1.8) invariant. One refers to (14.1.9) as a gauge trans-
formation of the second kind. It is easy to see that not all components of A,
are independent dynamical variables and, by a suitable choice of the function
A(x), one can impose certain conditions on the components A, or, in other
words, transform to a certain gauge. Two particularly important gauges are
the Lorentz gauge, for which one requires

At =0, (14.1.10)
and the Coulomb gauge, for which
V-A=0 (14.1.11)

is specified. Other gauges include the time gauge A° = 0 and the axial gauge
A3 = 0. The advantage of the coulomb gauge is that it yields only two trans-
verse photons, or, after an appropriate transformation, two photons with he-
licity +1. The advantage of the Lorentz gauge consists in its obvious Lorentz
invariance. In this gauge, however, there are, in addition to the two transverse
photons, a longitudinal and a scalar photon. In the physical results of the the-
ory these latter photons, apart from mediating the Coulomb interaction, will
play no role.?

14.2 The Coulomb Gauge

We shall be dealing here mainly with the Coulomb gauge (also called
transverse or radiation gauge). It is always possible to transform into the
Coulomb gauge. If A* does not satisfy the Coulomb gauge, then one takes
instead the gauge-transformed field A* + 0* A, where ) is determined through
VA = —V - A. In view of the Coulomb gauge condition (14.1.11), for the
zero components (u = 0), equation (14.1.8) simplifies to

(95 — V*) Ao — 30(d0 Ao — V - A) = jo ,
and due to (14.1.11) we thus have
V240 = —jo . (14.2.1)

2 The most important aspects of the covariant quantization by means of the
Gupta—Bleuler method are summarized in Appendix E.
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This is just the Poisson equation, well known from electrostatics, which has
the solution

Ao(x7t):/d3 r Jo(xt) (14.2.2)

Am|x — x|

Since the charge density j°(z) depends only on the matter fields and their
conjugate fields, Eq. (14.2.2) represents an explicit solution for the zero com-
ponents of the vector potential. Therefore, in the Coulomb gauge, the scalar
potential is determined by the Coulomb field of the charge density and is thus
not an independent dynamical variable. The remaining spatial components
A are subject to the gauge condition (14.1.11), and there are thus only two
independent field components.

We now turn to the spatial components of the wave equation (14.1.8),
thereby taking account of (14.1.11),

DAJ' — 8j80A0 = jj . (1423)

From (14.2.2), using the continuity equation (14.1.6) and partial integration,
we have

3./ 3.9 5 !
9,00 Ao(z) = B, /d ' 9o jo(x :_aj/d 2'0) jr (")
4r|x — x'| 4r|x — x'|
(14.2.4)
9,0, /d%lj’“( ) 200w,
3% drlx — x| V2‘7 *

where — V12 is a short-hand notation for the integral over the Coulomb Green’s
function®. If we insert (14.2.4) into (14.2.3), we obtain

v2
The wave equation for A; (14.2.5) contains the transverse part of the current

density j;rans. The significance of the transversality will become more evident
later on when we work in Fourier space.

-trans aa .
I:IAJ» :]; = (5jk -7 k) Ik - (1425)

3 In this way, the solution of the Poisson equation

3./ ’
V3¢ = —p is represented as & = — V12 p= / (Z:')f(_x)’(fl) 1.
For the special case p(x,t) = —6%(x), we have
1 2’8 (x') 1
Vi =4° d thus &= _ 6%(x)= / .
(x) an s v? () Amlx — x| A4rlx|
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14.3 The Lagrangian Density
for the Electromagnetic Field

The Lagrangian density of the electromagnetic field is not unique. One can
derive the Maxwell equations from

1

L= —4FN,,F‘“’ — JuAt (14.3.1)

with F,, = A, — Ay . This is because
oL 1

v =0y | — A 2:—1/F'uy 14.3.2

88,4“7,, 8<4)( ) X 0 (14.3.2)
and

oL _

0A,
yield the Euler-Lagrange equations

o, FH = gk | (14.3.3)

ie. (14.1.4a). As was noted before Eq. (14.1.7), equation (14.1.4b) is auto-
matically satisfied. From (14.3.1), one finds for the momentum conjugate to
Ay

oL

nm= "7 = -FH. (14.3.4)
0A,
Hence, the momentum conjugate to Ay vanishes,
=0
and
I = —Fi% =i, (14.3.5)

The vanishing of the momentum component I7° shows that it is not possible
to apply the canonical quantization procedure to all four components of the
radiation field without modification.

Another Lagrangian density for the four-potential A*(x), which leads to
the wave equation in the Lorentz gauge, is

1 .
Lp == ) Ay AN = ju A" (14.3.6)
Here, we have
= Ero gm0 = _ (14.3.7)
oA,

and the equation of motion reads:

DAH = ji . (14.3.8)
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This equation of motion is only identical to (14.1.8) when the potential A*
satisfies the Lorentz condition

9, A" =0 (14.3.9)

The Lagrangian density £, of equation (14.3.6) differs from the £ of (14.3.1)
in the occurrence of the term —%(8,\14’\)2, which fixes the gauge:

1 1
Lr=—,FuP" - 2(8,\A’\)2 AR (14.3.6')
This can easily be seen when one rewrites Ly as follows:
1 1 )
L = —4(A#71, — A, ) (AR — AVH) — 28,\A’\80A" — ju A"

1 1 1
= A AP A AT AN AT — A"
= —;AN,VA“”’ — A"

In the last line, a total derivative has been omitted since it disappears in the
Lagrangian through partial integration. If one adds the term —%(GAAA)Q to
the Lagrangian density, one must choose the Lorentz gauge in order that the
equations of motion be consistent with electrodynamics

DA#:]’#'

Remarks:

(i) Unlike the differential operator in (14.1.8), the d’Alembert operator appearing
in (14.3.8) can be inverted.
(ii) With or without the term fixing the gauge, the longitudinal part of the vector

potential 9y A* satisfies the d’Alembert equation
o (ana) =0.

This also holds in the presence of a current density j*(x).

14.4 The Free Electromagnatic Field and its
Quantization

When j# = 0, i.e., in the absence of external sources, the solution of the
Poisson equation which vanishes at infinity is A° = 0, and the electromagnetic
fields read:

E=-A, B=VxA. (14.4.1)

From the Lagrangian density of the free radiation field

1 1
L=~ F"Fu =,

A (E* - B?), (14.4.2)
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where (14.1.2) is used to obtain the last expression, one obtains the Hamil-
tonian density of the radiation field as

1

H,=II"A; - L=E*— 2(E2 -B?
) (14.4.3)
=, (E* + B?).

Since the zero component of A* vanishes and the spatial components satisfy
the free d’Alembert equation and V- A = 0, the general free solution is given
by

2

1 . .

AF(x) = Z Z (e_"”eﬁ \akx + e R el A*a;‘{)\) , (14.4.4)
o V2KV ’ ’

where kg = |k|, and the two polarization vectors have the properties

0
Kraa=0 an=0 (14.4.5)
€Kk ) Ek N = O)\ .
In the classical theory, the amplitudes ax) are complex numbers. In (14.4.4),
we chose a notation such that this expansion also remains valid for the quan-
tized theory in which the ay) are replaced by the operators axy. The form of
(14.4.4) guarantees that the vector potential is real.

Remarks:

(i) The different factor in QM I Eq. (16.49) arises due to the use there of
Gaussian units, in which the energy density, for example, is given by
H=g (E?+B?).

(ii) In place of the two photons polarized transversely to k, one can also use
helicity eigenstates whose polarization vectors have the form

0

ep,41 = R(D) ii//\\//é : (14.4.6)
0

where R(p) is a rotation that rotates the z axis into the direction of p.
(iii) The first attempt at quantization could lead to
[Ai (x, ), A7 (x/, t)] = i0,;0(x — )

ie., (14.4.7)

[A'(x,1), B (x/,1)] = —10;;6(x — x/) .

This relation, however, contradicts the condition for the Coulomb gauge
0; A" = 0 and the Maxwell equation 9;E* = 0.
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We will carry out the quantization of the theory in the following way:
It is already clear that the quanta of the radiation field — the photons — are
bosons. This is a consequence of the statistical properties (the strict validity of
Planck’s radiation law) and of the fact that the intrinsic angular momentum
(spin) has the value S = 1. The spin statistics theorem tells us that this spin
value corresponds to a Bose field. Therefore, the amplitudes of the field, the
axy, are quantized by means of Bose commutation relations.

We begin by expressing the Hamiltonian (function or operator) (14.4.3) in
terms of the expansion (14.4.4). Using the fact that the three vectors k, €,
and ey, form an orthogonal triad, we obtain

k|
H=3" "1 (af st + a0l - (14.4.8)
k,\
We postulate the Bose commutation relations

[ak,\a a;ra,\/} = dn0kk and (1445)

[akk’ak’k’} = {QL,\WL,\/} =0.
The Hamiltonian (14.4.8) then follows as
1
H=Y [k|(df : 14.4.8'
§| | (ak)\akA + 2) ( )

The divergent zero-point energy appearing here will be eliminated later by a
redefinition of the Hamiltonian using normal ordering. We now calculate the
commutators of the field operators. Given the definition

2
AV ="l ey (14.4.10)
A=1
it follows from (14.4.5) that
AY=0 , AY =0 (14.4.11)
and
. L I %]
AV = Z Eic,Aefc,A =0Y — K2
A=1
(k,exx,A = 1,2 form an orthogonal triad, i.e., kki + Zi:l GLAE{Q)\

= §%).
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For the commutator, we now have

|:Ai(x7t)7Aj(x,7t)] = ZZ 2V\1/kk’ {eiikweik/ﬂeiy)\ei,yy* (ik(l))(SA)\/(skk/

kX k/X\

ike —ik'z’ i * j TAT N
—€ € €K, EklyA/(_l o) AN Okk/

1§ : i joo* ik(x—x' i ¥ g —ik(x—x"
= (Eky)\éf(’/\ e ( )+6k’/\ ef(,yk,e ( )

2
kA

k
(5= 7 ) st )
The commutator of the canonical variables thus reads:
[Ai(x7 0, dd (X/J)} _ <5zj N 8;‘?) §(x — x') (14.4.12a)
or, on account of (14.4.1),
[A'(x,1), B (%', 1)] = —i (5”’ - 8;8;) S(x —x') (14.4.12b)

and is consistent with the transversality condition that must be fulfilled by
A and E. For the two remaining commutators we find

[A'(x,1), AV (X', t)] = 0 (14.4.12c)
[Ai(x t), A7 (x’,t)} —0. (14.4.12d)

These quantization properties are dependent on the gauge. However, the
resulting commutators for the fields E and B are independent of the gauge
chosen. Since E = —A and B = curl A, one finds

[E'(x,1), B (x',1)] = [B'(x,t), B (x, )] =0 (14.4.12¢)
[E'(x,t), B (x',1)] = {Ei(x, t), elkm &flkAm(x’,t)]

=t O () <6im - 3;??) 3~ x)

= . 8j’k §(x —x')

= ik aik S(x—x'). (14.4.12f)

Whereas the commutator (14.4.12b) contains the nonlocal term V™2, the
commutators (14.4.12e,f) of the fields E and B are local.
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In order to eliminate the divergent zero-point energy in the Hamiltonian,
we introduce the following definition

1
H=:, /d% (E*+B?): = kZ;ko al (14.4.13)

where ko = |k|. Similarly, for the momentum operator of the radiation field,
we have

P= :/d3xE xB:i= > kal,a, . (14.4.14)
k)
The normal ordered product for the components of the radiation field is
defined in exactly the same way as for Klein—-Gordon fields.
14.5 Calculation of the Photon Propagator

The photon propagator is defined by

IDEY (x — 2') = (0| T(A*(x)AY (2")) |0) . (14.5.1)
In its most general form, this second-rank tensor can be written as
D () = g" D(«®) = 9"9" DV (a?) (14.5.2)

where D(z?) and DW(22) are functions of the Lorentz invariant z2. In mo-
mentum space, (14.5.2) yields:

DY (k) = g" D(K?) + k*k* DO (k?) . (14.5.3)

In perturbation theory, the photon propagator always occurs in the combi-
nation j, D%’ (k)j,, where j, and j, are electron—positron current densities.
As a result of current conservation, 0,,j* = 0, in Fourier space we have

ki =0 (14.5.4)
and, hence, the physical results are unchanged when one replaces D%’ (k) by
D% (k) — DR (k) + x" (k)K" + x" (k)kH" (14.5.5)

where the x#(k) are arbitrary functions of k.

Once a particular gauge is specified, e.g., the Coulomb gauge, the resulting
D% (k) is not of the Lorentz-invariant form (14.5.3); the physical results are,
however, the same. The change of gauge (14.5.5) can be carried out simply
with a view to convenience. We will now calculate the propagator in the
Coulomb gauge and then deduce from this other equivalent representations.
It is clear that D(k?) in (14.5.3) is of the form

1

D(k?) 12
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since D%’ (k) must satisfy the inhomogeneous d’Alembert equation with a
four-dimensional d-source. We can adopt the same relations as for the Klein—
Gordon propagators, but now it is also necessary to introduce the polarization
vectors of the photon field. Introducing, in addition to (14.5.1),

iDY (x — a") = (0] A*(x) A" (") |0) , (14.5.6a)
we obtain from (13.1.25a) and (13.1.31)

y d4 k e—ikw 2 .
Di (z) = /ci (27r)4 12 Zeﬁx 5
A=l (14.5.6b)

Pk
=:F2/( |Zek>\ek)\cjﬁm

and
D (z— ') = Ot — t’)D“”( —a') = Ot —)D"(z — a')
Bk o1 ik(z—x'
_ _ —ik(z—2z")
/ 27T 3 2|k| Zek Aek A ( ‘T .T )e
+9($/0 _ xO)Cﬂc(z—z )) ’ (1456(3)
ie.,
d* k e—ik(m—m’)
DM (g — /) = 1i AR (F 14.5.6d
w (T =) 20 (2m)* (k) k2 + e ( )
Here, we have
A () Zek)\ekA (14.5.7)

with the components

A0 —( A%k — gRO Azk:(slk_kl:/;k
Making use of the tetrad
ey (k) = nt =(1,0,0,0)
(k) =(0,ex1) , €5(k)=1(0,ex2) (14.5.8)

kt — (nk)nt

Eu(k) = (O7k/|k|) = 1/9 7
’ ((kn)2 - k2) /
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one can also write A#*Y in the form

(k* — (kn)n*) (k¥ — (kn)n")

A (k) = —gh” — +ntn”
(k) 9 (kn)2 2 1159)
KPRV —(kn) (WK + kFnY) k*ntnY o
g (kn)? — k2 (kn)> — k2

As was noted in connection with Eq. (14.5.5), the middle term on the second
line of (14.5.9) makes no contribution in perturbation theory and can thus
be omitted. The third term in (14.5.9) makes a contribution to the Feynman
propagator iDp(z — 2') (14.5.6d) of the form,

d*k / i k2
C—lk(m—m ) 1

— i W v
ey (2r)* B2 e k2
Bk eik(x—x’) 0
= —in“n”/ 5z — 2
(2m)® K2 ( )
ppv
= id(® — 2% " : 14.5.10
i0(z" — = )47r|x —x/| ( )

In perturbation theory, this term is compensated by the Coulomb interaction,
which appears explicitly when one works in the Coulomb gauge. To see this in
more detail, we must also consider the Hamiltonian. The Lagrangian density
L (14.3.1)

L= *iFquW — ju A" (14.3.1)
can also be written in the form

L= ;(EQ —B?) —j A", (14.5.11)
where

E=E" +E! (14.5.12a)
with the transverse and longitudinal components

EY = —A (14.5.12b)
and

E'=-vA". (14.5.12¢)

In the Lagrangian, the mixed term
/d%E“-EI:/d%A-VAO,

vanishes, as can be seen by partial integration and use of V - A = 0. Thus,
the Lagrangian density (14.5.11) is equivalent to
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1 .
L= (A" + @) - (v x A)) —j, 4. (14.5.13)
For the momentum conjugate to the electromagnetic potential A, this yields:
mr=9%%__A (14.5.14)

0A

This, in turn, yields the Hamiltonian density

H = H, + Hins
1 1 1 14.5.15
— 2(17“)2 + 2(V x A)? — 2(E1)2 + AR ( )

where the first two terms are the Hamiltonian density of the radiation field
(14.4.3), and

1
Hing = — 9 (E1)2 + At

is the interaction term. It will be helpful to separate out from the interaction
term H;n the part corresponding to the Coulomb interaction of the charge
density

1
Hoou = = (B +joA”. (14.5.16)

When integrated over space, this yields:

1
Hcou = /dBiU Hoow = /d3$ (—2(VA0)2 +joA0>

= /d% (1A0V2Ao +j0AO) = ;/dejvo (14.5.17)
_ /d3 d3 /.]0 X t)j()(x t)
dr|x —x/|

which is exactly the Coulomb interaction between the charge densities
jo(x,t). Thus, the total interaction now takes the form

Hing = Hoou — /d%j(x, tA(x,t) . (14.5.18)

The propagator of the transverse photons (14.5.6d), together with the
Coulomb interaction, is thus equivalent to the following covariant propagator:

d4 k e—lkz
DY (x) = —g" 1im/ . 14.5.19
F () g m (27r)4 k2 + ie ( )
As already stated at the beginning of this chapter, there are various ways
to treat the quantized radiation field: In the Coulomb gauge, for every wave
vector, one has as dynamical degrees of freedom the two transverse photons
and, in addition, there is the instantaneous Coulomb interaction. Neither of
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these two descriptions on its own is covariant, but they can be combined to
yield a covariant propagator, as in Eq. (14.5.19). In the Lorentz gauge, one has
four photons that automatically lead to the covariant propagator (14.5.19)
or (E.10b). As a result of the Lorentz condition, the longitudinal and scalar
photons can only be excited in such a way that Eq. (E.20a) is satisfied for
every state. They therefore make no contribution to any physically observable
quantities, except the Coulomb interaction, which they mediate.

Problems

14.1 Derive the commutation relations (E.11) from (E.8).

14.2 Calculate the energy-momentum tensor for the radiation field. Show that the
normal ordered momentum operator has the form

P::/d3xE><B:

i
Z kag,ay, -
k,\

14.3 Using the results of Noether’s theorem, deduce the form of the angular mo-
mentum tensor of the electromagnetic field starting from the Lagrangian density

L= —iF‘“’FW .

(a) Write down the orbital angular momentum density.

(b) Give the spin density.

(c) Explain the fact that, although S = 1, only the values +1 occur for the projec-
tion of the spin onto the direction k.



15. Interacting Fields,
Quantum Electrodynamics

15.1 Lagrangians, Interacting Fields

15.1.1 Nonlinear Lagrangians

We now turn to the treatment of interacting fields. When there are nonlinear
terms in the Lagrangian density, or in the Hamiltonian, transitions and re-
actions between particles become possible. The simplest example of a model
demonstrating this is a neutral scalar field with a self-interaction,

1 2
L=, (0.0)(@"0) =", ¢ — 0. (15.0.1)

This so-called ¢* theory is a theoretical model whose special significance lies
in the fact that it enables one to study the essential phenomena of a nonlinear
field theory in a particularly clear form. The division of ¢ into creation and
annihilation operators shows that the ¢* term leads to a number of transition
processes. For example, two incoming particles with the momentum vectors
k; and ks, can scatter from one another to yield outgoing particles with the
momenta k3 and kg4, the total momentum being conserved.

As another example we consider the Lagrangian density for the interaction
of charged fermions, described by the Dirac field 1, with the radiation field
Ay

£ = P(ir"9, —my — ; (0" AY) (D, A,) — ey p AP . (15.1.2)

The interaction term is the lowest nonlinear term in A* and v that is bilinear
in ¢ (see remark (iv) at the end of Sect. 13.4.1) and Lorentz invariant. A
physical justification for this form will be given in Sect. 15.1.2 making use of
the known interaction with the electromagnetic field (5.3.40).

Quantum electrodynamics (QED), which is based on the Lagrangian den-
sity (15.1.2), is a theory describing the electromagnetic interaction between
electrons, positrons, and photons. It serves as an excellent example of an
interacting field theory for the following reasons:

(i) It contains a small expansion parameter, the Sommerfeld fine-structure

constant o & 1§7, so that perturbation theory can be successfully applied.
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(ii) Quantum electrodynamics is able to explain, among other things, the
Lamb shift and the anomalous magnetic moment of the electron.

(iii) The theory is renormalizable.

(iv) Quantum electrodynamics is a simple (abelian) gauge theory.

(v) It admits a description of all essential concepts of quantum field theory
(perturbation theory, S matrix, Wick’s theorem, etc.).

15.1.2 Fermions in an External Field

Here, we consider the simplest case of the interaction of an electron field with
a known electromagnetic field A, which varies in space and time. The Dirac
equation for this case reads:

(Iv"0u — m)th = ey Aeytp (15.1.3)
and has the Lagrangian density
L = ("0, — eAep) — m)y (15.1.4)
=Lo+ L1,

where L is the free Lagrangian density and £; the interaction with the field
A

efLs

Ly = @/;(iWNau - m)¢

i 15.1.5
Ly = —epy'pAey = —ejt Aey ( )

The momentum conjugate to 1, is 7o = a(z/}ﬁ =iyl as in (13.3.5), so that
the Hamiltonian density is given by
H="Ho+ H1
= /‘L(_i/yjaj + m)dj + 6@7“%@4‘3“ .
In the above, Ae, was an external field. In the next section we will consider
the coupling to the radiation field, which is itself a quantized field.

(15.1.6)

15.1.3 Interaction of Electrons with the Radiation Field:
Quantum Electrodynamics (QED)

15.1.3.1 The Lagrangian and the Hamiltonian Densities

The Hamiltonian and the Lagrangian densities of the interacting Dirac and
radiation fields are obtained by replacing A., in (15.1.5) by the quantized
radiation field and adding the Lagrangian density of the free radiation field

L =@ —m)p — ; (0, A,) (0" AF) — ep A (15.1.7)
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This is identical to the form postulated for formal reasons in (15.1.2). It leads
to the conjugate momenta to the Dirac and radiation fields:

oL oL

_ A _ _ A
To= _. =i, , II,= - =-A4A,, 15.1.8
b, = Wh = e =y (15.1.8)
and the Hamiltonian density operator
H = HYI 4 HEMOON M (15.1.9)

where H{™¢ and H{ hoton are the Hamiltonian densities of the free Dirac and
radiation fields (Eq. (13.3.7) and (E.14)). Here, H; represents the interaction
between these fields

Hy = e A . (15.1.10)

15.1.3.2 Equations of Motion
of Interacting Dirac and Radiation Fields

For the Lagrangian density (15.1.7), the equations of motion of the field
operators in the Heisenberg picture read:

(i —m) = edy) (15.1.11a)

OA* = eyt . (15.1.11b)

These are nonlinear field equations which, in general, cannot be solved ex-
actly. An exception occurs for the simplified case of one space and one time

dimension: a few such (1+ 1)-dimensional field theories can be solved exactly.
An interesting example is the Thirring model

(i) —m)p = gy Py . (15.1.12)

This can also be obtained as a limiting case of Eq. (15.1.11a) with a massive
radiation field, i.e.,

(O + M)A* = ey, (15.1.13)

in the limit of infinite M. In general, however, one is obliged to use the
methods of perturbation theory. These will be treated in the next sections.

15.2 The Interaction Representation,
Perturbation Theory

Experimentally, one is primarily interested in scattering processes. In this
section we derive the S-matrix formalism necessary for the theoretical de-
scription of such processes. We begin by reiterating a few essential points
from quantum mechanics' concerning the interaction representation. These
will facilitate our perturbation treatment of scattering processes.

! See, e.g., QM I, Sects. 8.5.3 and 16.3.1.
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15.2.1 The Interaction Representation (Dirac Representation)

We divide the Lagrangian density and the Hamiltonian into a free and an
interaction part, where Hy is time independent:

L=2Ly+ Ly (15.2.1)
H=Hy+ H; . (15.2.2)

When the interaction £; contains no derivatives, the density corresponding
to the interaction Hamiltonian Hy = [ d3xH, is given by

Hy = —L (15.2.3)

We shall make use of the Schridinger representation in which the states |, t)
are time dependent and satisfy the Schrodinger equation

1; 1, t) = H |1, 1) . (15.2.4)

The operators are denoted by A in the subsequent equations. The fundamen-
tal operators such as the momentum, and the field operators such as ¥ (x), are
time independent in the Schrodinger picture. (Note that the field equations
(13.1.13), (13.3.1), etc. were equations of motion in the Heisenberg picture.)
When external forces are present, one may also encounter Schrodinger op-
erators with explicit time dependence (e.g., in Sect. 4.3 on linear response
theory). The definition of the interaction representation reads:

[, ), = et o t) | Af(t) = elfot Ae~ Hot (15.2.5)

In the interaction representation, due to Eq. (15.2.4), the states and the
operators satisfy the equations of motion

0 = g (0) 0.0, (15.2.64)
thJ(t) i [Ho, Ay (1)] + gtAJ(t) . (15.2.6b)

The final term in (15.2.6b) only occurs when the Schrédinger operator A de-
pends explicitly on time. In the following, we will make use of the abbreviated
notation

[p(@)) = (¥, 1), (15.2.7a)

and
H](t) = Hlj(t) . (1527b)

The equation of motion for |¢(¢)) has the form of a Schrédinger equation
with time-dependent Hamiltonian Hj(¢). When the interaction is switched
off, i.e., when H;(t) = 0, the state vector in the interaction picture is time
independent. The field operators in this representation satisfy the equations
of motion

dorr (Xv t)

i =1[Ho, ¢r1(x,1)] (15.2.8)
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i.e., the free equations of motion. The field operators in the interaction rep-
resentation are thus identical to the Heisenberg operators of free fields. Since
L1 contains no derivatives, the canonical conjugate fields have the same form
as the free fields, e.g.,

oL 0Ly

Mo Oa
in quantum electrodynamics. Hence, the equal time commutation relations
of the interacting fields are the same as those for the free fields.

Since the interaction representation arises from the Schrodinger represen-
tation, and hence also from the Heisenberg representation, through a unitary
transformation, the interacting fields obey the same commutation relations
as the free fields. Since the equations of motion in the interaction picture are
identical to the free equations of motion, the operators have the same simple
form, the same time dependence, and the same representation in terms of
creation and annihilation operators as the free operators. The plane waves
(spinor solutions, free photons, and free mesons) are still solutions of the
equations of motion and lead to the same expansion of the field operators as
in the free case. The Feynman propagators are again iAp(x — 2’) etc., where
the vacuum is defined here with reference to the operators a, i, bk, dyk. The
time evolution of the states is determined by the interaction Hamiltonian.

Let us once more draw attention to the differences between the various
representations in quantum mechanics. In the Schrédinger representation the
states are time dependent. In the Heisenberg representation the state vector
is time independent, whereas the operators are time dependent and satisfy
the Heisenberg equation of motion. In the interaction representation the time
dependence is shared between the operators and the states. The free part of
the Hamiltonian determines the time dependence of the operators. The states
change in time as a result of the interaction. Thus, in the interaction repre-
sentation, the field operators of an interacting nonlinear field theory satisfy
the free field equations: for the real Klein—Gordon field these are given by
Eq. (13.1.2), for the complex Klein—Gordon field by (13.2.2), for the Dirac
field by (13.3.1), and for the radiation field by (14.1.8). For the time depen-
dence of these fields one thus has the corresponding plane-wave expansions
(13.1.5), (13.2.5), (13.3.18), and (14.4.4) or (E.5) (see also (15.3.12a—c)). We
also recall the relation between Schrodinger and Heisenberg operators in the
interacting field theory

VHeisenb. (X, 1) = " 1pgenrsa. (x)e (15.2.9)
AHeisenb.(X7 t) = ethASChriid.(x)e_th . o
In the interaction representation, one obtains
Yr(x) = M ganrsa (x)e 0! = y(x
() (x) (@) (15.2.10)

Al;(fE) = eiHOtAgchréd.(x)e_iHOt = Aﬂ(x) ’
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where ¢(z) (A*(x)) is the free Dirac field (radiation field) in the Heisenberg
representation, x = (x,t). Since the interaction Hamiltonian is a polynomial
in the fields, e.g., in quantum electrodynamics, in the Schrodinger picture,

H, = e/dgm/_ry“i/JA# ,
and in the interaction representation one has
H](t) = Hlj(t) = CiHotch_iHot

= [ @i @A), (182.11)

x = (x,1). Here, the field operators are identical to the Heisenberg operators
of the free field theories, as given in (13.3.18) and (14.4.4) or (E.5).

One finds the time-evolution operator in the interaction picture by start-
ing from the formal solution of the Schrédinger equation (15.2.4), |, t) =
e iH(t—to) [1),to). This leads, in the interaction representation, to

(1)) = e e I [y, o)
= eiflotg=iH (t—to) —iHoto |y (1)) (15.2.12)

=U'(t,to) [¢(to))
with the time-evolution in the interaction picture
U'(t, tg) = e!ole1H(imto) g =iHoto (15.2.13)

From this relation, one immediately recognizes the group property
U'(t1,t2)U (ta, to) = U'(t1,to) (15.2.14a)
and the unitarity
Ut to) = U'(to, t) = U’ (¢, to) (15.2.14b)

of the time-evolution operator. Unitarity requires the hermiticity of H and
Hy. The equation of motion for this time-evolution operator is obtained from

168tU/(t7t0) — CiH()t(_HO 4 H)C—iH(t—t())C—iHotg

— CiH()tHlO—iH()tCiHotC—iH(t—to)C—iH()to
(or from the equation of motion (15.2.6a) for | (t))):
0
iatU’(t,to) = H(t)U'(t,to) . (15.2.15)
Remark. This equation of motion also holds in the case where H, and hence
Hi, have an explicit time dependence: Then, in Eqgs. (15.2.12)—(15.2.15), one

must replace e (*=%) by the general Schrodinger time-evolution operator
U(t, to), which satisfies the equation of motion iJ, U(t, to) = HU(t, ).
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15.2.2 Perturbation Theory

The equation of motion for the time evolution operator (15.2.15) in the in-
teraction picture can be solved formally using the initial condition

U'(to, to) = 1 (15.2.16)

in the form
t
U'(t, to) :1—1/ dty Hr (1)U’ (t1, to) , (15.2.17)

i.e., it is now given by an integral equation. The iteration of (15.2.17) yields:

t t1
U'(t,to) =1+ (-1 / dty Hy(ty) + (—i)? / dtl/ dtoHy(t1)Hy(t2)
to to

tl t2
—1 / dtl / dtz / dt3H](t1)H](t2)H](t3) +... 5
t() t() to

ie.,

o t t1
"(t, to) Z —i)"/t dtl/t dts ... (15.2.18)
— 0 9

x / " b Hi () Hi () . Hi(t) -

to

By making use of the time-ordering operator 7', this infinite series can be
written in the form

00 a\m t t
U’(mo)zz( 1') /dtl/ dts . .. (15.2.19)
n=0 n: to to

X /t dt, T (Hp(t1)H(ta) ... Hi(ty))

to

or, still more compactly, as

t
U'(t,to) = T exp (—i/ dt’HI(t’)) . (15.2.19")
to

One can readily convince oneself of the equivalence of expressions (15.2.18)
and (15.2.19) by considering the nth-order term: In (15.2.19) the times fulfil
either the inequality sequence t; > to > ... > t,, or a permutation of this
inequality sequence. In the former case, the contribution to (15.2.19) is

L / dty /t1 dts .. /t" Lty (Hr(tr)... Hr(tn)) -

In the latter case, i.e., when a permutation of the inequality sequence applies,
one can rename the integration variables and, thereby, return once more to
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the case ¢ > t9 > ...t,. One thus obtains the same contribution n! times.
This proves the equivalence of (15.2.18) and (15.2.19). The contribution to
(15.2.19) with n factors of Hj is referred to as the nth-order term.

The time-ordering operator in (15.2.19) and (15.2.19), also known as
Dyson’s time-ordering operator or the chronological operator, signifies at this
stage the time ordering of the composite operators H(t). If, as is the case
in quantum electrodynamics, the Hamiltonian contains only even powers of
Fermi operators, it can be replaced by what is known as the Wick’s time-
ordering operator, which time-orders the field operators. It is in this sense
that we shall use T in the following. The time-ordered product T'(...) orders
the factors so that later times appear to the left of earlier times. All Bose
operators are treated as if they commute, and all Fermi operators as if they
anticommute.

We conclude this section with a remark concerning the significance of the
time-evolution operator U’(t, ty), which, in the interaction picture, according
to Eq. (15.2.12), gives the state |1 (¢)) from a specified state |¢(to)). If at time
to the system is in the state |i), then the probability of finding the system at
a later time ¢ in the state |f) is given by

(LU (L, to) i) | - (15.2.20)

From this, one obtains the transition rate, i.e., the probability per unit time
of a transition from an initial state |i), to a final state |f) differing from the
initial state ((i|f) = 0) as,

1t | (U (t,t0) i) | (15.2.21)
0

15.3 The S Matrix

15.3.1 General Formulation

We now turn our attention to the description of scattering processes. The
typical situation in a scattering experiment is the following: At the initial
time (idealized as t = —c0), we have widely separated and thus noninteracting
particles. These particles approach one another and interact for a short time
corresponding to the range of the forces. The particles, and possibly newly
created ones, that remain after this interaction then travel away from one
another and cease to interact. At a much later time (idealized as t = o0),
these are observed. The scattering process is represented schematically in
Fig. 15.1. The time for which the particles interact is very much shorter than
the time taken for the particles to travel from the source to the point of
observation (detector); hence, it is reasonable to take the final and initial
times as t = +oo, respectively.
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Fig. 15.1. Schematic representation of a general
scattering process. A number of particles are inci-
dent upon one another, interact, and scattered par-
ticles leave the interaction region. The number of
scattered particles can be greater or smaller than
the number of incoming particles

At the initial time ¢; = —oco of the scattering process, we have a state |4)
corresponding to free, noninteracting particles
[(=00)) = 1) .

After the scattering, the particles that remain are again well separated from
one another and are described by

[1(00)) = U’ (00, —00) i) . (15.3.1)
The transition amplitude into a particular final state |f) is given by
(flo(00)) = (fIU" (00, —00) |i) = (f| S |i) = Sys . (15.3.2)

The states |i) and |f) are eigenstates of Hy. One imagines that the interaction
is switched off at the beginning and the end. Here, we have introduced the
scattering matrix, or S matrix for short, by way of S = U(o0, —00),

oo —i n [e%e] )
S = Z ( n!) / dtl/ dty ... (15.3.3)
n=0 > -

X/OO dtnT(H](tl)H](tg)...H](tn)) .

—0o0
If the Hamiltonian is expressed in terms of the Hamiltonian density, one
obtains

S

i (_l)n//d4$1d4$nT(H1($l)H1(:€n))

n!
n=0 (15.3.4)

=T (exp (—i/d4x(H1(x))>) :

Since the interaction operator is Lorentz invariant, and the time ordering
does not change under orthochronous Lorentz transformations, the scatter-
ing matrix is itself invariant with respect to Lorentz transformations, i.e.,
it is a relativistically invariant quantity. In quantum electrodynamics, the
interaction Hamiltonian density appearing in (15.3.4) is

Hi=e: p(x)y'p(x)Au(z) : . (15.3.5)
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The unitarity of U(t,t9) (see (15.2.14b)) implies that the S matrix is also
unitary

SSt =1 (15.3.6a)

Sts =1 (15.3.6b)
or, equivalently,

>SS =0y (15.3.7a)

> 85 Sni =0y (15.3.7b)

To appreciate the significance of the unitarity, we expand the asymptotic
state that evolves from the initial state |¢) through

1h(c0)) = Si) (15.3.8)

in terms of a complete set of final states {|f)}:

Zlf (flw(o0 Zlf S - (15.3.9)

We now form

(h(00)|tr(00)) =D 1S =D _ISril* =1, (15.3.10)
7

f

where we have used (15.3.7b). The unitarity of the S matrix expresses conser-
vation of probability. If the initial state is |i), then the probability of finding
the final state |f) in an experiment is given by |S jz| . The unitarity of the
S matrix guarantees that the sum of these probabilites over all possible fi-
nal states is equal to one. Since particles may be created or annihilated, the
possible final states may contain particles different to those in the initial
states.

The states |i) and |f) have been assumed to be eigenstates of the unper-
turbed Hamiltonian Hy, i.e., the interaction was assumed to be switched off.
In reality, the physical states of real particles differ from these free states.
The interaction turns the “bare”states into “dressed”states. An electron in
such a state is surrounded by a cloud of virtual photons that are continually
being emitted and reabsorbed, as illustrated in Fig. 15.2. 2

2 In order that the energy spectrum of the bare (free) particle be identical to that of
the physical particle, the Lagrangian density of the Dirac field is reparameterized
as

L =9 — mp)y — e A + dmapip

with the renormalized (physical) mass mgr = m + dm. The Hamiltonian density
then includes an additional perturbation term —dma1). In the lowest order pro-
cesses treated in the next section, this plays no role. It will be analysed further
when we come to the topic of radiative corrections in Sect. 15.6.1.2.
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By D

Fig. 15.2. The propagation of a real (physical) electron involves the free propaga-
tion and the propagation that includes the additional emission and reabsorption of
virtual photons. The significance of the different lines is explained in Fig. 15.3.

The calculation of the transition elements between bare states i) and
|f) can be justified by appealing to the adiabatic hypothesis. The interaction
Hamiltonian H;(¢) is replaced by H;(t)((t), where

lim ¢(t)=0 and ((t)=1 for —-T<t<T,
t—+oo

i.e., at time t = —oo one has free particles. During the time interval —oo <
t < T, the interaction turns the free particles into physical particles. Thus,
in the time interval [T, T], we have real particles that experience the total
interaction Hp(t). Since the particles involved in a scattering process are
initially widely separated, they only interact during the time interval [—T, 7],
which is determined by the range of the interaction and the speed of the
particles. The time 7" must, of course, be much larger than 7: T > 7. The
assumption of the adiabatic hypothesis is that the scattering cannot depend
on the description of the states long before, or long after, the interaction. At
the end of the calculation one takes the limit 7" — oo. If one is calculating a
process only in the lowest order perturbation theory at which it occurs, one
uses the entire interaction for the transition and not to convert the bare state
into a physical state. In this case, one can take the limit 7" — oo from the
outset, and use the full interaction Hamiltonian in the whole time interval.

The types of transition processes are determined by the form of the inter-
action Hamiltonian. If the initial state contains a certain number of particles,
then the effect of the term of nth order in S (Eq.(15.3.4)) is the following: The
application of Hj(x, ) causes some of the original particles to be annihilated
and new ones to be created. The next factor Hy(z,—1) leads to further anni-
hilation and creation processes, etc. It is necessary here to integrate over the
space—time position of these processes. We will elucidate this for a few exam-
ples taken from quantum electrodynamics. Here, the interaction Hamiltonian
density is

Hi(x) =e: P(x)A(x)(x) : (15.3.11)

with the field operators
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1/2
V() = Z (Vﬂ; ) (bypte,(P) e P 4 dipr(p) ) (15.3.12a)
_ m 1/2 . .
HORSS (V Ep) (blp, (p) €7* + d, 1w, (p) e ') (15.3.12b)

3 1/2
Ay =) "> ( 2V1|k|> (k) (a,\(k)e_i’“ + aL(k)ei’“). (15.3.12¢)
k A=0

As in previous chapters, at this stage it is useful to introduce a graphical rep-
resentation, shown in Fig. 15.3. A photon is represented by a wavy line, an
electron by a full line, and a positron by a full line with an arrow in the oppo-
site time direction. If the particle interacts with an external electromagnetic
field, it is similarly represented to a photon line, with a cross®

XANNNNNN

photon electron positron external field

Fig. 15.3. The lines of the Feynman diagrams; the time axis points upwards

15.3.2 Simple Transitions

We first discuss the basic processes that are brought about by a single factor
H;(z). The three field operators in Hj(x) can be split into components of
positive and negative frequency, yielding a total of eight terms. For example,
the term 1+ annihilates an electron, while ¢~ creates a positron. The term
eth™ (x) AT (z)y* (z) annihilates a photon and an electron originally present at
x, and once more creates an electron at x. This process is represented by the
first diagram in Fig. 15.4. One could also describe this as the absorption of a
photon by an electron. If one instead takes the summand A~ from the photon
field, one obtains a transition in which a photon is created at the position =,
in other words, a process in which an electron at x emits a photon (the first of
the lower series of diagrams in Fig. 15.4). The other six elementary processes
are also shown in this figure. It is not necessary to discuss each of these in
detail; we shall select just one. The third diagram of the lower series stems
from eypt A=9)T and represents the annihilation of an electron—positron pair,

3 As already mentioned elsewhere, these graphical representations are more than
just simple illustrations: In the form of Feynman diagrams they prove to be
unambiguous representations of the analytical expressions of perturbation theory.
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The elementary processes of the QED vertex

Hi(@)=e: (7 + 07 ) (4T + 47 ) (97 +97 )
~— ~— =~~~ ~—
ann et cre— ann-y cry ann e cret
- +
e e
et e
Photon
absorption A
Y e Y et e % et Y
e v el Y ¥
Photon
emission ot o
e~ et e~ et \y
e scattered et scattered Pair Pair
by a photon by a photon annihilation creation

Fig. 15.4. The elementary processes of the QED vertex; the time axis points up-
wards

i.e., the transition of an electron and a positron into a photon. The range of
possible processes is determined by the form of H;(x) and its powers. The
points on the diagrams at which particles are incident or are emitted (i.e.,
are created or annihilated) are also known as vertices.

Figure 15.5 shows processes of various order, all of which are possible for
an initial state consisting of an incoming electron and an incoming positron.
Figure 15.5a shows the noninteracting motion described by the zeroth-order
term. Figure 15.5b shows the second-order interaction in which the electron
emits a photon which is absorbed by the positron. This process likewise con-
tains the emission of a photon by the positron and its absorption by the
electron. This process leads to a final state that once again contains an elec-
tron and a positron, hence it describes the scattering of an electron—positron
pair. The diagram is of second order with two vertices. At higher orders
of perturbation theory, the electron and positron can interact to produce
the fourth-order scattering process represented in Fig. 15.5¢. In the diagram
shown in Fig. 15.5d, the positron propagates without interaction. The elec-
tron first emits a photon and then experiences a deflection due to an external
potential. The final state consists of an electron, a positron, and a photon.
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Initial state e +e™

Scattering:

Bremsstrahlung: Pair annihilation:

Y Y
- +
e
¢ e et
e) £)

Fig. 15.5. Examples of reactions having as the initial state electron plus positron:
a) motion of noninteracting electron and positron; b) scattering of electron and
positron; c) fourth-order scattering, exchange of two photons; d) Bremsstrahlung
of the electron in the presence of an external field; the positron here propagates
without interaction; e) pair annihilation in the presence of an external time-varying
field whose frequency is equal to the energy of the ete™ pair; f) pair annihilation
with a final state containing two photons

Q)

One refers here to the bremsstrahlung of the electron in the presence of the
external field. In Fig. 15.5e an external field causes the annihilation of the
electron—positron pair. In order that this process may really happen, the
frequency of the external field must be high enough that it at least equals
the energy of the electron—positron pair. The diagram given by Fig. 15.5f
represents pair annihilation, the final state consisting of two photons.

We should now like to establish the transition probabilities for these pro-
cesses. In order to determine the energy, momentum, and angular dependence
of the individual transitions, one has to calculate the matrix elements. The
procedure is similar to that for calculating the correlation functions in non-
relativistic many-particle physics. One has to re-order the creation and anni-
hilation operators, using the commutation and anticommutation relations, in
such a way that all annihilation operators are on the right, and all creation
operators on the left. The effect of an annihilation operator on the vacuum
state to the right is to yield zero, as is the effect of a creation operator acting
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to the left. In a transition from a state |i) to a state |f), there are contri-
butions only from those summands of products in T (H(x1)...H(z,)) for
which the creation and annihilation operators exactly compensate one an-
other?. The commutation of annihilation operators to the right then yields
finite contributions from commutators or anticommutators. As will emerge,
these can be expressed in terms of propagators. Thus, the result for the
transition amplitude has the following structure: If the diagram consists of
vertices at positions 1, ... ,z, and of incoming and outgoing particles, then
the result is a product of propagators and this product is to be integrated
over all positions of the vertices z1,... ,z,.

For simple processes it is easy to carry out the procedure that we have
sketched step by step. In so doing, we find a set of rules which enable an
analytical expression to be assigned to every diagram. These are known as the
Feynman rules. To derive the Feynman rules systematically, one needs Wick’s
theorem, which allows an arbitrary time-ordered product to be represented
by a sum of normal ordered products. The lines in the Feynman diagrams
that correspond to incoming and outgoing particles are known as external
lines, and the others are called internal lines. The particles represented by
internal lines are termed virtual particles.

In the diagram of Fig. 15.5f, the internal line can be viewed either as the
motion of a virtual electron from the left- to the right-hand vertex, or as the
motion of a positron from the right- to the left-hand vertex. To obtain the
total transition probability, one must integrate over all space—time positions
of the two vertices. Both processes are described by the Feynman propagator
that analytically represents this internal line (see also the discussion at the
end of Sect. 13.1).

*15.4 Wick’s Theorem

In order to calculate the transition amplitude from the state |i) to the state
|f), one needs to determine the matrix element (f|S |i). If one considers a
particular order of perturbation theory, one has to evaluate the matrix el-
ement of a time-ordered product of interaction Hamiltonians. Of the many
terms in the perturbation expansion, contributions come only from those

4 If, for example, the initial state |i) contains an electron with quantum numbers
(p,r) and a photon with (k, A), then it is of the form

i) = blpal (k) [0) ,

whereas the final state |f) with particles (p’,r’) and (k’, \") appears in bra form
as

<f| = <0| ay (k/)b'r/p/ .
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whose application to |i) yields the state |f). Hence, (apart from the possi-
bility of individual particles moving without interaction) the corresponding
perturbation-theoretical contribution to the S matrix must contain those an-
nihilation operators that annihilate the particles in |i) and those creation
operators that create the particles in |f). In addition, a general term in S
will also contain further creation and annihilation operators responsible for
the creation and subsequent annihilation of virtual particles. These particles
are termed virtual because they are not present in the initial or final states;
they are emitted and reabsorbed in intermediate processes, e.g., the photon
in Fig. 15.5b. The virtual particles do not obey the energy—momentum rela-
tion, p? = m?, valid for real particles, i.e., they do not lie on the mass shell.
As already mentioned in the previous section, one can calculate the value of
such matrix elements of S by using the commutation relations to move the
annihilation operators to the right. Instead of carrying out this calculation
for every single case individually, it is helpful to rewrite the time-ordered
products so that they are normal ordered from the start, i.e., so that all an-
nihilation operators are to the left of all creation operators. Wick’s theorem
tells us how an arbitrary time-ordered product can be represented as a sum
of normal ordered products. Wick’s theorem is the basis for the systematic
calculation of pertubation-theoretical contributions and their representation
by means of Feynman diagrams.
Since the Hamiltonian density of a normal ordered product is

H(z) = e: P(z)A(2)d(z) :, (15.4.1)
the nth-order term of S has the form

5(n) :(_:!3)” / day .. d'z,
XT (: (@) A(z) (1) « oot () A(n) () )
(15.4.2)

this type of time-ordered product of partially normal ordered factors is known
as a mired time-ordered product.

In order to facilitate the formulation of Wick’s theorem, we summarize
a few properties of the time-ordered and normal ordered products that were
introduced in Eqgs. (13.1.28) and (13.4.12).

For given field operators Aj, As, As, ..., one has (see Eq. (13.1.18c¢)) the
distributive law

: (Al + A2)A3A4 =1 A1A3Ay + As A3 Ay

15.4.3
=: A1A3A, 4+ AyA3A, ¢ . ( )

The contraction of two field operators A and B, such as ¢(x1),%1(23), or
A*(x3),. .., is defined by

AB=T(AB)—: AB : . (15.4.4)
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It is easy to convince oneself that such contractions are ¢ numbers: According
to the general definition, T(AB) orders the operators A and B chronologi-
cally, and, for the case of two Fermi operators, introduces a factor (—1).
Since the commutator or the anticommutator of free fields is a ¢ number,
T(AB) — AB is also a ¢ number, and the same is true of : AB : —AB
and the difference (15.4.4). Since the vacuum expectation value of a normal
ordered product vanishes, it follows from (15.4.4) that

AB = (0| T(AB)|0) . (15.4.5)

With this, the most important contractions are already known as a result
of the Feynman propagators evaluated in (13.1.31), (13.4.16), and (14.5.19).
For the real and the complex Klein—Gordon field, for the Dirac field, and for
the radiation field, respectively, we find the following:

d(z1)p(22) = 1Ap(z1 — 22)

¢($1)¢T_(1?2) = ¢T($3)¢(171) =1Ap (21 — 22)
Va(@1)Y5(22) = —Yp(22)Ya(21) = iSFas(r1 — 72)
AP (1) A (o) = 1D (21 — x2) .

(15.4.6)

Furthermore, we also have

(1) (2) = Y(w1)h(z2) =0
Y(x1)p(z2) =0, P(x1) A" (z2) =0 etc.

¢ (21)0 (x2) =0, Y5 (21)yF(22) =0, PE (21)Y* (22) = 0
G(z1)h(z2) =0, (15.4.7)

since all these pairs of operators either commute or anticommute with one
another. We recall that, in the interaction representation, the fields in H(x)
are free Heisenberg fields. According to Eq. (15.4.4), the time-ordered product
of two field operators can be represented in normal ordered form as follows:

T(AB)=: AB : + AB . (15.4.8)

We now define what is known as the generalized normal product (normal
product with contractions) of the field operators A = A(z1), B = B(x2), ...,
which also contains within itself contractions of these operators:

: ABCDEF...KL... :=(-1)" ACDLEF...: BK... :, (15.4.9)

where P is the number of the individual permutations of Fermi operators
that is necessary to obtain the order ACDLEF ... BK .... For example,

: 11_104(501)14”(502)1/15(1?3)1/17(_504)14”(1?5)1/75(506) :
= (=1)Yp(@3)vs(6) : Yalw1)A¥ (22)1)y (24) A (25) .

We are now in a position to formulate Wick’s theorem both for pure
time-ordered products and for mixed time-ordered products.

(15.4.10)
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1st Theorem: The time-ordered product of the field operators is equal to the
sum of their normal products in which the operators are linked by all different
possible contractions:

T(A1A2A3 e An) = A1A2A3 . An .
4+ A1AyAs . A, 4+ AjASAs AL i+t AlAQ...An_lAn :
4+ A1 Ay A3A, . A, .+ AAs .An_gAn_2An_1An :

o
(15.4.11)

In the first line there are no contractions, in the second, one, in the third,
two, etc.

2nd Theorem: A mixed T product of field operators is equal to the sum of
their normal products in the form (15.4.11), with the difference that the sum
does not include contractions between operators that occur within one and
the same normal product factor. For example, we have

T(11 2 hotharhy 2) =

D U1Yat3ts P13 h1hatbahy 4 hribotbstby o
(15.4.12)

The proof of Wick’s theorem is not essential for its application. Hence, the
remainder of this section, which presents a simple proof, could be omitted.

We first prove the 1st theorem, Eq. (15.4.11), for the case in which the
operators of the product A;As ... A, are time ordered from the outset. We
will show that the general case can be reduced to this special case. We now
express the field operators in terms of their positive and negative frequency
components. We divide this product, which occurs in time-ordered form from
the outset, into a sum of products of positive and negative frequency parts.
We select one such term arbitrarily; this is time ordered but, in general, not
normal ordered. We then re-order its factors in the following way: The left-
most creation operator that is not in normal order is moved step-by-step to
the left by permuting it successively — through commutation or anticommu-
tation — with each of the annihilation operators that appear to the left of
it. This procedure is then repeated for the next non-normal ordered creation
operator and continued until all operators have become normal ordered. For
each of these permutations one obtains, from (15.4.8) and the definition of
the normal ordered product,

AF A =T(AFAL) = AF A, +AT AL

15.4.13
=+A AT + AT A, ( )
where the lower sign applies when both operators are Fermi operators. In
the final result, each of the summands is in normal ordered form with a sign
that is determined by the number of pairs of Fermi operators that have been
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permuted. These signs can be eliminated from the expression if one writes
each of the summands in the time-ordered (original) sequence and subjects
it to the normal-ordering operation : ... : (see, e.g., (15.4.13), where one can
write £4, A =: Af A, :). The result now closely resembles the expression
(15.4.11) except for the fact that not all contractions appear; it includes
only those between the “wrongly” positioned (non-normal ordered) operators.
However, since the contraction of two operators that are both time ordered
and normal ordered vanishes, we can add all such contractions to the result
and thus, using the distributive law, we obtain the sum of normal ordered
products with all contractions. We have thus proved (15.4.11) for the time
sequence t1 > ... > t,. We now consider the operators A;As ... A, and an
arbitrary permutation P(A;As ... A,) of these operators. On account of the
definition of the time-ordering and normal-ordering operations, we have

T (P(A1Ay.. . Ay)) = (=1)"T(A1 A, ... A) (15.4.14a)
and
c P(A1Ay .. Ay) 1= (=17 AjAy . A, (15.4.14D)
with the same power P. Hence, we have demonstrated theorem 1, Eq. (15.4.11),
for arbitrary time ordering of the operators A,..., A,.
Theorem 2 is obtained from the proof of theorem 1 as follows: The partial
factors : AB... : within the mixed time-ordered product are already normal

ordered. In the procedure described above for constructing normal order-
ing there is no permutation, and thus no contraction, of these simultaneous
operators. The contractions of these already normal ordered, simultaneous
operators — which would not vanish — do not occur. This proves theorem 2.

15.5 Simple Scattering Processes, Feynman Diagrams

We shall now investigate a number of simple scattering processes, for which
we will calculate the matrix elements of the S matrix. In so doing, we will
encounter the most important features of the Feynman rules, which have
already been mentioned on several occasions. In order of increasing complex-
ity, we will study the first-order processes of the emission of a photon by
an electron and the scattering of an electron by an external potential (Mott
scattering) and, as examples of second-order processes, the scattering of two
electrons (Mgller scattering) and the scattering of a photon from an electron
(Compton scattering).

15.5.1 The First-Order Term

Taking the simplest possible example, we consider the first-order contribution
to the S matrix, Eq. (15.4.14)
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S = —ie/d4x s p(x) A(2)Y(x) - (15.5.1)

with the field operators from Eq. (15.3.12). The possible elementary processes
that result have already been discussed in Sect. 15.3.2 and are represented
in Fig. 15.4. Of the eight possible transitions, we consider here the emission
of a photon «y by an electron (Fig. 15.6), or, in other words, the transition of
an electron into an electron and a photon:

e —e +7v.

Fig. 15.6. The emission of a photon 7 from an electron
e~ . This process is virtual, i.e., only possible within a
e diagram of higher order

The initial state containing an electron with momentum p
i) = |e"p) = bl,|0) (15.5.2a)

goes into the final state containing an electron with momentum p’ and a
photon with momentum k’

1f) = le P/, 7K) = bl el () ]0) . (15.5.2b)

The spinor index r and the polarization index A are given for the creation
operators, but for the sake of brevity are not indicated for the states. The
first-order contribution to the scattering amplitude is given by the matrix
element of (15.5.1). Contributions to (f| S™ |i) come from v (z) only through
the term with b,p, from ¢ (z) only through the term bl,p,, and from A(z) only

through a(k’):
>
m = N aip'z
<VEP/) e ‘|

1 2 N ik
W 15.5.
(2V|k,|) eanK)e ] (15.5.3)

() o]

The integration over z leads to the conservation of four-momentum and thus
to the matrix element

<ﬂyﬂm:—m/&x

x Ayt

X
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1 1 1
Oy — —@msO0 w8 —of ™V ™ V(L )
1501 =-en's0e 1 -0 (5 ) (V) (o)

xietiy (p' )7 exu (k' = p — P')ur(p) - (15.5.4)
The four-dimensional § function imposes conservation of momentum p’ =
p — k’ and of energy E,_x + |k'| = Ep. For electrons and photons, the
latter condition leads to k- p/|k’[|p| = /1 + m2/p2. In general, this cannot
be satisfied since the two end products would always have a lower energy
than the incident electron. The condition of energy—momentum conservation
cannot be satisfied for real electrons and photons. Thus, this process can only
occur as a component of higher-order diagrams. A preliminary comparison of
Fig. 15.6 with Eq. (15.5.3) shows that the following analytical expressions can
be assigned to the elements of the Feynman diagram: To the incident electron
u,(p)e™ P, to the outgoing electron @, (p')e? *, to the vertex point —iey”, to
the outgoing photon ey, (k')e’*'*, and, in addition, one has to integrate over
the position of the interaction point z, i.e., the vertex point is associated with
the integration f d*x. Carrying out this integration over x, one obtains from
the exponential functions the conservation of four-momentum (27)*6® (p +
k' —p), and hence one obtains finally the following rules in momentum space:
Assigned to the incident electron is u,(p), to the outgoing electron @, (p’), to
the outgoing photon €$ (k’), and to the vertex point —iey® (2m) 6@ (' +k'—p).

15.5.2 Mott Scattering

Mott scattering is the term used to describe the scattering of an electron by
an external potential. In practice, this is usually the Coulomb potential of a
nucleus. The external vector potential then has the form

AF = (V(x),0,0,0)) . (15.5.5)
The initial state
i) = bl |0) (15.5.6a)
and the final state
_pf
[f) = bpp 10) (15.5.6b)

each contains a single electron. The scattering process is represented dia-
grammatically in Fig. 15.7.

Fig. 15.7. Mott scattering: An electron e~ is scattered by an
e external potential
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The S-matrix element that follows from S in Eq. (15.5.1) has the form

m é Fi
15010 = —ie [ ate () a e

1

* V(X)<Vn;p) elp)e (15.5.7)
(5]
x M2r6(p° — p'°) .
Here,
M =t (p' )7 ur(p) (15.5.8)

is the spinor matrix element. In the calculation of the transition probability

| (fI SM) |d) |27 formally the square of a d-function appears. In order to give
meaning to this quantity, one should recall that the scattering experiment is
carried out over a very long, but nonetheless finite, time interval T and that
27d(E) should be replaced by

T/2
216(E) — Pt (15.5.9)
T/2

The square of this function is also encountered in the derivation of Fermi’s
golden rule

/T/2 dte'P! 2 — (BT g 27T sin® BT/2) _ 21TS(E)
e g™ 2 ) T\ gprry2 ) '
(15.5.10)

Here we have used the fact, detailed in QM I, Egs. (16.34)—(16.35), that the
final expression in brackets is a representation of the §-function:

. . sin? ET/2
111_{1;05T(E) = lim < TE2T/2 > =J4(E)

In briefer form, this justification may also be presented as
T/2 _ T/2 .
lim dt e'F? / dt 'Ft = 27 T§(F) (15.5.10)
T—oo J_T/2 T/2

where the limit of the first factor is expressed by 27 (E), which for the second
integral then yields f_Tj/,iQ dte® =T.

The transition probability per unit time I ; is obtained by dividing | {f| S |3) &
by T (Eq. (15.5.7)):
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o o m 2 2 2177 o 2
Iy = 208(E E)(VE) M2 |V (p - p)| (15.5.11)
The differential scattering cross-section is defined by
do  dN(£2)
00" Nod? (15.5.12)

where dN(§2) is the number of particles scattered into the element of solid
angle df2 , and Nj, is the number of particles incident per unit area (see
Fig. 15.8). The differential scattering cross-section (15.5.12) is also equal to
the number of particles scattered per unit time into d{2 divided by the inci-
dent current density ji, and by df2:

do  dN(2)/dt
= . 15.5.12
an jind 2 ( )
In addition to the transition rate I;¢ that has already been found, we also
need to know the incident flux and the number of final states in the element
of solid angle df2. We will first show that the flux of incident electrons is
given by JEP‘I/. In order to do so, we need to calculate the expectation value

of the current density

@) = B h(a) : (15.5.13)

in the initial state

i) = |e”,p) = bl,|0) .

We obtain
. _ mo_ H
(e7opli"@) |emp) = | w0 ) = (15.5.14)
where we have used the Gordon identity (Eq. (10.1.5))
_ 1 _ .
)y ur () =, 8r(p) [(p+ @) +i0™ (0 = 9), Jur (q) -
The incident current density ji, is thus equal to
, p|
g 15.5.15
Jin VE, ) ( )
p/
d*p Fig. 15.8. Scattering of
40 an electron with momen-
tum p by a potential. The
9 momentum of the scat-
> tered electron is p’, the

angle of deflection ¥, and
p the solid angle d{2
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which, as might be expected, is the product of the particle number density
+ and the relative velocity g’i To determine dN({2) per unit time, we need
the number of final states in the interval d®p’ around p’. Since the volume of

momentum space per momentum value is (27T)3 /V, the number of momentum
states in the interval d3p’ is

By VIp'Pdp'lde  V|p/|E'dEdQ

= , 15.5.16a
(2m)*/V (2m)® (2m)® ( )
where we have used
/d / ld /
E,:\/p,2+m2 and g — PldPl o 1p'ldlp] (15.5.16b)
VP +m? B

Inserting Eqgs. (15.5.11), (15.5.15) and (15.5.16a) into the differential scatter-
ing cross-section (15.5.12")°, one obtains the cross-section per element of solid
angle df2, by keeping df? fixed and integrating over the remaining variable
El

do NS .2 1 V|p/|E'dE’
i~ [ B =BV ) M —pr gy T

em\ 2 ~ 2
= (5 ) MEVE =2 =il
(15.5.17)

where the conservation of energy, expressed by §(F— E’), yields the condition
|p’| = |p| for the momentum of the scattered particle. The Fourier transform
of the Coulomb potential of a nucleus with charge Z, in Heaviside-Lorentz
units,’

Ze
Vix) = 4|x]|
reads:
~ Ze
V(ip-p)= 2 (15.5.18)
Ip—p/|

For the sake of simplicity, we assume that the incident electron beam is
unpolarized. This corresponds to a sum over both polarization directions
with the weight ;, ie., ; Zr:1,2' The polarization of the scattered particles
is likewise not resolved, giving a sum ), over the two polarization directions
of the final state. Under this condition, inserting (15.5.8) and (15.5.18) into
(15.5.17), yields for the differential scattering cross-section

5 dN(02 v 3
d<t ) = Zfed() iy = (27)3 f d*p'Tiy .
p’/€dn
6 See footnote 1 in Chap. 14.
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do 2 (Ze)?
= ( ) ZZW )70, (p)| o ol (15.5.19)
PP i =ipl
Hence, we are led to the calculation of
2
ZZ | (p")7 ur ()|
= Z Z Uproy! 'Ya’aura (p)ﬂrﬁ(p)Vgﬁ’ur’B’ (»")
(15.5.20)

0 zs +m 0 ﬁ/ +m
= Yo' 2 PYBB’
m /.5 2m Bral

4 , T +m)( +m)
where we have used the representations (6.3.21) and (6.3.23) of the projection
operator A, which leads to the trace of the product of v matrices.

Making use of the cyclic invariance of the trace, Try” = 0, {v*,~"}
= 2¢"1, and Try%y#~%y" = 0 for u # v, one obtains

Y@ +m)V @ +m) =Ty’ + mTey’py’ +mTeap'y’ + m? Trl
Ty "By "y + 4m® = pup, Try 94" + 4m®
popy Tr 1 + pkpk Tr 'y %" + 4m?

= 4(p; + pp’ +m”)
= 4(Ej +pp +m?) . (15.5.21)

From the expression for the velocity”,

0E P P

op  /pr+m2 E (15.5.22a)
and |p| =Ev, pp’ = [p|*cos? (for |p'| = [p])

vV =

we gain the following relations:
p— p'|2 = 2p°(1 — cos ¥) = 4p” sin® 129 (15.5.22Db)
and
E*4+p-p +m®=2E" —p2(1 —cos?) = 2E% — 2p2sin2129
p (15.5.22¢)
= 2F? <1 — v?sin? )
2
Inserting (15.5.20), (15.5.21), and (15.5.22a—) into (15.5.19), one finally ob-

tains the differential scattering cross-section for Mott scattering

" E and E, are used interchangeably.
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2 029
do (@Z)"(1 —v?sin® }) (15.5.23)
agn 4F?v*sin® Y ’ o

52
where « is Sommerfeld’s fine-structure constant® o = [°. In the nonrela-
tivistic limit, (15.5.23) yields the Rutherford scattering law, see Eq. (18.37)
in QM I,
do (Za)®

12 = dmvisint ) (15.5.24)

For the scattering of Klein—Gordon particles one has, instead of Eq. (15.5.23),

do  (aZ )?
A2 4E2ptsin* Y’
see Problem 15.2.
In addition to the elements of the Feynman diagrams encountered in the
preceding section, here we also have a static external field A (x), represented

as a wavy line with a cross. According to Eq. (15.5.7), in the transition
amplitude this is assigned the factor A#(x), or in momentum space

Al (q) = / d3re I AL (x) . (15.5.25)

15.5.3 Second-Order Processes
15.5.3.1 Electron—electron scattering

Our next topic is the scattering of two electrons, also known as Mgller scat-
tering. The corresponding Feynman diagram is shown in Fig. 15.9. This is a
second-order process following from the S-matrix term:

2
g2 — (_21') /d4x1 d*axo T (Hr(z1)Hi(z2))

© \2
- (1;) /d4x1 d*ay (15.5.26)

X T (: Y(zr)Al(zr) (1) + ¢ Plao)h(za)p(xs) 2)

Application of Wick’s theorem leads to one term without contraction, three
terms each with one contraction, three terms each with two contractions,
and, finally, to one term with three contractions. The term that contains the
two external incident and outgoing fermions is
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/ dizy dizy + () Al ) ()P () Al (ws) -

= /d49€1 d*zy (@) v ()P (22) Y Y (22)iDpyy (21 — 22) ¢,
(15.5.27)

where Dpy, (21 — x2) is the photon propagator (14.5.19). Depending on
the initial state, this term leads to the scattering of two electrons, of two
positrons, or of one electron and one positron.

We shall consider the scattering of two electrons

e +e — e +e
from the initial state

i) = |e” (p1r1), e (p2r2)) = bl , bl 0. [0) (15.5.28a)

into the final state

1f) = le” (Prri)se” (Phrh)) = bl b, L, 10) (15.5.28b)
Here, there are clearly two contributions to the matrix element of S(). The
direct scattering contribution, in which the operator t(z1)y*¢)(z;) annihi-
lates the particle labeled 1 with spinor w,., (p1) at the position 1 and creates
the particle with spinor u,; (p}). The operator ¢(z2)y"¢(x2) has the same
effect on the particle labeled 2. The other contribution is the exchange scat-
tering. This is obtained when the effect of the annihilation operators remains
as just described, whilst the operator 1 (x1)y*t(z1) creates the particle in the
final state u,, (p3) and the second operator creates the particle in the state
s (p}). These two contributions are shown diagrammatically in Fig. 15.9.
Exactly the same contributions arise when one, instead, exchanges the posi-
tions 7 and zo of the two interaction operators. Since one has to integrate
over x; and x2, one obtains twice the contribution of the two diagrams in
Fig. 15.9. The factor 2 arising from the permutation of the two vertex posi-
tions cancels with the factor .} g5 in S (2). This is a general property of Feynman
diagrams. The factor 1, in S can be omitted when one is summing only
over topologically distinct diagrams.

’ ’ 7’ !
P11 PpaT2

Fig. 15.9. Electron—electron scattering:
(a) direct scattering, (b) exchange scatter-

pir p27'2\
a b) ing
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The S-matrix element for the direct scattering in Fig. 15.9a is

4 1
(FI S iy, /d4x1da:2< i )
Vv EplEszp'lEp;

.7
% C—1P1$1+1P111—1P2$2+1P212

X (g (957"t (p1) (i (95)7" 11 (p2) iD s (1 — 2) -
(15.5.29)

The exchange scattering contribution (b) is obtained by exchanging the wave
functions of the final states in —<f|S(2)|i>a7 so that the wave-function part
has the form

e—1p1m1+1plz2 1p2m2+1p2m1(u , (p2),y Uy, (pl))(’ari (pﬁ)v”uw (pz)) ]
(15.5.30)

The minus sign that appears here is due to the fact that, in the exchange
term, one needs an odd number of anticommutations to bring the creation

and annihilation operators into the same order as in the direct term. If,
—ik(z—z2)

in (15.5.29) one inserts iDpy, (1 — 22) =1 [ d*k ™9, 12 bic , then, after
carrying out the integrations, one obtains
(18P i) = (2m)*6@ (0 + ph — p1 — p2)
1
mi ) 2 (15.5.31)
X Mg+ My)
(V4EP1EP’1EP2 Ep’g

where the matrix elements are given, for the graph 15.9a, by
M, = —e2a(p) )y " u(p1)iD (P2 — Ph)a(ph)y" u(pz) (15.5.32a)

and for the graph 15.9b, by

My, = e*a(py) " u(p1)iDrpuw (p2 — p1)u(p)) u(p2) - (15.5.32b)

The § function in (15.5.31) expresses the conservation of the total four-
momentum of the two particles. Since, in the matrix element M, for the
direct scattering, the photon propagator, for example, has the argument
k = pa — py = pi — p1, the four-momentum of the particles is conserved
at every vertex. Hereby, we fix the orientation of the photon momentum
of the internal line to be from right to left. In principle, the orientation of
the photon momentum is arbitrary since Dpy, (k) = Dpu(—k); however,
one must select an orientation so that one can monitor the conservation of
momentum at the vertices. The Feynman diagrams in momentum space are
shown in Fig. 15.10.

The Feynman rules can now be extended as follows: To every internal
photon line with momentum argument k, with end points at the vertices *

and v, assign the propagator iDp,,, (k) = 1k2q_’;l"é
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ror o i ror

N 7 Fig. 15.10. Feynman diagrams
/ in momentum space for electron—
Lash P2 electron scattering a) direct scat-

a) b) tering, b) exchange scattering

We now turn to the evaluation of the matrix element (15.5.32a), which is
now lengthier than for Mott scattering. Instead of going through the details
of the calculation, we refer the reader to the problems and the supplementary
remarks at the end of this section and discuss the final result. The relation
between the differential scattering cross-section and the matrix element M
in the center-of-mass system for two fermions with mass m; and ms is given,
according to Eq. (15.5.59), by

do 1 mimso 2

42y, = @r)? |M=, (15.5.33)
where Fiot is the total energy. Inserting the results (15.5.37)—(15.5.43) into
(15.5.33), one obtains for the scattering cross-section in the center-of-mass
frame (Fig. 15.11) the Mgller formula (1932)

do  o?(2E? —m?)?
d$2  4AE2(E? —m?2)?

x( 4 3 +(E2—m2)2 (1+ 4 ))
sin®®  sin?9  (2E%2 —m?)? sin* 9 '

In the nonrelativistic limit, £? ~ m?, v? = (E? — m?)/E?, this yields:

(15.5.34)

do (a)2 1 ( 1 1 1 )
_ " - (15.5.35)
4| a0 49 .29 9 |
2|, m/ 4v* \sin® ) cos?y  sin® J cos? |
p1=(E,p)
v Fig. 15.11.
Kinematics of

p2 = (E,—p) the scattering
of two identical
particles in the
center-of-mass
system
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a formula that was originally derived by Mott (1930). It is instructive to
compare this result (15.5.35) with the classical Rutherford-scattering formula

do a’m? 1 1
2 16|pl4 {sim4 g + cos? g } ' (15.5.36)
This classical formula contains the familiar sin™* g term, but also an ad-
ditional cos™* g term, since here we are considering the scattering of two
(identical) electrons. If one observes the scattering at a particular angle 9,
then the probability of observing the electron incident from the left is propor-
tional to sin ™4 g. The probability that the electron incident from the right is
scattered into this direction is, as can be seen from symmetry considerations,
proportional to

S < 9 )—COS 9

Classically, these probabilities simply add, which leads to (15.5.36). In the
quantum-mechanical result (15.5.35), however, an additional term arises due
to the interference between the two electrons. In quantum mechanics it is the
two amplitudes, corresponding to the Feynman diagrams 15.9a and 15.9b,
that are added. The scattering cross-section is then obtained as the absolute
magnitude squared. The minus sign in the interference term results from the
Fermi statistics; for bosons one obtains a plus sign.
In the extreme relativistic case, ﬁ — 00, from (15.5.34) we have

do| a? ( 4 2 N 1>
2|, E? \sin*9 sin?0 4
a? 1 1
_ ] 15.5.37
4F?2 <sin4g + cos‘“Q9 + ) ( )
_o® (3+cos?V)?
- 4F? sin* 9

Supplement: Calculation of the differential scattering cross-section for
electron—electron scattering. For the scattering cross-section, we need

IM|? = |IMg|* + |IMp|* + 2ReM M (15.5.38)
from (15.5.32a,b) with iDp,,, (k) = ;211’*1'; We assume an unpolarized electron

beam that scatters from likewise unpolarized electrons and, furthermore, that
the polarization of the scattered particles is not registered; this implies the
summation } >, > Dot 2oy = izrwg. For the first term in (15.5.38)

we obtain
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2
e _ _
Mal2 =" > iy (04)7" 1t (01) iy, () Vit (P2)

X U, (p1)7y uri(p'l)urz(m)%ur;(]?'z)[(p, )2
-
4
e _ y _
=, D T ()7 gy (1) (057", (1)
- (15.5.39)
_ ) 1
x urz(pz)%ur;(p'z)urg(p'z)wurz(pz)[(p, )
1~ M1
et Pi+m  pr+m
= Tr(~,"
4 r<"y 2m T 2m )
! 1
“ Tv ,YVISQ‘FTR/YMISQ‘FW )
2m 2m ) [(py —p1)?]

The second term of (15.5.38) is obtained by exchanging the momenta p} and
ph in |M,|?:

My|? = [Ma|? (py < p5) (15.5.40)
and the third is
e? 1
Re(M M) =
( 2 4 Z (Py — p2)?(Py — p1)?

Ti,T;

< Ro [u (0t (01 (Pt (p2)

X Ty (P1)Y Uy (1) Ty (D2) Y0ty (p’z)]
et 1
4 (p} — p2)?(ph — p1)?
+m  pr+m Py +m P+ m
v %}51 %15 y J2 7“]5 _
2m 2m 2m 2m

(15.5.41)

In the final expression here, it is possible to omit the Re since its argument is
already real. There still remains the evaluation of the traces: For Eq. (15.5.39)
one needs

Tr (o (§1 +m)vu(pr +m)) = 4(guwm® + pruph, +p1bi, — Guby - 1) -
(15.5.42)

In Eq. (15.5.41) we encounter

Yo (B + M)y (b1 +m)y” = =217, + 4m(p1y + pl,) — 2mPy,
(15.5.43)
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and

Tr (3, (B, 4+ m)yu (P + m)y” (B + m)y" (P2 + m))
= Tr (=217 + 4m(pr + P — 2my,) (B + m)y* (P2 +m))

= Tr( = 2p1(4py - py — 2mppy) (P2 + m) + Am(p + m)(P1 + p1) (P2 + m)

—2m?va¢g+4mx¢2+nw)

= 16(—2p1-pa P -Ph+m>pr1-pi+m> (p1+p}) - (p2+ph)+m>pa-ph—2m?) .
(15.5.44)

The formulas (15.5.38)—(15.5.44) were used in going from (15.5.31) to (15.5.34).

*15.5.3.2 Scattering Cross-Section and S-Matrix Element

In many applications, it is important to have a general relation between the
scattering cross-section and the relevant S-matrix element.

We consider the scattering of two particles with four-momenta p;, =
(Ei,pi), ¢ = 1,2, which react to yield a final state containing n particles
with momenta p’f = (E},p}), f = 1,...,n. For brevity, we suppress the
polarization states. The S-matrix element for the transition from the initial
state |¢) into the final state |f) has the form

(FIS1i) = 05+ (26 (3o py = D pi)
1/2 1/2
<11 (21/113) 11 <2V1E/f) IT em)'/2m. (155.45)

A f external
fermions

The final product [, ormal formions(2772) /2 stems from the normalization fac-
tor in (15.3.12a,b) and contributes a factor (2m)*/? for every external fermion,
whereby the masses can be different. The amplitude factor M =Y >° | M)
is the sum over all orders of perturbation theory, where M) stems from
the term S, The four-dimensional § function is obtained for an infinite
time interval and an infinite normalization volume. As was the case for Mott
scattering, it is convenient to consider a finite time interval T as well as a
finite volume. One then has

@2m)* W vy = )

/2 o (15.5.46)
— lim / dt/ Bt ori=2p)
T—oo,V—oo J_rya Jv
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and

T/2 _ ) 2
lim / dt/ d3g e (2P =2 pi)

=TV WO 0= ).
This leads to a transition rate or, in other words, a transition probability per

unit time, of

_ I8ml?
T

1
e~ (v, ) (s

< [ @m)ImP?. (15.5.48)

external
fermions

wy; is the transition rate into a particular final state f. The transition rate
into a volume element in momentum space [[; d®p] is obtained by multiplying
(15.5.48) by the number of states in this element

|S]? d*p)
[] . 15.5.4
A S AP (15.5.49)

The scattering cross-section is the ratio of the transition rate to the incident
flux. In differential form this implies

|Spil? V d*p
do = v
T T vrell;[ (2m)?

1
— 45(4) o )
@2m)*sW (> ) ZPZ)4E1Ezvre1
< [I @ H 3E, IM|? (15.5.50)

external f
fermions
! [T @m)MmPde
= m n
4fEl-E2’U1re1 i
external
fermions

The normalization is chosen such that the volume V contains one particle
and the incident flux equals v,o1/V, with the relative velocity vye. In the
center-of-mass frame (ps = —p1), the relative velocity of the two incident
particles is

Pl | P2 p Ey + Es

_|_

rel = = 15.5.51
1 E]_ E2 | 1| E1E2 ( )
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In the laboratory frame, where particle 2 is assumed to be at rest, we have
p2 = 0, and the relative velocity is

|P1|

15.5.52
" (15.5.52)

Urel =
In the calculation of the scattering cross-sections, one encounters phase-space
factors of the outgoing particles
( v
— 45(4) ’ _ .
o, = (2r)* 6 (> ps —m pg)];[ (rp2m, (15.5.53)

If one is interested in the cross-section of the transition into a certain region
of phase space, one must integrate over the remaining variables. Since the
total four-momentum is conserved, the momenta p’;,...p’,, cannot all be
independent variables. We consider the important special case of two outgoing
particles

d*p) dph

ddy = (27)*6W (p) + ply — p1 — . 15.5.54
The integration over p’, yields®:
1 d3p/
dd, = S(E, +EY—E, - F !
2= (gp 0 Brt B = Bv = B2) gy
E! E' —FE, — E /2 g,/ Q'
_ 5( 1 + 2 1 2)p1 dpld 1 , (15555)

1672 E| E},
where, in this equation, F} = Epy—pi+ps—p) - The further integration over
p1 = |p’y] yields?:

pif? /
A, = a2, . (15.5.56)
a(E|+Ey) 1
1672 E) By 75T
In the center-of-mass system we have p’, = —p’;. From the relation
Ef =m} +pf, f=12 (15.5.57)
it follows that
J0(E] + Ej) < 1 1 > , Ev+ Es
=1p + =P . 15.5.58
i~ e ) TP o)

8 The phase space changes in size when going from (15.5.54) to (15.5.56), since
finally we are calculating the cross-section per element of solid angle df2, inde-
pendently of |p}| and p5. The notation d® is retained throughout.

2 5(f(x)) = > zo If/(lzo)\ 0(x — o), where the sum extends over all (simple) zeros

of f(x).
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Inserting this into (15.5.56) and (15.5.58), and inserting (15.5.52) into (15.5.50),
one obtains the differential scattering cross-section in the center-of-mass
frame as

do 1 1 P 2
= 2MFermi) | M]”. 15.5.59
42y A (2B, + 22 py] L1 (2ol M) (19.5:59)
fermions

This is the relationship we are seeking between the differential scattering
cross-section and the amplitude M. The special case of electron—electron
scattering was analyzed in Sect. 15.5.3.1.

15.5.3.3 Compton Scattering

Compton scattering refers to the scattering of a photon from a free electron.
In practice, the electrons are frequently bound but the high energy of the
photons often means that they can still be considered as effectively free'®. In
this scattering process

e ty—e +v

the initial state contains an electron and a photon, as does the final state.
In second-order perturbation theory, Wick’s theorem yields two contribu-
tions, each with one contraction of two Fermi operators ¢ and 1. The two
Feynman diagrams are shown in Fig. 15.12. From these we can directly de-
duce a further Feynman rule. To each internal fermion line there corresponds
a propagator iSp(p) = ﬁ_n"l +ie- The two diagrams (b) and (c) are topologi-
cally equivalent: it is sufficient to consider just one of them.

Fig. 15.12. Compton scattering (a) A photon is absorbed and then emitted. (b)
The photon first creates an ete™ pair. This diagram is topologically equivalent to
(c), where first a photon is emitted, and only afterwards is the incident photon
absorbed by the electron

10 The great historical significance of the Compton effect for the evolution of quan-
tum mechanics was described in QM I, Sect. 1.2.1.3.
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Remark. In connection with the calculation of the photon propagator in the
Coulomb gauge (Sect. 14.5), it was asserted that the photon propagator appears
only in the combination j, D%’ j,. We now explain this in second-order perturbation
theory, for which the contribution to the S matrix is

g® — (_21|) //d4$d4x’ T (ju($)Au(IE)ju(xl)A,,(xl))
— (_21|) //d4md4x/ T (]“(x)jv(m/)) T (Au(m)AV(x/)) 7

since the electron and photon operators commute with one another. The contraction
of the two photon fields yields:

[ s T (@)1 (@) Drpla = o) = [ 4T (G (05 (06)) D (b),

and, on account of the continuity equation j*(k)k, = 0, the part of Dp,, (k) which
we call redundant in (E.26¢) makes no contribution.

15.5.4 Feynman Rules of Quantum Electrodynamics

In our analysis of scattering processes in Sects. 15.5.2 and 15.5.3, we were able
to apply Wick’s theorem to derive the most important elements of the Feyn-
man rules which associate analytical expressions to the Feynman diagrams.
We summarize these rules in the list below and in Fig. 15.13.

For given initial and final states |i) and |f), the S-matrix element has the
form

(F1512)

=dp+ |@n)eW@P—-P) | ] m 11 ! M
ext VE ext 2V|k| ’
fermion photé)n

where P; and Py are the total momenta of the initial and final states. In
order to determine M, one draws all topologically distinct diagrams up to
the desired order in the interaction and sums over the amplitudes of these
diagrams. The amplitude associated with a particular Feynman diagram is
itself determined as follows:

One assigns a factor of —iey* to every vertex point.

For every internal photon line one writes a factor iDp,,, (k) = 11;29:;
For every internal fermion line one writes iSp(p) = i ;5—nlz e

To the external lines one assigns the following free spinors and polariza-
tion vectors:

incoming electron: u,(p)

outgoing electron: ,(p)

incoming positron: w, (p)

outgoing positron: w,(p)

Ll
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Feynman rules of quantum electrodynamics in momentum space

FEaxternal lines:

ur(p) ur(p)

incident electron outgoing electron

wr(p) wr(p)
incident positron outgoing positron

Exp (k) Exp (k)

incident photon outgoing photon

></wvvvvv-< Aep(k)

external field
Internal lines:

k
. . 1
————o = - . v
iSk(p) L —mtie NS DRY ()
p n v
internal electron line internal photon line

—iey"

vertex

357

. ghv

132 e

Fig. 15.13. The Feynman rules of quantum electrodynamics. The end points where
the external lines and propagators can be attached to a vertex are indicated by dots
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incoming photon: €y, (k)
outgoing photon: €y, (k)

5. The spinor factors (v matrices, Sg propagators, four-spinors) are ordered
for each fermion line such that reading them from right to left amounts
to following the arrows along the fermion lines.

6. For each closed fermion loop, multiply by a factor (—1) and take the
trace over the spinor indices.

7. At every vertex, the four-momenta of the three lines that meet at this
point satisfy energy and momentum conservation.

8. It is necessary to integrate over all free internal momenta (i.e., those not

d*q

2m)4”

9. One multiplies by a phase factor ¢, = 1(or — 1), depending on whether
an even or odd number of transpositions is necessary to bring the fermion

operators into normal order.

fixed by four-momentum conservation): [ (

An example of a diagram containing a closed fermion loop is the self-
energy diagram of the photon in Fig. 15.21, another being the vacuum dia-
gram of Fig. 15.14. Vacuum diagrams are diagrams without external lines.

Fig. 15.14. The vacuum diagram of lowest order

The minus sign for a closed fermion loop has the following origin:
Starting from the part of the T-product which leads to the closed loop
T (o) A () ... D) Alw2)b(@s) ... b(ey) Awp)iblay) .. . ), one has

to permute 1 (x1) with an odd number of fermion fields to arrive at the ar-

rangement ... A(x1)Y(x1)Y(z2)A(z2)(x2) .. . Y(zs) Az )Y (x1) ... leading

to the sequence of propagators 1(x1)¥(x2) ... ¥ (x ) (x1) with a minus sign.

*15.6 Radiative Corrections

We will now describe a few other typical elements of Feynman diagrams,
which lead in scattering processes to higher-order corrections in the charge.
These corrections go by the general name of radiative corrections. If, in
electron—electron scattering, for example, one includes higher order Feyn-
man diagrams, one obtains correction terms in powers of the fine-structure
constant «. Some of these diagrams are of a completely new form, whereas
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others can be shown to be modfications of the electron propagator, the pho-
ton propagator, or the electron—electron—photon vertex. In this section we
will investigate the latter elements of Feynman diagrams. The intention is to
give the reader a general, qualitative impression of the way in which higher
corrections are calculated, and of regularization and renormalization. We will
not attempt to present detailed quantitative calculations.!!

15.6.1 The Self-Energy of the Electron
15.6.1.1 Self-Energy and the Dyson Equation

As observed earlier, an electron interacts with its own radiation field. It
can emit and reabsorb photons. These photons, which are described by
perturbation-theoretical contributions of higher order, modify the propaga-
tion properties of the electron. If, for example, a fermion line within some
diagram is replaced by the diagram shown in Fig. 15.15b, this means that

(a) (b)
Fig. 15.15. Replacement of a fermion propagator (a) by two propagators with

inclusion of the self-energy (b)

the propagator as a whole, (a)+(b), becomes

Sr(p) — Sr(p) = Sr(p) + Sr(p) X (p)Sr(p) . (15.6.1)

The bubble consisting of a photon and a fermion line (Fig. 15.15b) is called
the self-energy X (p). The corresponding analytical expression is given in Eq.
(15.6.4). Summing over processes of this type

Sw(p) = Sr(p) + Sr(p)Z(p)Sr(p)
+Sr(p) X (p)Sr(p)X(p)Sr(p) + - ..
= S5 (p) + Se(p) 2 () (Sp () + S (P)Z)Sw (D) + ... ),
(15.6.2a)

one obtains the Dyson equation

St(p) = Sr(p) + Sr(p)X(p)Sk(p) , (15.6.2b)

11 Qee, e.g., J. M. Jauch and F. Rohrlich, The Theory of Photons and Electrons or
J. D. Bjorken and S. D. Drell, Relativistic Quantum Mechanics, McGraw-Hill,
New York, 1964, p. 153
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with the solution

Sp(p) = !

(Sk(p) ™" = 2(p)

Hence, the self-energy X(p) and its associated self-energy diagram give,
among other things, a correction to the mass and a modification of the par-
ticle’s energy, the latter being the source of the name “self-energy”. The
diagrammatic representation of (15.6.2a) and (15.6.2b) is given in Fig. 15.16.
To distinguish it from the free (or bare) propagator Sg(p), the propagator

(15.6.3)

_— = 4 ,+£ o4

Fig. 15.16. Diagrammatic representation of the Dyson equation (15.6.2a,b). The
propagator Sy (p) is represented by the double line

S7(p) is called the interacting (dressed) propagator. It is represented dia-
grammatically by a double line.

A few self-energy diagrams of higher order have already been given in
Fig. 15.2. In general, a part of a diagram is called a self-energy contribution
when it is linked to the rest of the diagram only by two Sr(p) propagators. A
proper self-energy diagram (also one-particle irreducible) is one that cannot
be separated into two parts by cutting a single Sg(p) line. Otherwise, one has
an improper self-energy diagram. The self-energy diagrams in Fig. 15.2 are
all proper ones. The second summand in the first line of Fig. 15.16 contains
a proper self-energy part; all the others are improper. The Dyson equation
(15.6.2b) can be extended to arbitrarily high orders; then, X(p) in (15.6.2b)
and (15.6.3) consists of the sum of all proper self-energy diagrams.

The analytical expression corresponding to the lowest order self-energy
diagram of Fig. 15.17, which is also contained as a part of Fig. 15.15, reads
according to the Feynman rules

Fig. 15.17. Lowest (proper) self-energy diagram of the
electron
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~i2) = o [ athiDisey -

_ e /d4k Lo =2 —dm (15.6.4)

(2m)4 k2 +ie (p— k)2 — m2 +ie
This integral is ultraviolet divergent; it diverges logarithmically at the upper
limit.
The bare (free) propagator

i im)
p—m-+tie T p2—m?2+ie
propagator that follows from (15.6.3)

]ﬁ_nil_ﬁe has a pole at the bare mass p = m, i.e.,

has a pole at p> = m?. Correspondingly, the interacting

i

will possess a pole at a different, physical or renormalized mass
mprp=m+dm . (15.6.6)

The mass of the electron is modified by the emission and reabsorption of
virtual photons (see, e.g., the diagrams in Fig. 15.2). We rewrite (15.6.5)
with the help of (15.6.6),

i

157 (p) = p—mp—X(p)+dm+ie (15.6.7)

15.6.1.2 The Physical and the Bare Mass, Mass Renormalization

It will prove convenient to redefine the fermion part of the Lagrangian density,
and likewise that of the Hamiltonian,

L =g —m)y — e
= P(i) — mp) — e A + dm (15.6.8)

so that the free Lagrangian density contains the physical mass. This then
takes account of the fact that the nonlinear interaction in £; modifies the
bare mass m, and that the resulting physical mass mpg, which is observed
in experiment, differs from m according to (15.6.6). Individual particles that
are widely separated from one another and noninteracting, as is the case for
scattering processes before and after the scattering event, possess the physical
mass mp. According to Eq. (15.6.8), the Hamiltonian density contains, in
addition to ey A1, the further perturbation term —&m vv). The dm has to be
determined such that the combined effect of the two terms in the modified
interaction part,

Hr = et Ap — dmapap (15.6.9)

produces no change in the physical electron mass. The perturbation term
—om ) is represented diagrammatically in Fig. 15.18. It has the form of a
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—om

Fig. 15.18. Feynman diagram for the mass counter term —d&m 1)

vertex with two lines. Subtraction of the term —dm 11, has the result that the
“bare” particles of the thus redefined Lagrangian density have the same mass,
and, hence, the same energy spectrum, as the physical particles, namely mg.
Every self-energy term of the form shown in Fig. 15.19a is accompanied by
a mass counter term (b), which cancels the k-independent contribution from
(a). In higher orders of e, there are further proper self-energy diagrams to be
considered, and dm contains higher-order corrections in e. For the redefined
Lagrangian density (15.6.8) and the interaction Hamiltonian density (15.6.9)
the propagator also has the form (15.6.7), where the self-energy X (p)

. , [ d% i i V
—iX(p) = —e / @) k2 i p— g +ic” (15.6.10)
differs from (15.6.4) only in the appearance of the mass mp. The mass shift
om is obtained from the condition that the sum of the third and fourth terms
in the denominator of (15.6.7) produces no change in the (physical) mass, i.e.,
that iS7%(p) has a pole at p = mp:

X0 |pm=mpy = 0m . (15.6.11)
k
e} Ty + O
P p—k P P P
a) b)

Fig. 15.19. The lowest self-energy contributions according to the Lagrangian den-
sity (15.6.8) or (15.6.9). (a) Self-energy as in Eq. (15.6.4) with m — mg; (b) mass
counter term resulting from the mass correction in (15.6.9)
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15.6.1.3 Regularization and Charge Renormalization

Since the integrand in (15.6.10) falls off only as k=3, the integral is ultraviolet
divergent. Thus, in order to determine the physical effects associated with
X(p), one needs to carry out a regularization which makes the integral finite.
One possibility is to replace the photon propagator by

1 1 1

- . 15.6.12
K2 4ie k2= A24ie  k2— A2 +ie ( )

Here, A is a large cut-off wave vector: for k < A the propagator is unchanged
and for k > A it falls off as k=%, such that X(p) becomes finite. In the
limit A — oo one has the original QED. In addition, X is an artificial photon
mass that is introduced so as to avoid infrared divergences, and which will
eventually be set to zero. With the regularization (15.6.12), X'(p) becomes
finite. It will be helpful to expand X (p) in powers of ( — mpg),

Z(p) = A~ (p—mr)B+ (- mr)*Zs(p) - (15.6.13)

From (15.6.10) one sees that the p-independent coefficients A and B diverge
logarithmically in A, whereas X'¢(p) is finite and independent of A. If one
multiplies X'(p) from the left and right by spinors for the mass mpg, only the
88217(5 ), and again multiplies from the left
and right by the spinors, then only —v* B remains. We will need this result
later in connection with the Ward identity.

The result of the explicit calculation®! is: According to Eq. (15.6.11), the
mass shift dm is obtained as

constant A remains. If one considers

3 A
MRA e 4 (15.6.14)

om=A= o -

which is logarithmically divergent. The coefficient B is

2 2

B="“ - 20; log T’;f (15.6.15)

I
A 08 m?

The explicit form of the finite function Xt(p) will not be needed here. It
follows that
i
1S (p) =
" (= mp) [L+ B = (p —mr) 2 (p)]

1

(75 - mR) (1 + B) (1 — (]é — mR)Zf(p)) 4 O(ag)
_ iZs
T (= mnr) (1= (p — mr)Zs(p)) + O(a2) (15.6.16)

with
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2 2
Z;! El+B=1+4O;T (log ;Ll% —2log ";5) . (15.6.17)
The quantity Zs is known as the wave function renormalization constant.

Now, a propagator connects two vertices, each of which contributes a
factor e. Hence, the factor Z, can be split into two factors of \/Z» and, taking
into account the two fermions entering at each vertex, one can redefine the
value of the charge

en = Zye=(1-Be. (15.6.18)

Here, €, is the preliminary renormalized charge. In the following, we will un-
dertake two further renormalizations. The electron propagator that remains
after the renormalization has the form

iSp(p) = Z5 'Sk (p)
i (15.6.19)
(# —mr) (1 = (p —mgr)Zs(p)) + O(a?)

and is finite.

15.6.1.4 Renormalization of External Electron Lines

The diagram 15.20a contains a self-energy insertion in an external electron
line. This, together with the mass counter term of Fig. 15.20b, leads to the
following modification of the spinor of the incident electron:

i
b (0= m =3 00 )
- <1 - Y- mR)B> ur(p) (15.6.20)

p—mp+ie

since the last term in the first line vanishes on account of (p —mpg)u.(p) = 0.
The expression in the second line is undetermined, as can be seen, either
by allowing the two operators to cancel with one another, or by applying
(p — mgr) to u.(p). By switching the interaction on and off adiabatically,

Hr = ((H)e vy A — () om P, (15.6.21)

ur(p) — ur(p)

Fig. 15.20. (a) A diagram with inclu-
sion of the self-energy in an external
fermion line. (b) Mass counter term
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where lim;_, 1o ((t) = 0, and ¢{(0) = 1, Eq. (15.6.20) is replaced by a well-
defined mathematical expression, with the result

ur(p) = ur(p)V1-B. (15.6.22)

This means that the external lines, like the internal ones, also yield a factor
V1 — B in the renormalization of the charge. Thus, Eq. (15.6.18) also holds
for vertices with external lines:

e —ep=(1-Be.

Apart from the factor 221 / 2, which goes into the charge renormalization, there
are no radiative corrections in the external electron lines. The result (15.6.22)
is to be expected intuitively for the following reasons: (i) Even an external
electron must have been emitted somewhere and is thus an internal electron in
some larger process. It thus yields a factor of /1 — B at every vertex. (ii) The
transition from S} to S in Eq. (15.6.19) can be regarded as a replacement of
the field ) by a renormalized field r = Z; /9 + ..., or Za/*pr=1p+...
. From this, one also sees that Zs represents the probability of finding in a
physical electron state one bare electron.

15.6.2 Self-Energy of the Photon, Vacuum Polarization

The lowest contribution to the photon self-energy is represented in Fig. 15.21.
This diagram makes a contribution to the photon propagator. The photon
creates a virtual electron—positron pair, which subsequently recombines to
yield a photon once more. Since the virtual electron—positron pair has a
fluctuating dipole moment that can be polarized by an electric field, one
speaks in this context of vacuum polarization.

w Fig. 15.21. Vacuum polarization: A photon decays into

q+k an electron—positron pair which recombines to a photon

According to the Feynman rules, the analytical expression equivalent to
Fig. 15.21 is

4
0 (k,mp) = / (;34 (—1)

i i

x Tr <(—16%¢) G4 —mn e (—ievy,) 4= mp +ie

) . (15.6.23)
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At first sight, this expression would appear to diverge quadratically at the up-
per limit. However, due to the gauge invariance, the ultraviolet contributions
are in fact only logarithmically divergent.

Regularizing the expression by cutting off the integral at a wave vector A would
violate gauge invariance. One thus regularizes (15.6.23) using the Pauli-Villars
method'", by replacing I1,.,, (k, mr) by I}, (k,mg) = (k,mr) -y, Cill . (k, M;),
where the M, are large additional fictitious fermion masses, and the coefficients
satisfy >, C; = 1, 3°,CiM? = m%. The final result only involves log 7]\,{; =

>, Cilog 31/[52 .
Finally, because of the vacuum polarization self-energy contributions, the
photon propagator for small k£ takes the form

Y

i 1 1 [/ k?
iD (k) =— I g1 @ - 15.6.24
Dhw(k) = =12 e 3( mm2, \15 40 \m% ’ (15.6.24)
where
M2
Zy=1-C=1- ?jr log (15.6.25)
R

is the photon field renormalization constant. This factor also leads to a renor-
malization of the charge

2
n _ 2 @ M 2
=7 ~(1—_ 1 . 15.6.26
en 3€ ( 3, 108 m2, ) e ( )
The photon propagator that remains after charge renormalization, for small
k, has the form

1D}y, (k) = Z3 1Dl (k)
_ 9w () ak? (11 [ K (15.6.27)
k2 +ie mm% \15 40 \ m% '

15.6.3 Vertex Corrections

We now proceed to the discussion of vertex corrections. The divergences that
occur here can again be removed by renormalization. A diagram of the type
shown in Fig. 15.22a contains two fermion and one photon line; it thus has
the same structure as the vertex z/?v“AMg/J in Fig. 15.22b. For diagrams of this
kind, one thus speaks of vertex corrections. The diagram 15.22a represents
the lowest (lowest power in e) vertex correction. This diagram also yields the
leading contribution to the anomalous magnetic moment of the electron. The
amplitude for the diagram, without the external lines, is given by

. dk —i
y i i
VK- mp i M p—f—mp+ie)

(15.6.28)

v
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Fig. 15.22. (a) Vertex correction,
a) b) (b) vertex

A, (p',p) is logarithmically divergent and is regularized in the following by
replacing the photon propagator as specified in Eq. (15.6.12). One can split
A, (p', p) into a component that diverges in the limit A — oo and a component
that remains finite. We first consider A,, multiplied from the left and right by
two spinors corresponding to the mass mg, to yield @, (P)A, (P, P)u,(P).
We denote the momentum of spinors such as these, which correspond to
real particles, by P. Due to Lorentz invariance, this expression can only be
proportional to 7, and to P,. With the help of the Gordon identity (10.1.5),
one can replace a P* dependence by *, so that one has

U (P)A, (P, P)u,(P) = Lt (P)y,ur(P) (15.6.29)

with a constant L that remains to be determined. For general four-vectors
p,p', we separate A, (p’, p) in the following way:

Au(p',p) = Ly + AL (0, p) . (15.6.30)

Whereas L diverges in the limit A — oo, the term A{L(p' ,p) remains finite.
In order to see this, we expand the fermion part of (15.6.28) in terms of the
deviation of the momentum vectors p and p’ from the momentum P of free
physical particles used in (15.6.29):

(py_ Py )

P—F—mp+ic B—}—mp+ie P—F—mp+ic

ey
T D —}—mp+ie
1 1
_H—ﬂ—mR+k@_mE—%—mR+k+”>' -

The divergence in (15.6.28) stems from the leading term (the product of the
first terms in the brackets in (15.6.31)); this yields L~y*, whilst the remaining
terms are finite.

The first term in (15.6.30), together with ~y,, leads to the replacement
Yu — Yu(1+ L) and produces a further renormalization of the charge
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er=(1+L)eh=2Z e . (15.6.32)

We need not pursue the calculation of L any further since, as will be generally
shown, it is related to the constant B introduced in (15.6.13) and (15.6.15),
and in the charge renormalization cancels with it.

15.6.4 The Ward Identity and Charge Renormalization
Taken together, the various renormalization factors for the charge yield
e—ep=vV1-C(1-B)(1+Le. (15.6.33)

The factor v/1 — C comes from the vacuum polarization (Fig. 15.21), the fac-
tor 1 — B from the wave function renormalization of the electron (Fig. 15.15),
and the factor 1 + L from the vertex renormalization. However, in quantum
electrodynamics, it turns out that the coefficients B and L are equal. To
demonstrate this, we write the self-energy of the electron (15.6.10) in the
form

4
2(p) = ie” / (;lw]; Dr (k) Sr(p — k)v" (15.6.34)

and the vertex function (15.6.28) as

d*k

Au(p',p) = 62/ (2m)! Drp (k) Se(® = k)yuSr(p — k) - (15.6.35)

We now make use of the relation

dSr(p)

opr —Sr(P)1.SF(p), (15.6.36)

which is obtained by differentiating
Sr(p)Sp'(p) =1 (15.6.37)
with respect to p#, i.e.,

9Sr(p)

B
opn 57 @) +Sr®) 5, (= mr) =0, (15.6.38)

and then multiplying by Sg(p) from the right. Equation (15.6.36) states
that the insertion of a vertex <y, in an internal electron line, without energy
transfer, is equivalent to the differentiation of the electron propagator with
respect to p* (Fig. 15.23). With the help of this identity, we can write the
vertex function (15.6.35) in the limit of equal momenta as
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k k
D p—k P P pkgpk P
q=0
a) b)

Fig. 15.23. Diagrammatic representation of the Ward identity. (a) Self-energy
diagram. (b) The differentiation is equivalent to inserting into the fermion line a
vertex for a photon with zero momentum

Ly = lim A, (', p)

d*k dSr(p — k
- _162/ D)y, O5F P =R (15.6.39)
(27 2

On the other hand, from the definition of B in (15.6.13), one obtains

i () Bryatn () = s (p) (‘82(”)) ur (p)

Opt
e , [ dk dSp(p—k)
=t/ (p) (e / (27T)4Dp(k)% opn )ur(p)
= U (p) Lyuur(p) (15.6.40)

from which it follows that

B=1L. (15.6.41)
This relation implies

(1-B)(1+L)=1+0(?), (15.6.42)
so that the charge renormalization simplifies to

e—er=1+1-Ce= 7. (15.6.43)

The renormalized charge er is equal to the experimentally measured charge
e% = /7. The bare charge €? is, according to (15.6.26), larger than e%.

The factors arising from the renormalization of the vertex and of the wave
function of the fermion cancel one another. It follows from this result that

the charge renormalization is independent of the type of fermion considered.
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In particular, it is the same for electrons and muons. Hence, for the identical
bare charges, the renormalized charges of these particles are also equal, as
is the case for electrons and muons. Since the renormalization factors (Z
factors) depend on the mass, this last statement would not hold without
such cancellation. The prediction that the charge renormalization only arises
from the photon field renormalization is valid at every order of perturbation
theory. The relation (15.6.36) and its generalization to higher orders, together
with its implication (15.6.41), are known as the Ward identity. This identity
is a general consequence of gauge invariance. Expressed in terms of the Z
factors, the Ward identity (15.6.41) reads

7y = Zs .

Remarks:

(i) We add a remark here concerning the form of the radiative corrections
for the electron—electron scattering that was treated to leading order in
Sects. 15.5.3.1 and 15.5.3.2. We will confine ourselves to the direct scat-
tering. The leading diagram is shown in Fig. 15.24a. Taking this as the
starting point, one obtains diagrams that contain self-energy insertions in
internal (b) and external (d) lines, and vertex corrections (c). These are
taken into account by charge renormalization and by the replacements
D — D’ and Yo — (Y —i—Aﬁ), as was briefly sketched above. The diagram

al%'a
FATATS

Fig. 15.24. Radiative corrections to the direct electron—

electron scattering up to fourth order in e. (a) Second or-

der; (b) correction due to vacuum polarization; (c) vertex

correction; (d) self-energy insertion in an external line; (f)
8) and (g) two further diagrams
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(e) stems from the mass counter term —dmanp. In addition to these dia-
grams there are two further diagrams (f,g) that make finite contributions
in second order.

(ii) Quantum electrodynamics in four space-time dimensions is renormaliz-
able since, at every order of perturbation theory, all divergences can be
removed by means of a finite number of reparameterizations (renormal-
ization constants dm, Z1, Za, and Z3).

15.6.5 Anomalous Magnetic Moment of the Electron

An interesting consequence of the radiative corrections is their effect on the
magnetic moment of the electron. This we elucidate by considering the scat-
tering in an external electromagnetic potential A%. In the interaction (15.6.9)
the field operator A* is thus replaced by A" + A¥. The process to first order
is shown in Fig. 15.25a. The corresponding analytical expression is

a)

=
LA

Fig. 15.25. Radiative corrrections of second order for the QED vertex with two
fermions and an external potential A%
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— ierty (p')4e(p" — p)ur(p)
= — a0 [0 + ) + i (0 = ), ur(p) Aoy (0 — )

2mR
(15.6.44)

where we have used the Gordon identity (10.1.5). In anticipation of the charge
renormalization (see below), we have already inserted the renormalized charge
here. The second term in the square brackets is the transition amplitude
for the scattering of a spin—% particle with the magnetic moment 22{3 =
—27‘};1{, where &g is the elementary charge'?; i.e., the gyromagnetic ratio is
g = 2. The processes of higher order are shown in Fig. 15.25b—g. The self-
energy insertions (b,c) and the contribution C' from vacuum polarization (d)
and L coming from the vertex correction (g) lead to charge renormalization,
i.e., in (15.6.44) one has, instead of e, the physical charge eg. Furthermore,
the diagrams (d) and (g) yield finite corrections. For the spin-dependent
scattering, only the vertex correction Ai(p’,p) is important. For (15.6.30)!!

the calculation yields

2 3 @
AW p) =7 1 (10g™" - 15.6.45
#(p 7p) 7#37_‘, m% og A 8 + 87TmR [g 77#] ( )
with ¢ = p’ — p. By adding the last term of this equation to (15.6.44), one
obtains

1 v
i o q

—ierty (p") (v + Jur(p) AL (q) (15.6.46)

2T 2mR

o [+ a \ ioug”
= — T/ 1 T .A'LL .
enty )| P 1k T )t
In coordinate space, the term ic,,¢"AY has the form —o,,0"Al(z) =
—%aw,F’“’. In order to be able to give a physical interpretation of the result
(15.6.46), we consider an effective interaction Hamiltonian which, in first-
order perturbation theory, yields exactly (15.6.46):

a 1

= en [ @ {ien oAt + Balo vt}

2w 2mR

—en [ daf (50 @u(a) ~ @) v(o)) AL

1 -
+ (1 * 207;) 4me($)waF:V(z)}

(15.6.47)

Here, we have again used the Gordon identity. The first term after the second
equals sign represents a convective current. The second term, in the case of

12 Qee footnote 1 in Chap. 14
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a constant magnetic field, can be interpreted as a magnetic dipole energy.
Since this can, through the substitution F'? = B3, F?3 = B! F3! = B2,
012 = X3, etc., be brought into the form

€R « 3 7 X _
B (14, )2 d = _Bpu. 15.6.48
(s (14 g1)2 [ @it S vie) = -Ba (15.6.43
For slow electrons, the upper components of the spinors are significantly
larger than the lower ones. In this nonrelativistic limit, the magnetic moment
of a single electron is, according to (15.6.48), effectively given by

eRr aN o
- (1 + 27T) 27, (15.6.49)
where o are the 2 x 2 Pauli matrices. The contribution to (15.6.49) propor-
tional to the fine-structure constant is referred to as the anomalous mag-
netic moment of the electron. It should be stressed, however, that (15.6.47)
does not represent a fundamental interaction: It merely serves to describe
the second-order radiative correction within first-order perturbation theory.
From (15.6.49) one obtains the modification of the g factor

g—2 «
2 27
When one includes corrections of order a? and o?, which arise from higher-

order diagrams, one finds the value

9

= 0.00116 .

-2
, = 0.0011596524(+4),

which is in impressive agreement with the experimental value of
0.00115965241(+20) .

The increase in the magnetic moment of the electron can be understood
qualitatively as follows. The electron is continually emitting and reabsorb-
ing photons and is thus surrounded by a cloud of photons. Thus, a certain
amount of the electron’s energy, and therefore mass, resides with these pho-
tons. Hence, the charge-to-mass ratio of the electron is effectively increased
and this reveals itself in a measurement of the magnetic moment. In the dia-
gram 15.25g, the electron emits a photon before interacting with the external
magnetic field. The correction is proportional to the emission probability and,
thus, to the fine-structure constant .

Problems

15.1 Confirm the expression (15.2.17) for the propagator ¢(z1)¢(z2) , instead of
starting from (15.2.16), by evaluating (15.2.15) directly.
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15.2 The interaction of the complex Klein—-Gordon field with the radiation field
reads, according to Eq. (F.7), to first order in A,(z)

Hi(z) = j"(2)Au(z) ,
oot
ox
Calculate the differential scattering cross-section for the scattering from a nucleus
with charge Z. Establish the result

do  (aZ)?

e 4E%v4sin? )

where j# = —ie : ¢ — aaj; ¢! : is the current density.

15.3 Show that for fermions

_ ) _ pt
(e7,p|i"(x)|e”,p) = VE,

where j#(x) is the current-density operator, !ef, p> = pr,T |0), and Ep = \/p2 + m2.
15.4 Verify Eq. (15.5.39).

15.5 Verify Eqgs. (15.5.42) and (15.5.43).

15.6 a) With the help of the Feynman rules, give the analytical expression for the
transition amplitude corresponding to the Feynman diagrams of Compton scatter-
ing, Fig. 15.12a,b.

b) Derive these expressions by making use of Wick’s theorem.
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Appendix

A Alternative Derivation of the Dirac Equation

Here, we shall give an alternative derivation of the Dirac equation. In so
doing, we will also deduce the Pauli equation as well as a decomposition of
the Dirac equation that is related to the Weyl equations for massless spin—%
particles.

Our starting point is the nonrelativistic kinetic energy

po P (}?v)2 . (A1)

2m 2m \ i

Provided there is no external magnetic field, instead of this Hamiltonian, one
can use the completely equivalent form

H=_ (o-p)(o D) (A2)

2m

as can be established from the identity
(c-a)(oc-b)=a-b+ic-(axDb).

If one starts from (A.1) when introducing the coupling to the magnetic field,
it is, in addition, necessary to add the coupling of the electron spin to the
magnetic field “by hand”. Alternatively, one can start with (A.2) and write
the Hamiltonian with magnetic field as

i e (o= 0) e (o= )

= (PA) o [(p-fa)x (p-Ca)] ()
- 271n (p_ EA)Q - 2(?:; B

Here, we have made use of the rearrangements that lead from (5.3.29) to
(5.3.29'). In this way, one obtains the Pauli equation with the correct Landé
factor g = 2.

We now wish to establish the relativistic generalization of this equation.
To this end, we start with the relativistic energy—momentum relation
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E2
) — P = (mo)?, (A.4)

which we rewrite as

(f—ap>(f+ap)—mm? (4.5)

According to the correspondence principle (E — ik 68157 p — —ihV), the
quantum-mechanical relation is

(ih (9(1?0 + aihV> <ih ch - aihV> ¢ = (mc)?¢p (A.6)

where ¢ is a two-component wave function (spinor). This equation was orig-
inally put forward by van der Waerden. In order to obtain a differential
equation of first order in time, we introduce two two-component spinors

! <ih 0 —iha-v> o)
me Oxo

The last equation, defining ¢(*), together with the remaining differential
equation from (A.6), yields:

p) =—¢ and o) =—

(ih 8‘9 — iho - V) o) = —mep™
;0 (A7)

(ih +iho - V) ) = —mep™)
8$0

The notation ¢%) and ¢ refers to the fact that, in the limit m — 0,
these functions represent left- and right-handed polarized states (i.e., spins
antiparallel and parallel to the momentum). In order to make the connection
to the Dirac equation, we write oV = ¢'9; and form the difference and the
sum of the two equations (A.7)

ih&io <¢(R) _ ¢(L)) +iho'd, (¢(R) n ¢(L))
— e (¢<R> _ ¢<L>) —0
0 oY o (A.8)
by (61 + 60)) — ino'o; (¢ - 64

—me (¢<R> + ¢,<L>) —0.

Combining the two-component spinors into the bispinor

(R) _ (D)
Y= (zm) i z@)) (A.9a)
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yields
. 0 0 . i
ihy +1ihy'0; —me | Y =0, (A.9b)
82130
with
0 __ 1 0 i 0 O'i
v = <O—ﬂ ’ V= _a.i 0 . (Agc)

We thus obtain the standard representation of the Dirac equation.

B Dirac Matrices

B.1 Standard Representation

0 __ ]l O i OO'i 5 01].

T =0 -1) T=\ 60 ) T =10
1 0 i OO',L.

<o) @=(7)

Chirality operator : 7°

() =1
{+°, v} =0

dp=a-b—ia"b" o, , ¢ =ya"

1
O = o [V W]
Opv = —Ouwp
Y =4, Y = -2y
YA A = 49" AT = =297y

v

v

B.2 Chiral Representation

0 —1 o 0 0 o
0:5:(—11 o>’o‘_<o —a>’7<—ao)’

i . 1 /6% 0
ooi = , [v0,7] = —ia; = Lo o
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B.3 Majorana Representations

0 __ 0 0'2 1_i 0'30 2 0 —0'2 3_—i 0'10
7= 020 V= 00.3 y V= 0_2 0 V= 001

or

C Projection Operators for the Spin

C.1 Definition

We define here the spin projection operator and summarize its properties.
Since this projection operator contains the Dirac matrix v° (Eq. 6.2.48), we
give the following useful representation of ~°

0,,1.2.3

i
VP =102 = — Py Y Ye = — €YY YT . (Cl)

4! 4'

Here, €#7P9 is the totally antisymmetric tensor of fourth rank:

1 for even permutations of 0123
etP? = ¢ —1 for odd permutations of 0123 (C.2)
0 otherwise.

The spin projection operator is defined by

1
Pln) = (1 +551) (C3)
Here, 7t = v#n,,, and n,, is a space-like unit vector satisfying n? = n*n, = —1

and n, k" = 0. In the rest frame, these two vectors are denoted by 7 and k#
and have the form 7 = (0,n) and k& = (m, 0).

C.2 Rest Frame

For the special case where n = n3y = (0,0, 0, 1) is a unit vector in the positive
z direction, one obtains

14+0% 0 )7 ()

1 1
Pl =y =5 (V574 © s

3 3
since v5(—v3) = — (](l) ](1)) <_02 UO> = <00 _02). The effect of the pro-

jection operator P(n(s)) on the spinors of particles at rest (Eq. (6.3.3) or
(6.3.11a,b) for k = 0) is thus given by
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0) _ {m(m,m
0 (C.5)

Equation (C.5) implies that, in the rest frame, P(n) projects onto eigenstates
of %Z‘ -n, with the eigenvalue —&-% for positive energy states and the eigenvalue
— for negative energy states.

In Problem 6.15 the following properties of P(n) and of the projection op-
erators A4 (k) acting on spinors of positive and negative energy have already
been demonstrated:

[A+(k), P(n)] =0
Ay (k)P(n) + A_(k)P(n) + Ay (K)P(—n) + A_(K)P(—n) =1  (C.6)
TeAy (k)P(£n) = 1.

C.3 General Significance of the Projection Operator P(n)

We will now investigate the effect of P(n) for a general space-like unit vector
n, which thus obeys n? = —1 and n-k = 0. Useful quantities for this purpose
are the vector

_1757uk (C.7a)

W, = 5

and the scalar product
W.n= L HEY oP? C.7b
== Cupe RO (C.7b)
which can also be written as
1
W.-n= —2757/% . (C.7¢)
The equivalence of these two expressions can be seen most easily by trans-
forming into a frame of reference in which k is purely time-like (kK =

(k°,0,0,0)) and hence n, on account of n - k = 0, purely space-like (n =
(0,n%,0,0)). In this rest frame, the right-hand side of (C.7b) becomes

1 1
= 4 €100 K007 = — €10pon K017
1 ) )
=y (€1023n k%172 y3 + €1032n  kViy342)

_ lnlkO*yQ"y?’

[\)
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and for the right-hand side of (C.7c) we have
1 i i
PG e e e e G e L R U e G

thus demonstrating that they are identical.
In the rest frame the vector (C.7a) has the spatial components

1 1 m
W= — 37k =+, 37 ym =, %, (C.8)

where we have put kX = m. Assuming that n is directed along the z axis, i.e.,
n =n)y = (0,0,0,1), it follows from (C.8) that

W~n:T;E3. (C.9)
The plane waves in the rest frame are eigenvectors of — Wﬁs) =33
3X83ui(mk=0)= lui(mk=0)
338us(mk=0) = —luz(m,k=0)
(C.10)
33801 (mk=0)= Jui(mk=0)

52302 (m, k =0) = —Jva(m, k =0).

After carrying out a Lorentz transformation from (m,k = 0) to (k° k), we
have

W-n

1
- m - 2m7577£ka

where n is the transform of n(s). The equations (C.10) then transform into
eigenvalue equations for u, (k) and v, (k)

W.n
om
1
::|:2ur(k) for r:{
W.-n
om

1
::i:2vr(k) for r:{

urk) = 1 st (B) = s ()
1

2 (C.11)

1 1
T = T = - T k
0rlk) = o s (k) = = ko (K)
1
2 )
where, after the first and the second equals signs, we have made use of (C.7c¢)

and of fu,.(k) = mu,(k) and fv,.(k) = —muv,(k), respectively. Finally, after
the third equals sign we obtain the right-hand side of (C.10). The action of
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51 on the u, (k) and v, (k) is apparent from (C.11) and it is likewise evident
that

1
P(n) = | (1 +751) (C.12)
is a projection operator onto u (k) and vy (k) and that
1
P(=n) = ) (1~ 5) (C.12b)

is a projection operator onto us(k) and vy (k).

Let n be an arbitrary space-like vector, with n-k = 0 and let 7 be the cor-
responding vector in the rest frame. Then, P(n) projects onto spinors u(k,n)
that are polarized along +n in the rest frame, and onto those v(k,n) that are
polarized along —n in the rest frame. We have the eigenvalue equations

X nu(k,n) = u(k,n)

. . (C.13)
X -nov(k,n)=—-v(k,n).

The vectors k and n are related to their counterparts k& and 7 in the rest

frame by a Lorentz transformation A: k* = A* k¥ with k¥ = (m,0,0,0) and

nt = Ahn” with 7 = (0,n). The inverse relation reads 7" = A}/n*.

As is usual in the present context, we have used the notation u(k,n) and

v(k,n) for the spinors. These are related to the u,(k) and v, (k) used previ-

ously by

uy (k) : u(k, n), us(k) = u(k, —n) (C.14)

vi1(k) = v(k,—n),va(k) = v(k,n) ,

where n = An sy with ng) = (0,0,0,1).
We now consider a unit vector ny, whose spatial part is parallel to k:
k| k° k
= ) C.15
1tk < m’ m |k ( )
Trivially, this satisfies
k2 k2 |k|& ko k2
2 0 _ _ 0 0 _
nk_mQ_mQ__l and ng-k= m _m|k|_0'

We now show that the combined effect of the projection operator P(ny) and
the projection operators A4 (k) on spinors with positive and negative energy
can be represented by

P(nip)Ax (k) = (11 1 Z|k'|k) Ax (k) . (C.16)

To prove this relation, one starts from the definitions
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1 g +m
P Ag(k)= _(1
() A (k) = o (L + b)),
and rearranges as follows:
Th+m Th+mEf+m (1 E\ £k+m
W oy TV G o T (275%“ g, ) om
This yields:
1 th+m E +H+m
275%C 2m s 2m  2m
which gives us the intermediate result
1 k. Ek+m
P A = (14 . Nl
() As(k) = (L )" (C.17)

We then proceed by writing

Yotk = 5 (nk - k —inf o k”)

\v-/
=0
. 0 j j 0 . k| j KO R
= —ivys(ngoojk? + njojok”) = 5004 ( m kI — . |k|k )
m X m o
=i k) = Ondfd
1’75 |k|00j 75 |k|ﬁy ’Y

Here, we have used ny -k = 0 and also the fact that the purely spatial compo-
nents make no contribution, due to the antisymmetry of ¢*. By considering,
as an example, the j = 3 component of ~v5v°~7:

157°7° = 712 (°)? = iyly? = 01 = 27,

the assertion (C.16) is confirmed. Equation (C.16) reveals the following prop-
erty of the projection operator P(ny): The operator P(ny) projects states
with positive energy onto states with positive helicity, and states with nega-
tive energy onto states with negative helicity. Analogously, we have

175
2($

)AL

thus P(—ny) projects spinors with positive energy onto spinors with negative
helicity and spinors with negative energy onto spinors with positive helicity.
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D The Path-Integral Representation
of Quantum Mechanics

We start from the Schrédinger equation

0
h ty =H |1t D.1
ih o [,t) = H16,t) (D.1)
with the Hamiltonian
1
H= S v D.2
om? T (D-2)

and let the eigenstates of H be |n). Assuming that lim, 1., V(z) = oo, we
know that the eigenvalues of H are discrete. In the coordinate representation,
the eigenstates of H are the wave functions i, (z) = (x|n), where |z) is the
position eigenstate with position z. The discussion that follows will be based
on the Schrodinger representation. If; at time 0 the particle is in the position
state |y), then at time t its state is e '#*/"|y). The probability amplitude
that at time ¢ the particle is located at z is given by

G(y, 0|z, t) = (x| e H/M|y) (D.3)

We call G(y,0|z,t) the Green’s function. It satisfies the initial condition
G(y,0]z,0) = §(y — x). Inserting the closure relation 1 = )" |n) (n| in (D.3),

Gly, Oz, t) =Y (aln) (n] /" [m) (mly) ,

n,m

we obtain the coordinate representation of the Green’s function

G(y,0lz,t) = Ze—ltE /P ()2 (). (D.4)

By dividing the time interval [0, ¢] into N parts (Fig. D.1), whereby increasing
N yields ever smaller time differences At = Jf,, we may express the Green’s
function as follows:

(y,0|It <CC| —iHAt/R ”C—1HAt/h |y>

/dz1 /dzN L (on| e HAYR [y o tHAUR oy
(D.5)

Yy=z0 =2 ZN—-1 ZN = T

Fig. D.1. Discretization of the time interval [0, ¢], with the z; of the identity oper-
ators introduced in (D.5) (20 =y, z2ny = )
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where we have introduced the identity operators 1 = [dz; |2;) (z;|. We then
have

—iHAt/h _iAht V(=z) : Atp? iat V(x)
[§] =e€

e om0 1 0((A)2. (D.6)

We now determine the necessary matrix elements
—i p? At dk _1(kﬁ) At
et i) = [or ebre B we)

:/dk ik(e— f) (ML) At
2w

. Y 2
— dk e 12A7:1h (k_ 2A§tﬁ§2m) +i(g-¢)? 2Atn
2w

. /2
—(-m eaar (6€)7
2nhAt

In the first step the completeness relation for the momentum eigenfunctions
was inserted twice. From (D.6) and (D.7) it follows that

(gl e~ HAM ")

~ exp [_iﬂht (V(&HV(&’) m(g—g’?ﬂ < im > (D.8)

and finally, for the Green’s function,

G(y, 0|z, 1) /dzl /dZN 1

AL Z {m(zn(— zn-1)? V(zn) + V(zn-1) }

PR 2 a2 2
+N1 —im
2 B ornAt |

In the limit N — oo this yields the Feynman path-integral representation’

Gly, Ol 1) = /D[z] exp ;L /Otdt’ {ng/)Q - V(z(t’))}, (D.9)
where
Df] = lim (2;71;215) ; ]i_[lldzn (D.10)

L' R. P. Feynman and A. R. Hibbs, Quantum Mechanics and Path Integrals,
McGraw-Hill, New York, 1965; G. Parisi, Statistical Field Theory, Addison-
Wesley, 1988, p.234
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Y nt

The probability amplitude for the transition from y to = after a time ¢ is
given as the sum of the amplitudes of all possible trajectories from y to =,
each being given the weight exp , fot dt' L(%, z) and where

and

mz(t)?

L(%,2) = )

~V(x(0)
is the classical Lagrangian. The phase of the probability amplitude is just
the classical action. In the limit 2 — 0, the main contribution to the func-
tional integral comes from the neighborhood of the trajectory whose phase
is stationary. This is just the classical trajectory.

E Covariant Quantization of the Electromagnetic Field,
the Gupta—Bleuler Method

E.1 Quantization and the Feynman Propagator

In the main text, we treated the radiation field in the Coulomb gauge. This
has the advantage that only the two transverse photons occur. To determine
the propagator, however, one has to combine the photon contributions with
the Coulomb interaction in order to obtain the final covariant expression. In
this appendix, we describe an alternative and explicitly covariant quantiza-
tion of the radiation field by means of the Gupta-Bleuler method?. In the
covariant theory, one begins with

1
Lo =, (0p4,)(0"A") = ju A" . (E1)
The components of the momentum conjugate to A* are

m="""=-A,. (E.2)

From the Lagrangian density (E.1), we obtain the field equations
0A (&) = " (x) . (E3)

2 Detailed presentations of the Gupta—Bleuler method can be found in S.N. Gupta,
Quantum Electrodynamics Gordon and Breach, New York, 1977; C. Itzykson and
J.-B. Zuber, Quantum Field Theory McGraw Hill, New York, 1980; F. Mandl
and G. Shaw, Quantum Field Theory, J. Wiley, Chichester 1984; J.M. Jauch and
F. Rohrlich, The Theory of Photons and Electrons, 2nd ed., Springer, New York,
1976, Sect.6.3.
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These are only equivalent to the Maxwell equations when the four-potential
AF(z) satisfies the gauge condition

0, A" (z) =0. (E.4)
The most general solution of the free field equations (j# = 0) is given by the
linear superposition®

At(z) = A" F(2) + A"~ ()
1\ 2 N T N
— ; <2V|k|) (ef(k)ar(k)o + el (k)al(k)e ) . (E.5)

The four polarization vectors obey the orthogonality and completeness rela-
tions

er(k)es(k) = erp(k)et (k) = —(rops, 1,5=0,1,2,3 (E.6a)

> GeR)er (k) = —g (E.6b)
where
CO =-—1 s Cl = CQ = Cg =1. (E6C)
On occasion it is useful to employ the special polarization vectors
et (k) = n* =(1,0,0,0) (E.7a)
el'(k) = (0, ex ) r=1,2,3, (E.7b)

where €1 and € » are unit vectors that are orthogonal, both to one another
and to k, and

ex,3 = k/|K| . (E.7c)
This implies

n-e,=0, r=1,2 E.7d)

€x.r€ks = Ors r,s=1213. E.7e)

—~

The longitudinal vector can also be expressed in the form
k# — (kn)n*
1/2
((kn)2 - k2)

3 To distinguish them from the polarization vectors ex » and creation and anni-
hilation operators a;r(A and axx (A = 1,2) of the main text, where the Coulomb
gauge was employed, we denote the polarization vectors in the covariant repre-
sentation by € (k), and the corresponding creation and annihilation operators

by al(k) and a,(k).

(k) = (E.7f)
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The four vectors describe

e/, € transverse polarization
€4 longitudinal polarization

€y, scalar or time-like polarization .

The covariant simultaneous canonical commutation relations for the radiation
field read:

(A", ), A ()] = 0, [ A (x,0), A (', 0)] = 0
. (E.8)
[A“(x,tLA”(x’,t)} = —ig"d(x —x') .

The commutation relations are the same as those for the massless Klein—
Gordon field, but with the additional factor —g"”. The zero component has
the opposite sign to the spatial components.

One can thus obtain the propagators directly from those for the Klein—
Gordon equation:

[A*(x), AY (x")] = iD" (z — ') (E.9a)

4
DM (z —a') = igl“’/ (Zwl;g S(k?)e(ko)e ke (E.9Db)
(0| T (A (z)A¥(2")) |0) = iD (z — ') (E.10a)
u , » d4ke—ikm
Dii(x—2a")=—g k2 4 i (E.10b)

By inverting (E.5) and using (E.8), one obtains the commutation relations
for the creation and annihilation operators

[QT(k)7al(k/)] = <T6T85kk' ) CO =-1 ) Cl = CQ = <3 =1 )

[ar(k)7 &S(k/)] - [al(k), al(k’)} =0. (Ell)

E.2 The Physical Significance of Longitudinal and Scalar Photons

For the components 1,2,3 (i.e., the two transverse, and the longitudinal,
photons) one has, according to Eq. (E.11), the usual commutation relations,
whereas for the scalar photon (r = 0) the roles of the creation and annihilation
operators seem to be reversed. The vacuum state |0) is defined by

ar(k)|0) =0 forallkandr =0,1,2,3, (E.12)

ie.,

AT () 0) =0
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for all . One-photon states have the form

las) = al(q) [0) . (E.13)

The Hamiltonian is obtained from (E.1) as

H= / & - (Hf(:c)/l#(a:) - E(z)) L (E.14)
Inserting (E.2) and the expansion (E.5) into this Hamiltonian yields

H ="kl ¢ al(K)ap(k) . (E15)
rk

One may be concerned that the energy might not be positive definite, because
of (o = —1. However, because of the commutation relation (E.11) the energy
is indeed positive definite

Hlq,s) =Y _ [k ¢ af(k)a, (k)al(q) |0)
rk (E16)
=l|qlal(q)j0) ., s=0,1,2,3

Correspondingly, one defines the occupation-number operator
Nk = Cra’l (k)a, (k) . (E.17)
For the norm of the states, one finds

(aslas) = (0] a,(a)al(q) 0) = ¢ (0]0) = ¢ . (E.18)

In the Gupta—Bleuler theory, the norm of a state with a scalar photon is
negative. More generally, every state with an odd number of scalar photons
has a negative norm. However, the Lorentz condition ensures that, essentially,
the scalar photons are eliminated from all physical effects. In combination
with the longitudinal photons, they merely lead to the Coulomb interaction
between charged particles.

For the theory to be really equivalent to the Maxwell equations, we still
need to satisfy the Lorentz condition (E.4). In the quantized theory, however,
it is not possible to impose the Lorentz condition as an operator identity. If
one were to attempt this, Eq. (E.9a) would imply that

[0, A" (z), AY (2)] = 10, D" (x — ') (E.19)
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must vanish. However, from (E.10b) we know that this is not the case. Gupta
and Bleuler replaced the Lorentz condition by a condition? on the states

O AMT (2) | W) =0 . (E.20a)

This also gives

(|0, AF () =0 (E.20b)
and thus
(U] 0, A" (x)|¥) =0. (E.21)

It is thereby guaranteed that the Maxwell equations are always satisfied in
the classical limit.

The subsidiary condition (E.20a) affects only the longitudinal- and scalar-
photon states since the polarization vectors of the transverse photons are
orthogonal to k. From (E.20a), (E.5), and (E.6), it follows for all k that

(a3(k) — ao(k)) [#) = 0. (E.22)

Equation (E.22) amounts to a restriction on the allowed combinations of
excitations of scalar and longitudinal photons. If |#) satisfies the condition
(E.22), the expectation value of the term with the corresponding wave vector
in the Hamiltonian is
(] al(k)as (k) — ab(k)ag (k) [¥)
= (W] al(k)a (k) — ab(k)ag(k) — af(k)(a5(k) — aq(k)) |?) (E.23)
= (| (a}(k) - af(k))as (k) [¥) = 0.

Thus, with (E.15), we have

(WIH ) = @Y > |klaf(k)a,(k)|P) . (E.24)

k r=1,2

4 As already stated prior to Eq.(E.19), the Lorentz condition cannot be imposed
as an operator condition, and cannot even be imposed as a condition on the
states in the form

O A" (z) W) =0. (E.20c)
For the vacuum state, Eq. (E.20c) would yield
A" (z) o) = 9, A" (2) [Wo) =0 .

Multiplication of the middle expression by AT (y) yields A;‘;(y)@”A; (z) |Wo) =
oo, (ALWAT @) W) = 0 ([Af (), AV ()] + AT (@) AL () [%0) =
azu 19w DT (y — ) |%) # 0 , which constitutes a contradiction. Thus the
Lorentz condition can only be imposed in the weaker form (E.20a).
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so that only the two transverse photons contribute to the expectation value of
the Hamiltonian. From the structure of the remaining observables P, J, etc.,
one sees that this is also the case for the expectation values of these observ-
ables. Thus for free fields, in observable quantities only transverse photons
occur, as is the case for the Coulomb gauge. The excitation of scalar and
longitudinal photons obeying the subsidiary condition (E.20a) leads, in the
absence of charges, to no observable consequences. One can show that the
excitation of such photons leads merely to a transformation to another gauge
that also satisfies the Lorentz condition. It is thus simplest to take as the
vacuum state the state containing no photons.

When charges are present, the longitudinal and scalar photons provide the
Coulomb interaction between the charges and thus appear as virtual particles
in intermediate states. However, the initial and final states still contain only
transverse photons.

E.3 The Feynman Photon Propagator

We now turn to a more detailed analysis of the photon propagator. For this
we utilize the equation

¢ = =3 Gt (K)e (K) (E.6b)

and insert the specific choice (E.7a-c) for the polarization vector tetrad into
the Fourier transform of (E.10Db):

DR =, { S )
r=1,2
’ (E.25)

o (b = () (6 = (k) nn} |
(kn)” — k2

The first term on the right-hand side represents the exchange of transverse
photons

v 1 y
D;’,trans(k) = k2 + i€ Z Cg(k)ﬁr (k) . (E26&)
r=1,2

We divide the remainder of the expression, i.e., the second and third terms,
into two parts:

y 1 (kn)*ntn” y
Dricon® = 12 |5 { o }

(kn)® — k2
kP ntn¥  ntn? (E.26Db)
k2 +ie (kn)® — k2 (kn)® — k2
ntn?

k2
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and
1 kFEY — (kn)(k*nY 4+ nPEY)
D (k) = . E.26
FJ‘ed( ) k2 4 ie (kn)Q - k‘2 ( C)
In coordinate space, D, reads:
d3kdk® . 1
DY () = n”n”/ e ke
F,C()lll( ) (271')4 |k|2
dBkC“m/ :2.0_.0
— 410,10 dkoclk T
70" | [
1
= g"%g"° §(2°) . E.26b/
979" 4l (x”) ( )

This part of the propagator represents the instantaneous Coulomb inter-
action. The longitudinal and scalar photons thus yield the instantaneous
Coulomb interaction between charged particles. In the Coulomb gauge only
transverse photons occurred. The scalar potential was not a dynamical degree
of freedom and was determined through Eq. (14.2.2) by the charge density of
the particles (the charge density of the Dirac field). In the covariant quantiza-
tion, the longitudinal and scalar (time-like) components were also quantized.
The Coulomb interaction now no longer occurs explicitly in the theory, but
is contained as the exchange of scalar and longitudinal photons in the prop-
agator of the theory (in going from (E.25) to (E.26b) it is not only the third
term of (E.25) that contributes, but also a part of the second term). The re-
maining term D;‘t/red makes no physical contribution and is thus redundant,
as can be seen from the structure of perturbation theory (see the Remark in
Sect. 15.5.3.3),

/d4x/d4x’jlu(x)D$V(:U — ') jau(2")

(E.27)

= [ @)D (R )

Since the current density is conserved,
Juj* =0 and hence j,k* =0, (E.28)

the term D?ﬁ;cd, comprising terms proportional to k* or k¥, makes no con-
tribution.

E.4 Conserved Quantities

From the free Lagrangian density corrresponding to (E.1),

L, = —; (07 A,,) (8, A") = _;A#,VAW , (E.29)
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according to (12.4.1), one obtains for the energy—momentum tensor

TH = — A AT — g™ Ly (E.30a)
and hence the energy and momentum densities

7% = —;(AVA,, + O AV 9L AY) (E.30b)

Tk = —A,9% AV . (E.30c)

Furthermore, from (12.4.21), one obtains the angular-momentum tensor

Mo = —AVP AT 4 ATHAY 4 oV THT — 27TH (E.31a)
having the spin contribution

SHVT — _ AT AV L AV AT (E.31b)
from which one finally establishes the spin three-vector

S=A(zx) x A(z) . (E.31c)

The vector product of the polarization vectors of the transverse photons
€1(k) x e2(k) equals k/|k|, and hence the value of the spin, is 1 with only
two possible orientations, parallel or antiparallel to the wave vector. In this
context it is instructive to make the transition from the two creation and
annihilation operators al(k) and a}(k) (or a1(k) and ag(k)) to the creation

and annihilation operators for helicity eigenstates.

F Coupling of Charged Scalar Mesons
to the Electromagnetic Field

The Lagrangian density for the complex Klein—Gordon field is, according to
(13.2.1),

Lxa = (0u9") (0"9) —m*To . (F.1a)

In order to obtain the coupling to the radiation field, one has to make the
replacement 0* — 0¥ 4 ieA¥. The resulting covariant Lagrangian density,
including the Lagrangian density of the electromagnetic field

Lot = ) (" 4,) (9,A%) (F.1b)

reads:

d¢

1 ot . :
L=—,(9"4,)(,4") — (82’# - 1eAM¢T) (3x# +16A“(;5) —m2pTep.

(F.2)
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The equations of motion for the vector potential are obtained from

0 0L oL

“our oar, = = Toan (¥:3)

By differentiating with respect to ¢!, one obtains the Klein-Gordon equa-
tion in the presence of an electromagnetic field. Defining the electromagnetic
current density

oL

G = YV (F.4)

one obtains

Ot 0
Ju = —ie (( &f# — ieAquT) ¢—o ( agi + ieAHqS)) , (F.5)

which, by virtue of the equations of motion, is conserved.

The Lagrangian density (F.6) can be separated into the Lagrangian den-
sity of the free Klein—Gordon field Lkg, that of the free radiation field L;.q,
and an interaction Lagrangian density £q,

L= (2u01) (0"6) ~m?06 — | (0 A,) (0,4%) + L1 (F.6)
where
)
Ly =ie <§fu¢’ — ot ;ﬁ) AP 4 2 A, AT . (F.7)

The occurrence of the term e? A, A*¢1¢ is characteristic for the Klein-Gordon
field and corresponds, in the nonrelativistic limit, to the A? term in the
Schrodinger equation. From (F.7) one obtains for the interaction Hamiltonian
density which enters the S matrix (15.3.4)° for charged particles

T
(o) = —ic (61(0) 0, ~ 0%, 0l) ) A4%(0) — 67 (@)ole) 44(0) A o)
(F.8)

5 P.T. Matthews, Phys. Rev. 76, 684L (1949); 76, 1489 (1949); S.S. Schweber, An
Introduction to Relativistic Quantum Field Theory, Harper & Row, New York,
1961, p.482; C. Itzykson and J.-B. Zuber, Quantum Field Theory, McGraw Hill,
New York, 1980, p.285
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acausal behavior 265

action 261, 262

active transformation 150, 155-156,
209-211

adiabatic hypothesis 331, 364

adjoint field operator 291

analyticity of xar(z) 89

angular momentum 156-159, 272, 280
— of a field 272

— of the Dirac field 289

— of the radiation field 394

— of the scalar field 281

angular momentum operator 272, 304
angular momentum tensor

— of the electromagnetic field 320, 394
annihilation operator 11,14, 16, 26,

252, 303, 336, 338
anomalous magnetic moment of the
electron 371-373
anti-Stokes lines 85, 97
anticommutation relations 288,295
anticommutation rules for fermions

19, 292
anticommutator 17, 301-303
antineutrino 243
antiparticle 205, 216, 287

autocorrelation 80
axial vector 145
axioms of quantum mechanics 115

Baker—Hausdorff identity 30, 184
bare states 331

baryon number 287

bilinear form 142

binding energy 165

bispinor 123

Bogoliubov approximation 63
Bogoliubov theory 62
Bogoliubov transformation
Bohr magneton 128
Bohr radius 43,192

63, 72,74

boost 150, 275

boost vector 272,275

Bose commutation relations
Bose field 55-72, 314

Bose fluid 60

Bose gas 60

Bose operators 14, 280, 328
Bose-Einstein condensation 60, 62, 68
bosons 5,10, 21, 280, 299, 314
boundary conditions

— periodic 25, 250

Bravais lattice 93

bremsstrahlung 334

Brillouin zone 251

broken symmetry 68

bulk modulus 44

12,314

canonical commutation relations 266

canonical ensemble 83

canonical quantization 266, 277, 311

Cauchy principal value 90

causality 88

charge 285-287,293-296

— bare 369

— renormalized 363-368

charge conjugation 214-217, 232, 303,
304

charge conjugation operation
303-305

charge density 310, 319

charge operator 281, 294

charge renormalization 363, 368-372

chiral representation of the Dirac
matrices 125, 379

chirality operator 240, 379

classical electrodynamics 307-312

classical limit 92,105

Clebsch—Gordan coefficients 169

coherent (incoherent) dynamical
structure function 81

coherent scattering cross-section 80

290,
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coherent states 276

commutation relations
303

— canonical 266

— of the Dirac field operators 296

— of the field operators 28

commutator 18, see commutation
relation

— of free bosons 296

completely antisymmetric states 8

completely symmetric states 8,11

completeness relation 11,17, 251

compressibility 66

compressibility sum rule 107, 108

Compton scattering 339, 355-356

21, 277-281,

Compton wavelength 130, 166, 189,
192

condensate 62

conjugate fields 285, 288

conservation laws 212-213, 266

conserved quantities 274, 289-290,

393
constant of the motion 274
contact potential 31,65

continuity equation 24,199, 266, 286,

293, 308
— of the Dirac equation 122
— of the Klein—Gordon equation 119
continuous symmetry group 274
continuum limit = 255-258
contraction 336
contravariant indices 117,131
coordinate representation 21
correction, relativistic 165
correlation function 46, 83,92, 334
— classical limit 105
— symmetry properties 100-106
correspondence principle 116, 378
Coulomb interaction 33,46, 319
Coulomb potential 46-49, 161-179
— scattering in  see Mott scattering
Coulomb repulsion 41, 50
covariance 265
— relativistic 282
covariant indices 117,131
covariant quantization 387
creation operator 11,14, 16, 26, 252,
336, 338
cross-section, differential 78
current density 23, 304, 305, 310, 343
— electrical 308
— under time reversal 231
current-density operator 286, 305

d’Alembert equation 231, 313

— inhomogeneous 317

d’Alembert operator 312

— definition 132

damped harmonic oscillator 98

Darwin term 188

Debye—Waller factor 110

degeneracy 164, 178,229

degenerate electron gas 34

o-function potential 68

density matrix 80

density of solutions of the free Dirac
equation 150

density operator 27

density response function

density wave 66

density—density correlation 100

density—density correlation function
39, 85,97

density—density susceptibility 107

diffusion 97

diffusion equation 97

diffusive dynamics 97

Dirac equation 120-130, 287, 322,
377-379

— continuity equation 122

— for a Coulomb potential 168-179

— in chiral representation 241

— in covariant form 123-125

— Lorentz covariance 135

— massless 239

— nonrelativistic limit 126-128

— quadratic form 152-153

— requirements on 121

— solutions of the free equation 125,
146

— time-dependent 195
— with electromagnetic field

Dirac field 305, 321, 322, 337

— quantized 287-296

Dirac field operators 295, 304

Dirac Hamiltonian 120

Dirac hole theory see Hole theory

Dirac matrices

100, 107

168-179

— chiral representation 240, 379
— form 145-146
— fundamental theorem 146, 153

— Majorana representation 216, 244,
380
— properties 123, 145-146

— standard representation 379
Dirac representation 323-328
dispersion relations 90, 101, 252



dissipation 92

dissipative response 90

divergent zero-point energy 316

dynamical susceptibility 85,91, 94, 98,
106

Dyson equation 359

effective mass 69

effective target area 78

eigenstate 115

Einstein approximation 54

elastic scattering 81, 108

electrodynamics, classical 307-312

electromagnetic vector potential 301

electron 290

— anomalous magnetic moment
371-373

— bare mass 361

— charge 126, 369

— magnetic moment 128, 371-373

— renormalized mass 362

electron gas 41-49

— ground state energy 44

electron—electron interaction 42

electron—electron scattering see
Mgller scattering

electron—hole pair 34

electron—positron current density 316

electron—positron pair 332

— virtual 365

emission, of a photon 340

energy absorption 92

energy levels 164

— relativistic, of the hydrogen atom
177

— of the Dirac equation for a Coulomb
potential 175

— of the Klein—Gordon equation in
Coulomb potential 164

energy transfer 368

energy uncertainty 207

energy, negative 214

energy-momentum conservation 341

energy-momentum four-vector 268

energy-momentum tensor 266, 289

— for the Dirac-field 289

— for the radiation field 320

energy-momentum vector 280

equation of motion

— for field operators 23

— for the density operator 24

Euler-Lagrange equations 263, 288,
311

Index 399

— of field theory 263

exchange hole 38

exchange of mesons 285

exchange term 44

excitation energy 76

expansion of the field operator 285

expectation value of an observable
115

external lines 356

f-sum rule 107-109

factorization approximation 47

Fermi energy 34

Fermi operators

Fermi sphere 33

Fermi wave number 33

Fermi’s golden rule 77

fermion line 356

fermion propagators 301

fermions 5, 16, 21, 288, 299

Feynman diagrams 284, 336, 347

— external lines 356

Feynman path-integral representation
386

Feynman propagator
325

— for fermions 302-303

— for mesons 284

— for photons 320, 392

Feynman rules 339, 348, 355-358

Feynman slash 124

field equations 23, 285, 287-289

— classical 287

— free 325

— nonlinear 323

— quantum-mechanical 279

field operator 20, 258, 259, 295, 324,
325, 331, 332

— adjoint 291

field tensor, electromagnetic 309

field theories, free 277

field theory

19, 328

283, 285, 318,

— classical 261-265
— nonlinear 321, 325
fields

— free 277

— conjugate 288

— electric 307

— free 303

— free, electromagnetic
— interacting 321-373
— relativistic 249-275
fine structure 178

312-320
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fine-structure constant, Sommerfeld’s
162, 307, 321

fluctuation—dissipation theorem 91,
96

fluctuations 57

Fock space 11,17,259, 295

Foldy—Wouthuysen transformation
181-187

four-current-density 161, 286, 293, 308

four-dimensional space—time continuum
261

four-momentum 117

four-momentum operator

four-spinor 123

four-velocity 117

free bosons 55

303

g factor 127,128, 187, 373, 377
Galilei transformation 70
~ matrices see Dirac matrices
gauge 316
— axial 309
— Coulomb  309-310
— Lorentz 309
time 309
— transverse 190
gauge invariance 68,272, 285
— of the Lagrangian density 305
gauge theory, abelian 322
gauge transformations
— of the first kind 272, 286, 301
— of the second kind 273, 309
generator 273-275
— of rotations 157,213
— of symmetry transformations
— of translations 303, 304
golden rule 92
Gordon identity 197,207, 367, 372
grand canonical ensemble 83
grand canonical partition function 83
graphs 284
Green’s function 385
— advanced 297
— Coulomb 310
— retarded 297
ground state 12,279
— of the Bose gas 62

— of a Dirac particle in a Coulomb

potential 178
— of superfluid helium 71
— of the Fermi gas 33
— of the field 259
— of the linear chain

274

254

ground state energy 41
group velocity 197, 201
Gupta—Bleuler method 387-394
gyromagnetic ratio  see g factor

Hamilton’s principle 262
Hamiltonian 22, 115, 277-281, 289,
321
— nonlocal 183
— of a many-particle system 20
— of the Dirac equation 120
— of the scalar field 279
— rotationally invariant 158
— with central potential 159
Hamiltonian density 264, 319,
322-323
— of the free Dirac field 288
— of the free radiation field 313
hard-core potential 61
harmonic approximation 72
harmonic crystal 93-97
harmonic oscillator 29, 30
Hartree-Fock approximation 42
Hartree—Fock energy levels 48
Hartree—Fock equations 49-52
He-II phase 69
Heaviside-Lorentz units
Heaviside units
Heisenberg equation
— nonrelatvistic 190
Heisenberg equation of motion 23
Heisenberg ferromagnet 68
Heisenberg model 72

see Lorentz—

Heisenberg operators 83, 325

Heisenberg representation 23, 250,
325,326

Heisenberg state 83

helicity 236-238, 305, 384

helicity eigenstates 238, 313, 394

helium

— excitations 69

— phase diagram 60

— superfluidity 69

hole 34

Hole theory 204-207, 214, 216, 290
Holstein—Primakoff transformation 72
Hubbard model 31

hypercharge 278, 287

hyperfine interaction 189
hyperfine structure 178

identical particles 3
incoherent scattering cross-section 80



inelastic scattering 76, 77

inelastic scattering cross-section 76
inertial frames 132

infrared divergence 192

interacting fields 321-373
interaction Hamiltonian 325, 331
interaction Hamiltonian density 329
interaction representation 86, 323-328
interaction term 319, 321
interaction, electromagnetic 321
interference 57, 200

interference terms 80

intrinsic angular momentum 272
invariance 212-213

— relativistic 265

invariant subspaces 7

inversion symmetry 101
irreducible representation 241
isospin 287

isothermal compressibility 41
isothermal sound velocity 109

K° meson 278, 287

kinetic energy 21

Klein paradox 202-204
Klein—Gordon equation 116-120
— continuity equation 119

— free solutions 120

— in Coulomb potential
— one-dimensional 256
— with electromagnetic field 161-168
Klein—Gordon field 258-260, 337

— complex 260, 278, 285-287, 303, 394
— real 277-285

Klein—Gordon propagator 317
Kramers degeneracy 229

Kramers theorem 228
Kramers—Kronig relations 90

Kubo relaxation function 106

162-168

Lagrangian 261, 318, 321-323

— nonlinear 321-322

Lagrangian density 261, 277-281, 285,
318, 321-323, 394

— of quantum electrodynamics
322

— of radiation field and charged scalar
mesons 394

— of the ¢* theory 321

— of the Dirac field 288

— of the free real Klein—Gordon field
277

— of the radiation field 311-312, 387

321,

Index 401

Lamb shift 178, 189-193, 322

Landé factor see g factor

lattice dynamics 81,93

lattice vibrations 249-260
left-handed states 237
Lennard—Jones potential 61

light cone 298

light emission 195

Lindemann criterion 45

linear chain 250-255

linear response 87

linear response function 88

linear susceptibility 75

locality 265, 299, 300

Lorentz condition 221

Lorentz covariance 283

— of the Dirac equation 135

Lorentz group 133

Lorentz spinor, four-component 136
Lorentz transformation 131-134, 297
— along the x* direction 139

— infinitesimal 136-141, 156

— inhomogeneous 265

— linearity 132
— orthochronous
— proper 133
— rotation 138
— spatial reflection 141

— time reflection type 133
Lorentz—Heaviside units 307, 344

133, 144, 298

magnetic moment

— of the electron 373

magnetization 68

magnons 72

Majorana representation of the Dirac
matrices 125, 216, 244, 380

many-body system 206

many-particle operator 14, 19

many-particle state 3,13

many-particle theory, nonrelativistic
292

mass

— bare 193, 361-362

— physical 193, 361-362

— renormalized see mass, physical

mass density 66

mass increase, relativistic 166

mass shift 362

massless fermions  see neutrino

matrix elements 334

Maxwell equations 307-308

measurement 115
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meson propagator 284

mesons 162, 167, 284

— electrically neutral 259, 278
— free 325

— scalar 394

metric tensor 131
microcausality 299

minimal coupling 129
Minkowski diagram 298

Mgller formula 349

Mgller scattering 339, 346-352
momentum 289, 291, 322
momentum conjugate 311
momentum density 289
momentum eigenfunctions 25
momentum field 264
momentum operator 129, 280, 295
— normal ordered 320

of the Dirac field 304

of the Klein—Gordon field 279
of the radiation field 316, 387
momentum representation 25
momentum transfer 78

motion reversal 217-236
motion-reversed state 218
Mott scattering 339, 341-346
multiphonon state 254

neutrino 239-243

neutrons

— scattering 76,79

— scattering cross-section 80

— wavelength 76

Noether’s theorem 268270, 320

noninteracting electron gas 38

nonlocality 265

nonrelativistic limit 176, 181

nonrelativistic many-particle theory
292

normal coordinates 93, 250

normal momenta 250

normal ordered products 280

normal ordering 280, 314, 316

— for fermions 293

normal product, generalized 337

normal-ordering operator 339

nuclear radius, finite 166, 167, 179

nucleon 284

observables 115

occupation numbers 10, 17

occupation-number operator 13,19,
27,254, 279

one-phonon scattering 110

operator

— antilinear 223

— antiunitary 217,223

— chronological 328

— d’Alembert 312

— even 181

— odd 181

orbital angular momentum density
320

orbital angular momentum of the field
281, 290

orbital angular momentum quantum
number 164

orthogonality relation 11,251,291

— for solutions of the free Dirac
equation 198

— of the solutions of the free Dirac
equation 149

orthonormality of momentum
eigenfunctions 25

oscillators, coupled 249-260

pair annihilation 334

pair correlations 59

pair creation 206

pair distribution function 36, 39, 55

paraparticles 6

parastatistics 6

parasymmetric states 6

parity 141,213

— intrinsic 141

parity transformation 213,232

particle density 22

particle interpretation 253

particle-number density 28

particle-number operator 13,279, 281

particles, virtual 336

passive transformation
209-211

path-integral representation 385

— Feynman 386

Pauli equation 127, 187, 237

Pauli matrices 123, 290, 304

Pauli principle 36, 205

Pauli spinor 127, 169, 304

Pauli’s fundamental theorem see
Dirac matrices, fundamental theorem

Pauli-Villars method 366

PCT theorem 235

periodic boundary conditions 25

permutation group 4

permutation operator 3

137, 155-156,



permutations 4, 127, 347

perturbation expansion 335

perturbation Hamiltonian 283

perturbation theory 188, 281, 283,
322, 327-328

¢* theory 321

phonon annihilation operator 253

phonon correlation function 94

phonon creation operator 253

phonon damping 97

phonon dispersion relation 109

phonon frequencies 93

phonon resonances 97

phonon scattering 81

phonons 66, 69, 93-97, 109, 253

— acoustic 252

— optical 252

photon correlations 59

photon field 332

photon line 356

photon propagator 316-320, 392

photon self-energy 365

photons 314

— free 325

— longitudinal 389

— transverse 389

m mesons 287

7 meson 281

7 meson 162,167

Planck’s radiation law 314

Poincaré group 133,152

Poincaré transformation 132

point mechanics 261

Poisson equation 310, 312

polarization vector 191, 313

— of the photon field 317

position eigenstates 21

positron 205, 290, 304

potential

— electromagnetic 319

— rotationally invariant 213

— spherically symmetric 162

potential step 202, 204

pressure 44, 66

principal quantum number 164,175

principle of least action 262
principle of relativity 132,135
probability amplitude 387
probability distribution 207
projection operators 151,216
— for the spin 380
propagator 281-287, 301-303

— and spin statistics theorem 296-301

Index 403

— covariant 319

— free 360

— interacting 360
pseudopotential 79
pseudoscalar 144, 153
pseudovector 144, 153
purely space-like vectors 298

quanta, of the radiation field 314

quantization 290-293

— canonical 266, 285

—— for the Dirac equation 288

— of the Dirac field 207, 287-296

— of the radiation field 307-320

quantization rule, canonical 277

quantum crystals 61

quantum electrodynamics 193,
321-373

quantum field theory 193,207, 216

— relativistic 287

quantum fields, relativistic 249-275

quantum fluctuations 45

quantum fluid 60

quantum number, radial 164, 174

quasiparticles 65,253

Racah time reflection 235-236

radiation field 307-322, 387

— quantized 193, 307-320

radiative corrections 193, 358-373

radiative transitions 195

Raman scattering 99

random phase approximation 44

range of interaction 331

reflection, spatial 213

regularization 363, 366

relativistic corrections 176, 181,
187-189

relativistic mass correction 188

renormalizable theory 322

renormalization see charge renormal-
ization

renormalization constant  see wave
function renormalization constant

renormalization factors 368

representations of the permutation
group 5

resolvent 189

response 75

rest mass 118

rest-state solutions of the Dirac
equation 147

retardation 297
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right-handed states 237

Ritz variational principle 51
rotation 138,152, 156-159, 212, 271
— infinitesimal 157

rotation matrix 139

rotational invariance 103,104
roton minimum 66, 109

rotons 69

RPA 44

Rutherford scattering law 346
Rydberg energy 128

Rydberg formula, nonrelativistic 165

S matrix 322, 328-332, 336, 339

S-matrix element 335, 352, 356

— for  emission 340

— for Mott scattering 342

— for Mgller scattering 348

scalar 144

scattering 75

— of two nucleons 284

scattering amplitude 340

scattering cross-section 354

— differential 343, 344

—— Mogller scattering 349

—— for Mott scattering 345

—— in the center-of-mass frame 355

— relation to the S-matrix element
352

scattering experiments 76

scattering length 68, 74

scattering matrix see S matrix

scattering processes 328, 333, 339

Schrodinger equation 82, 115, 324

Schrodinger operator 83, 324, 325

Schrédinger representation  324-326

second quantization 22,23

second-order phase transitions 68

self-energy 359

— of the electron 359

— of the photon 365

self-energy diagram 360

self-energy insertions 372

signature of an operator 103, 226

single-particle correlation function 37

single-particle operator 14,20

single-particle potential 22

single-particle state 281, 303

Sommerfeld’s fine-structure constant
162, 307, 321

sound velocity 66

space-like vectors 298

spatial reflection 141, 213

special theory of relativity 117

spectral representation 84, 90

spherical well potential 68,73

spin 27,272

— of the Klein—Gordon field 278

spin density 28, 320

spin density operator 28

spin projection operator 380

spin statistics theorem 296-303

spin-; fermions 28, 33, 299

spin-dependent pair distribution
function 38

spin-orbit coupling 178, 188

spin-statistic theorem 281

spinor 123, 290, 378, 383

— adjoint 144

— free 196

— hermitian adjoint 123

spinor field 289, 305

spinor index 340

spinor solutions 325

standard representation of the Dirac
matrices 379

state vector 115

states

— bare 330

— coherent 276

— dressed 330

static form factor 108, 109

static structure factor 40

static susceptibility 92, 98

stationary solutions 162

stiffness constant 252, 255

Stokes lines 85,97

strangeness 287

stress tensor T% 271

string, vibrating 255-258

sum rules 107-108

summation convention 117

superfluid state 60

superfluidity 69

superposition of positive energy
solutions 149

susceptibility 101

— dynamical 85-89

symmetric operator 4

symmetry 209-243

— discrete 213

symmetry breaking 68

symmetry properties 100

symmetry relations 100

symmetry transformation 214,274

temporal translational invariance 84



tensor 153

— antisymmetric 144

theory, renormalizable 322

thermal average 81

Thirring model 323

time reversal 217-236

time-evolution operator 86

— in the interaction picture 326

— Schrodinger 326

time-like vectors 298

time-ordered product 283, 336, 337

— for Fermi operators 302

— for the Klein—Gordon field 283

time-ordering operator 5

— Dyson’s 327

— Wick’s 328

time-reversal invariance 103

— in classical mechanics 218

— in nonrelativistic quantum mechanics
221

— of the Dirac equation 229-235

time-reversal operation 103

time-reversal operator, in linear state
space 225-229

time-reversal transformation

total angular momentum 157

total current 196

total number of particles 13

total-particle-number operator 22

totally antisymmetric states 5

totally symmetric states 5

transformation

— active 150, 155-156, 209211

— antiunitary 274

— infinitesimal 152, 268

— of the Dirac equation 210

— of vector fields 209

— passive 137, 155-156, 209-211

— unitary 274,325

transition amplitude 329

transition probability 78,334

transition rate 328

transitions, simple 332-339

translation 213, 270

translation operator 303

translational invariance

213

103, 233

94, 103, 190,

Index 405

— of the correlation function 104
transpositions 4

two-fluid model 69

two-particle interaction 22
two-particle operator 15, 20
two-particle state 281

ultraviolet divergence 74,192,361
uncertainty relation 207

vacuum 281

vacuum expectation value 283,337
vacuum polarization 365, 372
vacuum state 12,17, 279, 303, 389
variation, total 269

variational derivative 51

variations 263

vector 144

vector potential, electromagnetic 301
vertex 333, 335
vertex corrections
vertex point 356
violation of parity conservation 234
von Neumann equation 86

366, 372

Ward identity 363, 368-371

wave function renormalization constant
364

wave packets 195,198

wave, plane 202

weak interaction 234

weakly interacting Bose gas

— condensate 62

— excitations 66

— ground-state energy 68, 74

Weyl equations 242, 377

Wick’s theorem 322, 335-339, 356

Wigner crystal 45, 54

world line 117

Wu experiment 234

62-68

Z factors 370

zero-point energy 254, 280
— divergent 314
zero-point terms 293
Zitterbewegung 199-201
— amplitude of 199
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