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Preface

Electromagnetic field carries the bulk of information about the structure of matter,
atoms and molecules, nuclei or even elementary particles. Theory in this respect has
the basic task: to retrieve this information from the available data that are obtained
from experiments. The task is, therefore, finding a connection between the density
of charges and the intensity of emitted radiation that they produce when subjected
to external agitation; in short the task is solving the inverse intensity problem.
However, the task as described is not that simple, although the problem of direct
inverse intensity problem is immensely difficult one to solve. Charges that one
discusses are basically electrons and protons, or their conglomerates, but they are
quantum objects for which the concept of charge density must be fundamentally
modified from that for classical charges. Electrons and protons are individually, as
classical objects, point-like charges but as quantum objects they must be treated as
delocalized particles and therefore treated as charge densities. The problem, how-
ever, is more difficult than that, because being treated as delocalized particles they
are described essentially by probability densities and therefore by assuming that as
charge densities must be taken with great caution. There are circumstances when
probability density could be treated as charge density but there are when this is not
a correct assumption. The choice when and how to distinguish between these two
concepts, probability density versus charge density, depends on the problem to
analyze, which is also sometimes not a simple task.

There are essentially four problems to analyze in electromagnetic interactions.
One is dynamics of charges under the impact of electromagnetic force, another is
radiation that is produced by moving charges, the third is structure of conglomerates
of charges, and the fourth is the problem of field interaction, essentially unification
of electromagnetic force and the force that results from radiation. All of these
problems have been thoroughly studied, perhaps with exception of the last one,
however, extreme states under which charges are placed, extreme states of elec-
tromagnetic field that interact with charges and fine details of this interaction have
room for further investigations. Placing the field and charges under extreme con-
ditions requires theoretical tool that adequately could describe these situations.



vi Preface

Relativistic classical and quantum theory are the foremost tools, description of
electromagnetic field of finite extent in all dimensions, and also having accurate
description in nonrelativistic theoretical tools.

Electromagnetic field itself is also essential to be understood because this has
direct impact on how from experiments one interprets structure of matter. The basic
principles of electrodynamics are well established, but with the development of
quantum principles and applied on the scale of atoms and smaller another of its
feature emerged, which is universally accepted: electromagnetic interaction is
mediated by photons, manifestation of particle-like interaction on charges. Origins
of the idea for the particle nature of electromagnetic field go back to explaining
black body radiation, photoelectric effect, and finally the Compton effect. Success
of the model is undisputable but there are limitations on how far it could be applied,
for example in the case of very strong electromagnetic fields. There is an obvious
question and this is what is the true nature of the photon model, because despite
successful in explaining many features of matter there are some limitations of it, for
example in interpretation of the Coulomb law as exchange of photons among
charges. The answer to this question is not yet clear, and it should be found with
in-depth understanding of solutions of the basic equations of dynamics: Dirac and
Maxwell equations, coupled with the relativistic classical equation for particles.

Those four mentioned problems are investigated in this book, by giving quali-
tative description to get their essence before applying exact tools and these are
equations for electromagnetic field and both classical and quantum dynamics, and
relativistic and nonrelativistic, for charges. Separate discussion is on equations for
relativistic dynamics, Maxwell and Dirac equations, as the essential tools for
investigating the charges under extreme confinements and their interaction with the
electromagnetic field. The basic tool for describing photon interaction with matter,
quantum electrodynamics, is not used; however, it is mentioned in the context when
the particle-like exchange of electromagnetic interaction is encountered.

Zagreb, Croatia Slobodan Danko Bosanac
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Chapter 1
Introduction

Abstract Properties of electrons and protons, as the basic charged elements of mat-
ter, are briefly reviewed. The concept of charge and the quantum probability densities
is examined and discussed under what circumstances the two are identical. Charge
density and resulting properties of molecules is reviewed, together with describing
adiabatic expansion for calculating their structure. Particular emphases is to derive
non adiabatic coupling among the electron states of molecules.

1.1 Properties of Elementary Charges

Elementary particles of importance are the electron, proton and neutron. The electron
and proton are carriers of electric charge,'

e =1.60217733 x 107°C

whilst neutron is neutral. However, in addition to charge these particles are also
carriers of magnetic dipole but their values differ from one particle to the other.
Their values are

m, = 9.2847701 x 1074)T!
m, = 1.41060761 x 10726 JT""
m, = 9.6623707 x 10727 JT~!

The theory predicts that neutron, based on the evidence that it has internal structure,
should have a small electric dipole moment, but so far there is no strong experimental
evidence for it. Therefore for any practical purpose one could assume (for the electron
and proton predicted moment is even smaller) that the particles do not have this dipole
moment, although from the conceptual point, and also for the consequences, yes or
no is very important. However, neutron and proton might have internal distribution
of charge density [20], about which there will be here more discussion.

1ST units are used in this section.

© Springer-Verlag Berlin Heidelberg 2016 1
S.D. Bosanac, Electromagnetic Interactions,

Springer Series on Atomic, Optical, and Plasma Physics 94,

DOI 10.1007/978-3-662-52878-5_1



2 1 Introduction

A charge at rest produces static electric component of the electromagnetic field,

the Coulomb electric field
- e

(1.1)

= r
4egr?

where g9 = 8.854187817 x 1072 Fm™! is permittivity of the vacuum, and the sign™
indicates the unit vector. On the other hand magnetic dipole m at rest produces a
static magnetic component of the electromagnetic field

—)_ Ho = N~ = __@ — l _ -
B_47Tr3[3(m F) T = Vx(mxvr)_VxA (1.2)

where
and iy = 1.2566370614 x 107°NA~? is permeability of the vacuum.? The force

that the two components of the electromagnetic field produces on another particle
with charge ¢ and magnetic dipole moment 7 could be written as

—
Feo=—-VVy (1.3)
where the potential energy is
Veo = Ve + Vg

The first term is the Coulomb potential

e
v, =4
dmegr

whilst the second is the magnetic dipole potential

Vv, — Ho V(’—”>’7)
R

The magnetic dipole potential energy is in general much smaller than the Coulomb
potential energy, however, at short distances the former increases more rapidly due
to its r~3dependence. For the electrons one can make an estimate of the relative
importance of the two forces by writing the total potential energy as

2 2
e 1o eh
Vi = o (£

b= dreor | dm (2M) g

2Magnetic induction B (Tesla) and the magnetic field H (Ampere/Meter) are related by MOT-I) =
—
b.



1.1 Properties of Elementary Charges 3

where 7 is of the order 1, and % is approximate magnetic dipole of the electron
(Bohr magneton). The potential energy can be written in another form

Vo — e? - 1 B
b= 4megr 4r? ?m?

where the relationship

Moo = —
2

was used. The contribution from the magnetic dipole becomes significant when

1 »

4r? ¢2m?

or

h
r =
2cm,
The Coulomb energy at this distance is
1 cm,é?
~ 7500 eV

L-:g hE()

which means that in the collisions above this energy one should consider also the
contribution of the magnetic dipoles of the particles to the cross sections.

Classical equations of motion that are based on the force (1.3) are not complete
without equation that couples rotation of the magnetic dipole due to the forque that
magnetic field exerts on it. The additional equation is

. . =
dm =ym x B

where 7 is a factor that relates spin to the magnetic dipole. For the three elementary
particles this factor is derived from the fact that they have spin 2/2 and from the
Bohr magneton one obtains

VYetectron = 1. 001 2L

electron

Yproton = 2.792 8#

proton

Yneutron = 1.915 7L

neutron

The additional factors indicate that the Bohr magneton is only approximate value
for the magnetic dipole of the elementary particles with the half spin, except for the
electron for which it is given relatively accurately.
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1.2 Charge Density in Molecules

Although the constituents of a molecule are protons, electrons and neutrons it is only
the former two that play the essential role in the interaction with the electromagnetic
field. The neutrons change the overall magnetic dipole of the nuclei and as such they
are important when this type of interaction is investigated. The protons are localized
in the nuclei, which, for all practical purpose, could be regarded as the point like
objects with the well defined position (this statement must be taken with a caution
and is only relevant for the calculation of the density of charges in molecules). The
electrons, on the other hand, are delocalized over a molecule, and their position can
only be satisfactory defined through the probability density

- - - - - - - - 2
P(rlsr27r31"'arn)=|f(r1ar29r3a~~-7rn)|

where f(...) is the probability amplitude (wave function) for the system of n elec-
trons. It gives the probability density of finding electron 1 at the position 71, electron
2 at 7, etc. However, the probability density of finding electron j at 7}, irrespective
of the whereabouts of the other electrons, is given by

= - = = =N12 73 3 3 3 3
P(rj)=/|f(rl’r27r3"'°7rn)| drld r2°-'d rj—]d rj+1...d ry

which could be associated with the charge density for this electron, meaning that
it could not be treated as a true charge density. Contribution of this electron to the
overall Coulomb potential at 7 that comes from the other electrons and the nuclei is
then given by
P(r;

;) &’r;

Vi=—¢ — f
V—U|

c

which, strictly speaking, should be interpreted as the average potential from the j-th
electron. However, this expression is identical with the potential when P(r;) is a
charge density and therefore the probability density could be also associated with a
charge density of the j-th electron. The difference between the true charge density
and the probability density that plays the role of it is in the self repulsion term. The
true charge density has a self repelling term that tends to make it unstable, whilst the
probability density has no such term.

1.2.1 Self Energy of Hydrogen Atom

Hydrogen atom is a system of proton and the electron, and in the simplest approxima-
tion is that proton is at a precise position whilst the electron is delocalized. Electric
potential of the proton is given by Coulomb law for a point charge, whilst that of the
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electron should be calculated from the assumption that the probability density is also
charge density. Therefore, the overall potential of the hydrogen atom at the distance
r from the proton, for the electron in the ground state, is given by

V(r):/d3’ P(I") _Oé d3//d3 lk(rr —2ar’
Fr—7r'| 2m k2+17]

where « is the fine structure constant, and the identity

1 | T o k-(F=7") (14)
|7 =7 e K2+in '

is used. The potential is finally

1 1
Vi) = - — ﬂeﬂw
r r

If the probability density is the charge density then this potential could be used
to calculate self repulsion energy for the electron, and add it as the correction to the
basic equation for Hydrogen atom. This energy is

P(r)P(r’
Vselfzg/dsrl d3rw
’ 2 [r—r"|

and by using (1.4) the final expression is
Vierf = 4a7r2/dr//dr rr' (r +r - |r - r’|) PP
The ground state of Hydrogen atom is then solution of the radial equation

(r// + r— ‘r// _ r/|)

r// r/

GG (1) g(r)

1 7 o 1 ;g
eg(r):—zg (V)—79(r)+204 dr'dr

which is an integro-differential equation. One way of solving it is by iteration,
where in the first step the uncorrected probability density is used to calculate the
self repelling term and in the next iteration calculate new ground state probability
amplitude. The iteration is repeated until the ground state eigenenergy e converges.
For Hydrogen atom this eigenenergy is e = —0.187 o, which should be compared
with e = —0.5 o> when the correction is not included. The difference is sufficient to
dismiss the assumption that the probability density is the charge density. However, if
another charge is placed in the field of this Hydrogen atom then its potential energy
agrees very well with the observations.
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1.2.2 Charge Density in Molecules

Molecules are neutral species but in most of them certain sites around atoms have
slight excess of positive or negative charge. For example proton in a water molecule
are slightly positively charged whilst oxygen atom is negatively charged, or Hydrogen
atom in the HF molecule is slightly negatively charged whilst Fluorine is positively
charged. Determining the amount of charge at the sites of a molecule is of importance
in various circumstances (for example in calculating radiation by a rotating molecule
Sect.7.3.2) and therefore it is necessary to define what is meant by it. However,
there is a problem with this task because positive charges are well localized in atoms
whilst negative are essentially delocalized all around a molecule. The problem is well
described if one asks a question what is charge density within Hydrogen atom? (here
the assumption is that proton is localized at a fixed point whilst when it is not shall
be discussed in Sect. 1.2.3). The answer appears simple, away from proton (nucleus)
charge density is that of the probability density for the electron, which is formally
correct and hence the question for a molecule seems solved. This, however, is not what
is meant by charge density for a molecule, because it is defined as an effective amount
of charge that a test charge experiences when approaching it. Another aspect of the
concept of effective charge density is a nonuniform moving molecule, for example
a rotating one. Resulting radiation comes as superposition of the individual motion
of charges, nuclei and the electrons, however, it could be approximately treated by
assuming that each atom is a charged particle having some effective charge. The
overall charge density of a molecule is deduced from the calculation of the total
potential due to all charges, and it is given by

=_e]Z/‘P(r’ d3r; +Z

r—r|

where 13,- is position of the i-th nuclei (e.g. with respect to the centre of mass of
molecule), and the number of electrons 7 is equal to the number of protons, i.e.
ne = e; +- - -+ ey. Because of the symmetry between electrons one has the identity

P(rj) = P(Fy)

for any pair, then

P@) Yo
V=—ne/ = 1_, d3rj+ E —l_, (1.5)
Ir=ril i=1 [ — R

and therefore the charge density in a molecule due to the electrons is

p(F) = —neP(F) = —ne /lf(?, FosFay e PP Ay dPry,
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In a number of circumstance it is useful to define effective charge that one asso-
ciates with an atom in a molecule, in particular atoms that are on its surface. One
starts by noting that the excess of electron charge density is localized around a par-
ticular atom, and its extent is smaller than the distance of this atom to the centre of
mass of a molecule. Therefore one expands potential (1.5) as

" PG PR\ o e e
V%_eZ/T(l_Fr_Z)drj-’_z-»—-’
j=1 i=1 |r — R;
o A
r—3 |:Z€iRi —ne/P(7j)7jd3rj:|

i=1

which has a form of potential for an electric dipole, where the dipole has the value
N N
_p> = ZeiRi - ne/ P(Fj)7jd3rj = ZqiRi
i=1 i=1

The parameter ¢; is associated with the effective charge on atom i, and its value
is calculated by the least square fit, in which case they are solutions of the set of
equations

ZQikk . I-é,' = Zé‘,‘iék . I-é,' —ne/P(?j)ﬁk -7jd3rj

In an external electric field, which is represented by the potential V,,; (¥), a mole-
cule has potential energy

N
W = —ne / PEWes F) & + D € Veur (R:)
i=1

In those circumstances when variation of the external field over the size of a molecule
is small one can write approximately

Vext(’_;) ~ Vext(iéc) + (7 - I_éL) -V Vext(l_éc)

where R, is position of a point within the molecule, for example it is its centre of
mass. The first term in the expansion, for a neutral molecule, gives

N
Wo = —ne / PFWest (Re) d°r + ) € Vs (Re)

i=1

N
—neVey (Re) / PV + Ve (R) D e =0

i=1
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where the condition
/ p(F)d’r =1

was used.
The next term gives

L4

N
_ne/P(’_;) (? - I_éc) -V Vext(ﬁc) d3r + Zei (? - I_éc) -V Vext(ﬁc)
i=1

|:—ne / o) (F = Re) & + iei (F- R)} Y Veu (Ro)
i=1

which can be written as

Wi=d -V Vou(R.)

The vector d is the permanent dipole moment of the molecule.

There are several objections with the previous derivation: (a) variation of the
external field over a molecule may not small, (b) whilst definition of a permanent
dipole is well defined for small, say a diatomic, molecule, for large ones may not
have meaning, and (c) definition of a permanent dipole moment assumes that the
probability amplitude (wave function) for the electrons is unaffected by the external
field. This is never true, but in many circumstances this effect is negligible.

1.2.3 Charge Density in Hydrogen-Like Atom

Delocalization of two oppositely charged particles, one having mass m| and the other
mass m,, that are bound by a force produce charge density. The stationary bound
state problem is solved in the centre of mass system, and for the relevant coordinates,

which are defined as o o

- - S = myry 4 mar;

r=ri—nr; R=——7—
mp + my

the probability amplitude for the system is
o (7 R) = r ®9(R)
The charge density is then defined as (particle 1 has positive charge e = 1)

pG) = /d% f(§—72)9(

—/d371

and it is a function of the coordinates 5.

> > 2
mys + mory
mi + mo

- S\ 12
miry +mos
my +my

f@—m(
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The coordinates are scaled with the Compton wave number x = mc/h, where m

is reduced mass
mymy

mi +my

of the two particles, in which case they are dimensionless, and for a Hydrogen-like
atom particle 1 is proton and particle 2 is a negatively charged particle. The ground
state probability amplitude is

) =Ne™

but for the probability density for the centre of mass one takes delta function’

1 (8) =59

The last choice means that the charge density is defined for a system that is localized
at the origin as a point-like particle. The radial charge density is now

3 2 3
my my mi mi

and for the Hydrogen-like atom it is

s ’ 2 352 3 m
p(s) = (1 + ﬂ) (- (1 N @) 2a(1422)s

s mp m nmi

2

Typical charge densities are shown in Fig. 1.1 for two examples (in the appropriately
scaled coordinates). If negatively charged particle is muon, which has comparable
mass with the proton, the charge density has two pronounced extremes, one for the
positive charge and the other for the negative (lower graph). On the other hand, if
mass of negatively charged particle is that of the electron then positive charge density
is concentrated in close proximity of the origin (upper graph). More realistic analysis
that involves relativistic dynamics is discussed in Sect.5.4.3.

1.2.4 Electric Dipole of Molecules

Electric dipole moment of a molecule changes when external field on a molecule is
applied, and it is called induced electric dipole moment. This is manifested either as
a dipole moment for molecule that has zero permanent dipole moment, or variation
of the latter with the external field. The induced dipole moment is calculated from

31t should be pointed out that the delta function choice is not physical, because the size of the system
as the whole cannot be smaller than the with of the binding potential. In this case this choice is only
for the modelling purpose.
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Fig. 1.1 Radial charge

density for hydrogen atom

(upper graph), where the

positive component from =
proton is very close to the
origin. Radial charge density .
for a hydrogen-like atom for 100 200 300 400 500
muon as negatively charged
particle is shown by the
lower graph

the probability amplitude of a molecule in the presence of external field, and for
a weak field one uses perturbation theory. If Hamiltonian of a molecule is Hy and
its eigenfunction is fj, with the eigenenergy Ey, then in the external field the new
eigenfunction f satisfies equation

(Ho + Vexr) f =FE f

By replacing solution with

f=rf+yg
and likewise the eigenenergy with
E=FEy+¢€
The equation for correcting term g, in the first order of perturbation, is
Hog + foVext = foe + gEo

and by expanding it in the eigenfunctions f; of the Hamiltonian Hy
9=2_5f;
J

the expansion coefficients are

1

Em = ———
m EO—Em

/fOVextfm dvv m 7&0



1.2 Charge Density in Molecules 11

Within this correction the charge density is

p(F) = po(F) — 2ne /fo(7, Py Fay e F)gF Fay Fay o Fy) Ay d

where the second term is the induced dipole moment, and it is explicitly given by

ding = —2ne / (? - EC) > cnpu @) (1.6)

m#Q0

- Zﬁ@fﬂ“”/( R) pn@) dr

0

where
W®=/ﬁ@a%qumaaaWWMfmmfm

Permanent and induced dipole moments always go together, and the magnitude
of the latter is primarily determined by the differences in the eigenenergies of a
molecule. In general the larger the molecule the greater the impact of the external
field on the dipole moment, however, even for smaller molecules the same may hold
true if the energy level spacing is small. In particular the induced dipole moment
may play significant role for the time dependent external field having an impact on
the spectrum a molecule.

It should be noted that the series for the induced dipole moment is not convergent, it
is so called asymptotically convergent, which for the strong external fields manifests
itself as the tunneling ionization.

Dipole moment for molecules is measured in the units of debey, and its unit
value is

1 debey (D) = 3.336 x 107°°Cm

To understand the meaning of this unit one takes charge of the electron that is at the
distance r = 107! m (typical dimension of a diatom molecule) from its opposite
charge, and this dipole moment has the value

d=48D

Atoms do not have dipole moments, they acquire it only when they are subjected to
the external field. The simplest is Hydrogen atom, for which the probability amplitude
of the electron, if subjected to the electromagnetic wave of the resonance frequency
for 1S — 2P transition, is a linear combination

a _r
f: e w0 +

b
7ra8 4./ 277@8

re” % Yio(0,9)
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where gy = 0.5292 x 10~'9m is the Bohr radius. The coefficients a and b are in
general complex time dependent coefficients, but without loss of generality they
could be assumed real, with the property*

a+b=1

The dipole moment is then

. } 25642 )
d:—e/d3rf2r:—e 24;/—a\/1—a2aoz

which is indeed zero if either the electron is in the ground state (a = 1) or the excited
state (@ = 0). Its maximal value is attained for @ = 27/2, when the dipole moment
has the value

d=189D

The induced dipole moment of Hydrogen atom in this electromagnetic wave therefore
oscillates with this amplitude.’

Hydrogen atom could be permanently polarized in a constant electrostatic field.
If Hydrogen atom is in the ground state, and only the 2 P state is taken into account,
then from the perturbation expression (1.6) for the dipole moment one gets

. 524288 eza(‘}me
T 177147 R?

where m, is mass of the electron and E is the strength of the electric field. If the
dipole moment should equal its amplitude when the atom is subject to the oscillating
electromagnetic field then E is

729 h?

= —129x 10" V/m
2048 \/2em, a}

which is in practice virtually unobtainable.
Molecules, in general, may have permanent dipole moment, and few typical ones
are given in Table 1.1 [1]. As the result molecule 1 with a dipole moment produces

47 Eol [ ( . ) v ]
3 r r

4Their exact time dependence is the subject of separate analysis in later discussions.

31t should be noted, though, that the frequency of oscillations with this amplitude is not that of the
electromagnetic wave, it is a function of the strength of the field (see Rabbi oscillations).
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Table 1.1 Dipole moments Molecule d/D

of molecules
co 0.112
03 0.53
H,0 1.85
CN,H, 4.27
KBr 10.41

and another molecule with a dipole d» in this field has potential energy

1 AV Z A - -
Vdip—dip:_W [3 (dz'r) (drl’)— d1~d2]

where r is separation between the dipoles and 7 points from one to the other molecule.
Potential energy depends on the relative orientation of the two dipoles: the interaction
could be attractive (parallel configuration) or repulsive (antiparallel configuration).
This feature of interaction between the two dipoles results in the torque that the field
of one molecule exerts on the other, which has the form

]2 dt(jjz = JZ X El
where I, is momentum of inertia and &, is the angular velocity of the molecule 2
(for the equation of the molecule 1 the indices are interchanged) given by (the index
is omitted)
W=—dlsinpx+dbcos¢py+dd?z
In terms of the spherical angles the dipole dis

d=d (sinfcos¢ i + sinfsin ¢ § + cos )

Dipole-dipole interaction is dominant when the molecules are separated, and its
absolute magnitude is better expressed in the scaled units, being

Vit iy = _°-j§42 [3(a-7)(@7) -7 -]

where the separation between them is now measured in the units of 107'"m
(Angstroms) and the dipole moments are given in debeys. Depending on the mole-
cules but in general dipole-dipole interaction dominates until the distances of the
order 10 A. A simpler system is atom-molecule system the potential is

2.998g - _
9

2 r

Vdi —atom —
p r
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where the charge of atom g is in the units of elementary charge. On the other hand if
atom is neutral then the dipole field induces charge separation in it, which is of the
order 2, and the interaction decays more rapidly, as Vyip—arom ~ r 4.

1.2.5 Van der Waals Potential

Neutral atoms or molecules, without polarization of charge density still exerts a
force on another species with the same characteristics. The force is responsible for
formation of clusters, which is manifested, for example, as formation of liquids from
gas phase, adhesion and it is essentially the explanation of the Casimir effect [2].
The theory that explains the force is very well documented [2,3] and here we give a
brief overview of its essentials.

Relatively few molecules do not have electric dipole moment, but atoms and the
molecules without it exert a force on the like species by attractive force that arises
from the finite extent of the charge density of the electrons. The force is expected
to be weak but significant at large separations of the species, where the chemical
forces are negligible. Therefore at these separations the electron densities of these
species do not overlap appreciable, the assumption that will be used in the following
analysis. For simplicity this force is derived for two Hydrogen atoms, the derivation
that has straightforward generalization to more complex situations.

Based on the assumption that the two Hydrogen atoms are well separated the
potential energy of the system is

2
q q q q
VW_V + 2| |7>—_r)1|+}_r)+7)2—_r)1
Nirews (7.72) (7.7 1)
~q 3 -3 i

where 7 is separation of atom 2 from atom 1, which is placed at the origin. The vec-
tors 7, and 7 | are positions of the the electrons 2 and 1 relative to their respective
nuclei. In the last step expansion is made in the ratio of 7, /r, and the leading term
retained. This interaction perturbs electronic states, and the (nearly) complete set of
the unperturbed ones are (the continuum states are not included)

Fotwy (71, 72) = 7 (1) 1.2 (72) (17

where the assumption of the non overlapping electronic probability amplitudes was
implemented. Impact of interaction potential Vi on the state (n1, ny) is calculated
from the perturbation expansion, and the probability amplitude with the leading
correction is®

6The convenient (||) abbreviates integral over all variables that are involved.
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© ©
FO =FO + 3 (s 1YW Ens) 10

ny,ny ny,ny ) 0) my,ms
En17”2 - Emlymz

my,my

Correction to the unperturbed eigenergies is then

<FVE?);12 |VW| Z Anynyimy,my Fyfq(i),mz> (18)

my,my

2
FO |V |F(0) )
— ) 0) |< nyn VYW ms
=(F, VWl FO )+ D PO
niy,ny mip,mjp

mip,ny

which is r dependent and is associated with the long range atom-atom interaction,
known as the Van der Waals potential.

Potential Vi represents essentially electric dipole-dipole interaction, which
means that induces also correlation between the two of them. This correlation effect
is calculated from

7 ) = / Prid*ryFL . ) Fun (1.9)
and by using approximation for the probability amplitude

(Fi - F) ~2Re| > (Fobe Vo] Fo)

0 0
El{ll?l‘lz - Ei§1 1),m2

(Fa, 71 <2l )

ny,na ml,mz)
miy,myp

Previous derivation is valid under the assumption of no degeneracy, meaning that
no two pair of energies E,(f]’?nz and E,(,?l)mz are equal for any set of quantum numbers
unless (n1, ny) = (my, my). The problem arises because for Hydrogen atom, as an
example, the probability amplitude is specified by three quantum numbers (n, [, m)
whilst the appropriate eigenenergy is a function of only the principal quantum number
n and independent of the angular momentum ones / and m. Therefore for the quan-
tum number 7 the eigenergies are n’> degenerate. Degeneracy also arises when two
atoms are identical, in which case by interchanging the pair (n;, n,) with (n,, n;) the
eigenergies are the same. Previous analysis that is based on the non-degenerate per-
turbation expansion must therefore be replaced by the theory that takes into account
degeneracy.

In the degenerate perturbation expansion one isolates a set of degenerate states,
say there are d degenerate ones. If f, are eigenstates of unperturbed Hamiltonian
then the first d states (for convenience the set of eigenstates are ordered in this way)
have the same eigenenergy e,;. One defines a new basis set &, which is a linear
combination of f, but only for the indices smaller or equal to d whilst the rest are
unaltered. The first d states are g, for n < d are defined so that they diagonalize
perturbing potential Vi, i.e.
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@), F IVl £))Ujm = (B Vi | ) = €0, (1.10)

which means that
hm = fj Uj,m

In the new basis set one uses the rules of the non-degenerate perturbation theory,
thus the first order corrected eigenergies, for all n, are

eV = e, + (h, Vil hy)

and the first order corrected probability amplitudes are

R [V | By
h(]) h, +z V| )hm

€n — €

The second order corrected eigenergies are therefore
|VW| hm)|
e? = ey + (hn V| hP) = ey + (hy Vil ) + Z— (1.11)

Degenerate perturbation expansion is the most demanding when two atoms are
identical. The two indices that specify the state of each atom (each index should be
understood as a set of quantum numbers, 3 in the case of Hydrogen atom) do not
only individually represent degenerate states but also upon the exchange of them one
gets also another set that is degenerate with the previous one. For example, if one
seeks Van der Waals potential between two Hydrogen atoms where one is in n = 1
state and the otherinn = 2, = 1 and m = 0 state one cannot but not to include the
other / and m states in this atom. In general one combination has 4 states and upon
interchange of the states there are another 4 states. There are, therefore, altogether 8
states are degenerate and should be considered for calculating the potential. However,
within these states some are not coupled by the matrix element in (1.10) and their
eigenergies are not affected by transformation, but their probability amplitudes are.
Furthermore, the diagonal elements in this coupling matrix are zero therefore the
sum of the eigenvalues in (1.10) are zero. This means that for this system the states
whose eigenergies are affected by the transformation come in pairs, one for which
the shift from their unperturbed values is positive and the other that is negative. Upon
the exchange of atoms the two affected states are of the opposite sign, being result
of the symmetry of Vi with respect to this exchange.

Correlation of the two electric dipoles (1.9), in the case of degeneracy is approx-
imately

(r1 - 72), & (b [11 -T2 ) (1.12)

and it is not in general zero.
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In the previous analysis the states for which the Van der Waals potential was
defined are fixed, however, in most applications regarding dynamics of atoms one
works with a general expansion

where the coefficients are, in general, time dependent, therefore the Van der Waals
force is also time dependent. Straightforward generalization of the previous. non
degenerate, perturbation analysis gives for the Van der Waals potential

(G vy GV
©) ©)
> X Y
= Cmyymy Cnisna Fapm [Vl Fiy iy () (0)
my,ma ny,na Zi|,i2 E’(’?)~"2_E;?,)i2 <Fm1.m2 |VW| F(i,,i2>

In the case of degeneracy one defines a new basis set based on the recipe that was given
earlier. The degenerate states form a subset of the complete set, and for each one of
them one performs transformation that was described earlier. After the transformation
the unitary matrix that transforms the entire basis set is a block matrix, where each
one transforms a particular degenerate subset. This unitary matrix is used to define
a new basis set which used in the perturbation expansion.

1.2.5.1 Two Hydrogen Atoms

Two Hydrogen atoms is the simplest system where to describe calculation of
the Van der Waals potential, and if both of them are in their ground state there
is no degeneracy and it is calculated from (1.8). The ground state probability
amplitude is F [1,0,0; 1,0, 0] (the indices n, [ and m are written in the brack-
ets for better visualization, where r; is associated with the first set whilst r,
with the second) and in the simplest approximation it is in general coupled to
F[2,1,m;1,0,0], F[1,0,0;2,],m]and F [2,1, m; 2,1, m]. However, by the sym-
metry considerations it is only coupled to F [2, 1, —1;2,1,1], F[2,1,1;2,1, —1]
and F [2, 1,0; 2, 1, 0] in which case one gets for the Van der Waals potential7

2.46 g2

W~
676

where g is electric charge and « is fine structure constant (appropriate units are used).

One is tempted to assume that the same reasoning applies for the potential when
both atoms are in 2§ state. Although this state is degenerate with 2 P states that would
not be a problem if the coupling between them is zero. However, this is not the case

7In the calculations it is assumed that the two atoms are along the z axes.
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because F [2,0,0;2,0,0] is coupled to F [2,1,—1;2,1,1], F[2,1,1;2,1, —1]
and F[2,1,0;2, 1, 0], and therefore one must use degenerate perturbation expan-
sion. The complete set of degenerate probability amplitudes for n = 2 when both
both atoms are included has 16 terms, and out of 136 coupling terms only 12 are are
coupled. The list of those coupled states is in (1.14), but there are 8 states that are not
coupled to any other. In practice one forms the coupling matrix (1.10) with the entire
set, and combination of basis set functions that have zero eigenvalue correspond
to the uncoupled set. 8 eigenvalues that are not zero are {+22.05, £18, +9, +9}.
Therefore Van der Waals potential between two atoms in 2§ state has no meaning
because these states come in a linear combination with the states from 2 P. However,
among the linear combinations those with the largest absolute eigenvalue have the
largest weight and the two are given by

1 1
Fry = —=FI[2,0,0;2,0,0] F —=F[2,1,0;2,1,0] ¥

(1.13)
V2 V3
1 1
—F[2,1,1;2,1,-1]F —=F[2,1,-1;2,1,1]
V12 V12

which are symmetric with respect to the interchange of two atoms. For each of the
two linear combinations one associates a potential, one is attractive, corresponding
to the negative eigenenergy, and the other is repulsive, corresponding to the positive
one. Important feature of these potentials is their rate of decay is r—3, which is
much slower than 7% for a typical Van der Waals interaction. The two potentials
have also different sign, one describes attraction of the two atoms and the describe
repulsion. The states (1.13) describe interaction of two atoms in predominantly 2.5
states and to show this one calculates correlation (1.12), which is shown to be zero.
The result supports this conjecture because correlation is zero if the two atoms are
in a spherically symmetric states.

(2,0,0;2,0,0(2,1,—1;2,1,1) (2,0,0;2,0,0(2,1,0;2,1,0)
(2,0,0;2,0,0(2,1,1;2,1,—-1) (2,0,0;2,1,—112,1,-1;2,0,0)
(2,0,0;2,1,0/2,1,0;2,0,0) (2,0,0;2,1,12,1,1;2,0,0)

<27 371;27070 270>0;271371> <271771;2,171|23O70;27070>
(2,1,0;2,0,0(2,0,0;2,1,0) (2,1,0;2,1,0(2,0,0;2,0,0)
(2,1,1;2,0,0(2,0,0;2,1,1) 2,1,1:2,1,-112,0,0:2,0,0) | (4 14

The other linear combinations involve states 25 and 2 P, for example the two that
correspond to the second largest in magnitude eigenergies are

V2

1
Frs = —=F[2,1,0:2,0,0] ¥

V2

1
—F[2,0,0;2,1,0]
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and they produce the Van der Waals potential when the P state has quantum numbers
I = 1and m = 0. One state is antisymmetric with respect to the interchange of atoms
and the potential is repulsive. The other is symmetric and the potential is attractive.
Correlation (1.12) is not zero, and in the former case it is (F; - 75) = —1/4, thus
indicating that on average the two dipoles are antiparallel, which means repulsion.®
For the symmetric state the correlation is (7} - 7) = 1/4, and represents attraction.
The other two linear combinations represent similar interactions.

1.3 Structure of Molecules

Constituents of molecules are electrons and nuclei, but when it comes to determining
their structure and dynamics the two sets of particles play different role. The key
parameter that distinguishes them is their mass, the nuclei having much larger than the
electrons. However, this statement should be taken with some caution, depending on
how it is applied. The intuition tells that if the nuclei of a mass M and the electrons of
the mass m have nearly equal energy E then the ratio of their velocities is proportional
to /m /M. This means that nuclei move more slowly than the electrons, for example
kinetic energy of the protons in the ground state of Hydrogen molecule is of the order
0.1eV whilst that of the electrons is 10eV and so the ratio of the two velocities is
Vprot [Vetee ~ 4/0.1/10 x 1/2000 ~ 10~*. Furthermore the momentum exchange
between the electrons and the nuclei is small, again due to the ratio of their masses,
and based on the two arguments one assumes a similar concept as in thermodynamics,
the adiabatic approximation. The approximation applies to a system with two groups
of degrees of freedom’ where each one has independent dynamics of the other. In the
case of molecules, therefore, the adiabaticity, the Born-Oppenheimer approximation
as it is also called, means that the motion of nuclei is independent of the motion of
the electrons. Validity of the Born-Oppenheimer approximation has been discussed
on various occasions [5—-8], whilst here in Sect. 1.3.2 its limitations are discussed
more explicitly on example of Hydrogen atom in harmonic oscillator.

In practice the adiabatic approximation is formally implemented in the following
way. For a fixed configuration of nuclei one calculates eigenstates of the electrons, and
the relevant probability amplitudes are f;, (r, R), where n refers to a set of indices that
characterize a particular electronic state. r is the set of coordinates for the electrons,
in the form r = {xy, y1, 21, X2, y2, . . .} whilst R is similar set for the nuclei. Energy
of the electronic states depend parametrically on the coordinates R and it is written
as e, (R), meaning that if E is the overall energy of molecule then energy of the
nuclei is E — e, (R). In equation for the nuclei, therefore, the energy e, (R) plays

81t should be noted that the two dipoles are defined with respect to the line that connects two atoms,
thus antiparallel means electron-proton-proton-electron configuration.

9In thermodynamics the parameters that determine a system are pressure, volume, temperature and
the heath bath with which the system has energy exchange. The adiabatic approximation means
that the temperature always changes in unison with that of the heath bath and it is not affected by
the changes in pressure and volume.
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Fig. 1.2 Electronic energies 6
of Lip molecule [4] as a :
function of their internuclear
separation. The energies are
labeled by the dissociation
states of the molecule

2s+3p
= 2p+2p
2s+3s

V/eV

2s+2p

0+ 2s+2s

— 7T T— T
5 10 15

r/10™°m

the role of potential in which they move due to, roughly speaking, averaging over the
electronic degrees of freedom. Typical potentials for Li—Li molecule are shown in
Fig. 1.2, which are characterized by the asymptotic states of individual atoms when
they are pulled apart. Although the procedure is straightforward the question is when
one expects the adiabatic approximation to fail?

The answer to this question will be given on a general level but a simpler one
derives from an order of magnitude argument. The adiabatic approximation is valid
provided the electrons move much faster than nuclei, and so its failure is expected
when the two velocities are nearly equal. This, however, means that kinetic energy of
the nuclei should be greater than the same for the electrons by the ration of the mass
of the former to the mass of the latter. This ratio is typically of the order 10* and so if
binding energy of the electrons (valence electrons) is of the order 1 eV then energy of
the nuclei should be roughly 10*eV, which is indeed very large. However, there may
be circumstances when the adiabatic approximation fails for much smaller kinetic
energy of the nuclei, e.g. when atoms are in highly excited states (Rydberg states)
and their binding energy is much smaller. For example, the electron in Hydrogen
atom in the state with the principal quantum number n = 100 has energy of the order
1073 eV and so it is expected that adiabatic approximation would fail when nuclei
have few eV.

The essence of breakdown of the adiabatic approximation could be demonstrated
on a simple classical model. In this model the electron is coupled to the motion of the
nucleus whilst the latter is coupled to an external potential. The simplest is to assume
Hydrogen atom on which the force F (75) is applied and analyze how the motion
of the electron is affected by it. Adiabatic approximation assumes that motion of the
electron is independent of motion of the proton, or to be more precise, energy of the
electron is affected but its change is smaller than some predetermined value. There
are two sets of classical equations that describe this system. One for the proton, and
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if it has the mass M and the position vector R itis given by

ME = F(8)+0(F-7)

On the other hand, equation for the electron is
7= G(F-7)

m r

= (= ).
where G ( R —7F ) is force between the electron and proton, the Coulomb force

= (= - e R-7
G(R—?):—VVCW,(‘R—7)=— ——
471'50’75_—’)
By defining
-
U =R-—-7r

then equation for the electron is

m

7:3(7)+M F(R) +¢C (i)

m
The adiabatic approximation is to neglect the last two terms, which are of the order
mM ', when trajectory for the electron is

%
T =R —-UWQ

which depends parametrically on the coordinates of proton. By definition this is
adiabatic solution for the electron. Motion of the proton is then derived from equation

MR =TF(R)+G (@)

where % is solution of adiabatic equation for the electron. Measure of this approx-

imation is energy of proton, whose change in time is given by
AE, = /dt R-C [@ )]

and motion is adiabatic if AE ), is smaller than some predetermined value.
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1.3.1 Adiabatic Approximation

Deriving rigorous adiabatic approximation for the system of N,; electrons and N,
nuclei one starts from equation

[Ter (r) + Tou (R) + V (r, )] f (r, R) = Ef (r, R) (1.15)

where T,; (r) is kinetic energy operator for the electrons, 7, (R) is the same for the
nuclei and V (, R) is the potential energy of the whole system. Few words about the
coordinates and the symbolic way how they are represented. The symbol r represents
the Cartesian coordinates set r = {x1, yi, 21, X2, Y2, . . .} of the individual electrons
whilst R stands for the set of nuclear coordinates in the centre of mass coordinates
system, which is obtained by neglecting the mass of the electrons. Therefore the
components R = {Xy, Y1, Z1, X»,Y»,...} are obtained from the coordinates of
individual nuclei by removing the centre of mass coordinate and the remaining are
chosen so that the kinetic energy operator is in the form

2 3Nuw—3 hz
Tnu (R) = _7 Z Mn_lARn = —?M_l/zv . M_I/ZV = T1/2 (R) T1/2 (R)
n

nu nu

(1.16)

where M is a 3N,,, — 3 (the centre of mass coordinates are removed) diagonal matrix
of the masses that are related to those of the nuclei (see Appendix D), which on
the diagonal has the values M; ; = {M, M\, M|, M, M>, .. .}. The operator V is a
single column matrix having the elements

V ={Vx,, Vr,Vz,Vx,, Vy,, ...} .

In contrast to the nuclear kinetic energy the operator 7,; () is the sum of contributions
from individual electrons. The parameter E is the total energy of the system.

Overall motion of a molecule appears as a nonessential information and could
be removed from the solution of equation (1.15). The removal is indeed justified in
many circumstances but there are processes when it is important to know motion
of the centre of mass of a molecule. For example, when the electromagnetic field
interacts with a molecule then the result is also its translational motion, which means
that there is coupling between all the coordinates involved. In this case it is impera-
tive to including the centre of mass coordinates into the dynamics equations. These
processes are not analyzed here, in Chap. 6 they are analyzed in details for atoms, the
interest is focused on investigating how to implement the adiabatic approximation
for an isolated molecule and under what circumstances it is applicable.

Adiabatic, or Born-Oppenheimer, approximation is briefly or in more details
reviewed in almost any textbook where molecular structure is analyzed. Nowadays
the methods of calculating molecular structures has grown to be a very sophisticated
tool, but always in the background is this approximation. However, the problem still
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remains corrections to this approximation, the non adiabatic processes, which is the
emphases in this section.

The adiabatic approximation is derived by writing solution of equation (1.15) in
the form of expansion

[ R =" gu (r, R)w, (R) (1.17)

where g, (r, R) are eigenfunctions of the electronic Hamiltonian for a fixed config-
uration of a molecule, i.e.

He (r, R) g, (r, R) = W, (R) g, (r, R)

However, here another approach is adopted that will prove to be useful in later
analysis. One starts by the diabatic expansion, which essentially means that for a
fixed configuration of nuclei Ry one defines a complete set of eigenfunctions of
the electronic Hamiltonian (for simplicity it is assumed that all electronic states are
bound.) by solving equation

[Ter (r) +V (r, Ro)1 gu (r) = W, (Ro) gn (r) (1.18)

For any other nuclear configuration one then writes expansion for the solution of
equation (1.15) as

f R =" gu (r) wy (R)

This expansion is expected to be poorly convergent for all R but in a small vicinity
of R, it may have advantages over the adiabatic expansion. By replacing expansion
in (1.15) one gets a set of equations for the “coefficients” w, (R), which are in a
matrix form given by

T (R)w (R) = [E — 0" (R)] w (R) (1.19)
where O% (R) is a matrix with the elements

O/"(R) = / d*Nr [V.(r, R) =V (r, R)gi (r) gj ) + Wi (Ro) &;,;  (1.20)

= (g0, R)g(r);;
= (i |[V(r,R) =V (r, R))| ) + W; (Ro) 6.

where the superscript indicates the diabatic basis. One now defines a unitary matrix
U that diagonalizes 0%, i.e.

UR)O“(R)U(R) = A(R) = 0“*(R) (1.21)
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where A(R) is a diagonal matrix. The role of the matrix U is deduced from this
property, it changes the basis set of the electronic functions, from those fixed at Ry
to those at R. Explicitly _

U(R)g(r) =g (. R) (1.22)

which is changing from diabatic basis set in expansion (1.19) into the adiabatic in
expansion (1.17). Therefore, study of the matrix U (R) is bridging the gap between
the two expansions.

The diabatic set of equations (1.19) is transformed by using the relationship (1.22),
when one gets

T (R)w (R) = [E — UR)O“'(RYU (R)] w (R)

where now the matrix elements are in the adiabatic basis. In accordance with the
transformation of the electronic basis functions the nuclear ones must also be modi-
fied by writing B

W(R) = U(R)w(R)

and so they satisfy the set of equations
UR)T (R)[UR)W (R)] = [E — O“/(R)] W (R) = [E — A(R)] W (R)

By using nuclear kinetic energy operator (1.16) the left side is transformed, where
one has to calculate derivatives Vg U(R) = U, (R). By making parametrization

U,(R) = U(R)n,(R)
and from the definition of the matrix U (R) it is deduced
(i] ViR )™ oy
M j(R) = 1 NB-NE® J (1.23)
0 ; i=]

where the superscript indicates the adiabatic electronic basis. Further derivatives are
similarly deduced, and given by

i [vyo, B j)

VR, i (R) =
RnltJ 2j(R) = A (R)
2M(R) = Ni(R) = \j(R) o M B X R
X (R) — A\ (R) ik (RN, j (R) — Wnn;w(m
and

X (R) = (i |V, B[ i)
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so that the final set of equations is

hz 3Nnu_3

— 5 2 M Ve AR WR) = [E-ARIW @R (124)

where one distinguishes two terms of different order in powers of mass M. The
term Vi W(R) is of the order M'/? whilst the matrix 7 is independent of mass and
therefore by the criterion that the nuclear mass is large one neglects this term and
the set simplifies

T (R) W(R) = [E — AM(R)] W (R)

which is the adiabatic approximation, or the Born-Oppenheimer approximation.

In general 7 is small and the mass of the nuclei is large which means that the
adiabatic approximation is quite accurate. However, the matrix elements of  depend
on the separation between the eigenvalues \; (R), as shown in their definition (1.23),
and their proximity is a measure of the failure of the adiabatic approximation. In
order to understand that better it is worth investigating the source of encounter of
the electronic energies A(R), and for that one should recall how in practice they are
calculated. Direct solution of equations (1.18) is not feasible, instead one resorts
to the variational principle, and the simplest of the methods is the Hartree-Fock.'?
It essentially assumes a fixed electronic configuration, being a product (properly
antisymmetrized though) of functions that describe independent electronic states,
and then the parameters in these functions are optimized to minimize the lowest
eigenvalue of the integral

W (Ro) = min {/ d*Nr gy (1) [Te (r) + V (r, Ro)l gir (r) (1.25)

where g, (r) is a trial multi-electron function with some free parameters. The trial
functions may be chosen to correspond to a certain dissociation limit, and hence if two
of these are decide upon (in the simplest case) then for another configuration of the
nuclei the related electronic energies are independent of each other. In principle they
could cross, i.e. become degenerate, for a particular configuration. More accurate trial
function, however, is a combination of the Hartree-Fock ones, so called configuration
interaction functions. In this case the minimization procedure of the kind (1.25)
becomes the minimization of the eigenvalues of the matrix that is obtained from
these configurations, say for two of these g,(,1 ) (r) and g,(,z) (r) it is given by
H | Hi»

H =
' Hy | Hy

10The Hartree-Fock method is far from being accurate for calculating energies of the electronic
states, however, in here it is not used for this purpose but to demonstrate why these do not become
degenerate. In short, to demonstrate the source of the avoided crossing of the electronic energies.
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where
Hi.j (R) = / d*Nr g () [T 1)+ V (. B g’ (1)

If the diagonal elements are degenerate at Rqe, then in their vicinity one can write

HO + (R — Ry) - H" H
Hy H® + (R — Ry) - Hy)

where

HY = / dNr gD () [T (r) + V (r, R)1 g (),

3Npu—3
(R—Ro)-H} = D" (R = Ru) / d*Nr g (r) Vi,V (r, Ro) g1 (1)

n

The eigenvalues are therefore
1
A =3 [2H(0) + (R~ Ro) - (H{q‘f + H;‘;)] (1.26)

+ %\/[(R —Ry) - (Hfff . H;}g)]z + (AH)

where
AH =2 ‘Hf?z)‘

and the electronic energies do not cross. The splitting is due to the “coupling” between
the configuration interaction basis functions, and this effect on its own cannot be the
sign of the breakdown of the adiabatic approximation. The breakdown is entirely due
to the coupling that causes nuclei to change motion from one electronic energy state
into another. Example of the avoided crossing of the electronic energies is shown in
Fig. 1.3, where the diabatic electronic energies are indicated by H; and H,.

From the previous remarks one traces the cause of the breakdown of the adiabatic
approximation to the matrix 7 because in the set of equations (1.24) it mixes the
channels of different electronic states. This matrix, the coupling matrix among the
electronic states, appears in the form of the first power and the second power. The
latter could be neglected in the qualitative analysis, because 7 has only the off diagonal
elements whilst n” has the diagonal ones as well, but especially in a two state problem
when its off diagonal elements are zero. Therefore, the quadratic term does not
contribute towards mixing of the electronic states, at least not in an essential way.
This, however, is not always true as it will be shown later.

From the explicit expression (1.23) of the matrix elements of 7 mixing of the
states starts when the eigenvalues A(R) are not well separated, i.e. when they are
in the regime of the avoided crossing. The source of the avoided crossing was dis-
cussed, and as argued this happens in a relatively small interval around some isolated
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Fig. 1.3 Electronic energies
of two states in the regime of
avoided crossing

configurations of the nuclei. Based on this finding it could be assumed that for the
purpose of estimating the extent of mixing of the electronic states it is sufficient to
analyze a two state problem. In this case the only non-zero elements of 7 are

1

2
o RV
Mn:1,2(R) = =121 (R) = mi; Ui (i |V, B J)" Uj2

and in the vicinity of the avoided crossing the diabatic elements are (nearly) constant
whilst the denominator has a functional dependence based on the estimate (1.26).
The unitary matrix U parametrizes as

cos ¢ sin¢

U= — sin ¢ cos ¢

in which case one derives

1

M;1,2(R) = VR,,¢ = M(R) —

Viia = Vaaa /
N R) 5 sin2¢ + V., , cos2¢

where p
Vi (B =i Vi By )

In the vicinity of crossing of the diabatic electronic states the matrix elements
Vn/m j(R) are nearly constant and could be fixed to have value the Vn’;i! j(Ro)- It
follows from this, and the definition of the diabatic states, that Vn’; 12~ 0 and

/ / ~ g (1)
Vn;l,l = VYn22 ™ Hl.l - H2,2
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hence the equation for the phase ¢ has a solution

tang = (R — Ro)- O+ /[(R— Ro)- OF + 1

where 0 0
Q — Hn 11— Hn;22
" AH
and the coupling matrix is
01 |Onl 1 ’ 0 1‘
_— V =
! ‘—10‘ “O =S R—Ry-OF 41|10

There are two limits to consider depending on the value of |Q,|, the “coupling
constants” among the electronic states, but in fact depending on A H. In one limit
AH is very small in which case the coupling constants |Q,| are very large. The
matrix 7 is in this case nearly a delta function and the set of equations (1.24), without
the quadratic term in the same matrix, have a straightforward solution. The unitary
matrix has a step-like property, on one side of the turning points Ry it is, say, (nearly)
a unit matrix and on the other side it is a matrix with the zero elements on the
diagonal. This means, for example, that if on one side solution in a particular channel
corresponds to the electron energy 1 on the other side it corresponds to the electron
energy 2. This behavior is precisely that of a diabatic solution. However, obtaining
this solution from the set (1.24) is not possible because the quadratic term in 7 is of
the order of the square of a delta function, the singularity that is not integrable. In this
case the adiabatic expansion fails, and hence the adiabatic approximation, the Born-
Oppenheimer approximation, has no meaning. The way out is to transform the set
(1.24) into the diabatic form when it could be solved by a perturbation method, say
the distorted channel method. In this case one could define, by analogy, the diabatic
approximation.

The other limit is when the coupling constants are small, i.e. when AH is large.
In this case the matrix 7 is small and hence its quadratic form is smaller, and also
Vg, 1. (R) is negligible. The adiabatic approximation has meaning in this case and
its corrections are calculated from the set (1.24) by a perturbation method.

In between these two extremes there is a transition region where one could say
that the adiabatic approximation has meaning but it is not accurate. The details of
how to analyze solution in this case is not elaborated here, this is a topic on its own.

1.3.2 Hydrogen Atom in Harmonic Oscillator

1.3.2.1 Classical Theory

Adiabatic approximation in a classical system is demonstrated on example of a
proton being subject to a harmonic force and the electron is coupled to the proton by
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Coulomb force. For simplicity the problem is treated in two dimensions. Equations
to be solved are

— 3 m u
R =—w'R —a—— (1.27)
M u3
— 2
U =—« 1—|——)——w R
( M) u?

where R is coordinate of the proton and % is connected with the coordinate of the
electron 7 by % = R — 7. The coordinates and time are dimensionless, R and
7 stand for R x and _M)H, respectively, whilst time ¢ stands for fck, where

K = % =2.58061 x 102 m™"

is Compton wave number for the electron. In the adiabatic approximation one neglects
the terms of the order M~!, which also includes w? because it is of the same order
of magnitude. The set of equations to solve is now

3 -
Ru =—w' Ry
. —
— U qq(t) e
Ugd = —C 3 - ad
u,,(t)

where « is the fine structure constant, which is defined as

e’ 1
o = =
4meghc  137.036

Motion of proton is independent from that of the electron, whilst trajectory of the
electron is parametrically dependent on the coordinates of the proton.
Solution for the adiabatic trajectory of the proton is

— — 1= |
R.i = Rocos(wt +9) + — Vsin(wt + 0)
w

and by assuming the simplest case, that the electron is in a circular orbit of the radius
1/« (ground state Bohr orbit) around the proton, then its adiabatic trajectory is

2 t
T aal) = To) — = / drsinfwa ( — D] Raa(r)  (128)
Wel Jo

el

where

1 —~.
700) = a [X cos (wert + der) + v sin (weit + der)]
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From the adiabatic solutions one calculates corrections, and of particular interest is
correction to the trajectory of the proton. Solution for this trajectory is in direct rela-
tionship to what is the purpose of the Born-Oppenheimer approximation. Trajectory
for the proton is solution of equation

— — m i
ad
R =—wR —a— 3
M u;,

a

or in approximate form
— - m
R ~—w’R — a4ﬁ7ad(t)

where it is assumed that u>, & u}. The equation has solution

- =
R =R

1 ,m [! . —
wi ——o'— [ drsin[w (@ — )] U aa(7)
w M 0

and by replacing 7ud(t) with (1.28) one gets two integrals in the time variable. The
integral that involves Wo(t) is straightforward to solve and solution is oscillatory,
with the bounded amplitude. On the other hand the integral with the second term in
(1.28) is

4 Mw
Mwez

—
R ~«a

/ dT/T ds sin [w (t — 7)] sin [wy (7 — 5)] R aa(s)
0 0

and its amplitude increases linearly in time. This result is of particular interest because
it shows that expansion in the powers of 77, at least in classical mechanics, may not
be convergent.

1.3.2.2 Quantum Theory

Hydrogen atom that is subject to an external harmonic force is a good example where
one could study interdependence of the electron and the proton motion. Classical
study was done in Sect. 1.3.2 and here it will be shown how the problem is solved in
quantum dynamics. Equation for this system, in the same scaling as in Sect. 1.3.2, is

q 1 | S @ (—> _>) (—> _))
—~Ap—=-A,+ —w*R*— — R, =F R,
> R 7 +2qw ‘r_R‘ f ¥ f I%

(1.29)
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which is solved by writing solution as expansion
1(77) = L (F)in(7 - )
where h,, (77) is solution of equation

1
—3A - @ ho(7 — R) = eyhy(7 — R) (1.30)

7 - R|

As before one chooses the parameter ¢ = m/M as the measures of quality for
adiabatic expansion. When the expansion is replaced in (1.29) one obtains a set of

equations for the functions g, ( R ), which is in a matrix form given by

1
_% (Vg — (h|VR)? g+ Zw2RZg + % ((hIVR)* = (h|Alh)) g (1.31)
=(E—-eoyg

where in derivation equation (1.30) was used. The matrix elements are defined as
[(hIV A, ; = / d’r hi (7) Vh; (7)

and e is diagonal matrix.

Ratio of the two masses g appears in the part of the set (1.31) that refers to the
motion of the centre of mass of Hydrogen (proton) and also in the term that couples
it to the motion of the electron (the last term on the left). It would appear that by
neglecting this ratio the two motions would be decoupled, which would indeed be the
case if it is not that the coupling also appears in the kinetic energy of the Hydrogen.
Therefore, in addition to neglecting the ratio of the two masses it should be assumed
that momentum of the heavier mass, the average of Vg, is much larger than the
average of momentum of the lighter one (4| V). This approximation, however, may
not be the sole criterion, if the energy difference in e is very large then by replacing
g with

g= e7€-<hwh>f

then (1.31) is approximately
Ay LR e s
2 R Ty -

The equation describes entirely de-coupled motion of the atom from that of the
electron.



Chapter 2
Relativistic Wave Equations

Abstract There are three sets of equations that are relativistic invariant, equations
for vector and scalar potentials, Klein-Gordon equation and Dirac equation, and they
could be derived from a single equation. Solutions are analyzed and with special
emphases on applying various Green functions. Particular emphases is devoted to
analyzing Dirac equation, being representative of relativistic quantum dynamics for
spin half particles.

For discussion of particles, and in particular charges, that are confined within a small
space it is imperative to use relativistic classical and quantum theory. The former
is often a very good substitute for quantum theory, whether one wants only esti-
mates or getting understanding of the essential dynamics for these circumstances.
It is not only that particles are necessarily confined in the small space that rela-
tivistic theory should be used, they could also move at nearly the speed of light.
There is also the problem of understanding very fine corrections in interaction of
these particles with the electromagnetic field, when in particular one needs to know
the meaning of solutions of the equations that describe relativistic particles. There
are three equations that would be used for relativistic treatment of dynamics of par-
ticles, classical dynamics excluded. One describes dynamics of the electromagnetic
field (in fact a set of equations) and the other two describe quantum dynamics of par-
ticles. All of them could be derived from an all encompassing equation, the approach
that gives better insight into the nature of relativistic dynamics.

2.1 Unifying Equation

Three equations are used when relativistic dynamics is implemented for description
of wave phenomena: one is for the electromagnetic field and the other two are Klein-
Gordon and Dirac equations. These equations, however, have single basic, unifying,

form

m2c?

hZ

1
N 2 N N -
Af(rat)_c_zézf(rvt)_ f(I’,t):p(rvt) (21)
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for example, if m = 0 and p(7, t) is charge density then f (7, ) is scalar potential for
the electromagnetic field. On the other hand if p(7, r) is replaced by the charge current
then solution is for the vector potential. Klein-Gordon equation is when m # 0 where
p(F, 1) is collection of all terms from the equation for a particle with the charge ¢
that interacts with the electromagnetic field

7Y m?c?
(v—lqh—) f@F 1) — (a,+z—) f@F 1) - h; fEH=0 (22)

and when it is put into the form (2.1).
Similarly Dirac equation for interacting charged particle with the electromagnetic
field is

1 .mc R R
(;’y()&—i-_v)-V—i-l?) fr oty =—pr,1) (2.3)
where p(7, t) is obtained from

1 qV N
( 705f+lh Yo+ _h_q A+17)f(r n=0 (24

by collecting the appropriate terms. The symbols that are used are defined as

7:‘_053” 70=‘é_01’ 2.5)
and .
=23, 5= 5] s-]p 2]
and [/ is the unit matrix. In the spherical coordinates
5 — 2059 e sinf s = —sind e"'c" cos ’
e'?sinf —cosd e'?cosf sinf
=i
S = leom) lg
By parametrizing solution as
fG0) = ( Yodh + 7 -V —z’%) 9. 1) (2.6)

one obtains equation

- I, . m*c? -
Ag(r.1) = 50 9. 1) = —5—g(7. 1) = p(F. 1)
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which is formally the same as the previous two inhomogeneous wave equations, the
only difference being that g(7, ¢) has four components.
Equation (2.1) is transformed into the integral equation form

FGF. 1) = folF, 1) +/ds dAuk(F—"u.t—s)p(id,s) (2.7)

for the sake of finding solution by iteration with the advantage that at each step the
boundary conditions are preserved. fo(7, ) is solution of homogeneous equation and
the remaining term is solution of (2.1) if

1 m?c?
(A——283—7)K(7—7,t—s)=6(7—7)6(r—s) (2.8)
C

2.2 Homogeneous Equation

Homogeneous form of the wave equation (2.1) is

R | T m2cr
Af(r,t)—;@tf(r,t)—7]‘(;’,[):0

with the simplest solution in the form of two plane waves
G = ei‘k’-?iia/h
where ¢ = c+/h2k? + m?c2. The plane wave solutions have only mathematical sig-
nificance because they extend over the whole space and in that sense they do not
represent physical state of a particle. Particle is normally localized within a certain
space region when solutions of the homogeneous equation are more complex.
Solving homogeneous equation requires defining initial and boundary conditions
for its solution, which in turn are defined by physical circumstances. Two initial
conditions are required at t = 0

F(F,0) = Fo(F), 9,f(F,0) = Go(r)

whilst no particular boundary conditions on these are assumed. Solution of the homo-
geneous equation is now

fGF. 0= /d3u [Ki(F =W, t) (W) + Ko (F— U, 1) Go(W)]  (2.9)
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with the requirement that
Ky(F—,0)=0, K;,(F—,0)=6(F )

and
HK>(F—u,0)=0(F—T), OK (F—,0)=0

One shows that

h i t h 7 —
Ky (. 1) = 3/ar31<5m(6/)e”"’
(2m)° €

and 1
K (7,1)=8,K2(F,t)= ( )3/d3k COS(Et/h)eik'7
T
or . X
1 — .. € w
K _:t — d3kd lk-r—zwt(s A Wil 210
2 (7, 1) (27r)3/ we (w hz) o ( )
and

R 1 -l 2
Ki(r,t) = nan /d3k dw e k71w (wz - %) €

Important feature of the functions K (7, t) and K (7, t) is that they are analytic in
the variable k, which is essential if for the solutions it is required not to transmit signals
faster than the speed of light. As the consequence, however, both signs of energy are
present in solution, which is explicitly evident if it is written in the expanded form

N 1 e = L.
f(}", t) = 2(2 )% [/ d3k e k~r+let/ﬁK+ (_/g) +/d3k ezk-rfzet/hKf (?)]
)

where

K* (%’) _ /d3u efi?? [F0(7) + EGO(_M))}

Solution is a combination of two plane waves, whose physical meaning is deduced
by noting that velocity of a relativistic particle is

7
T ===V o))"
e

where the operators act on a plane wave. Thus the velocity of the component with
-\ . . > .
KT ( k ) in the solution f (7, 1) is
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and points in the opposite direction with respect to the momentum of particle. For the
other component velocity is in direction of momentum. In general, therefore, solution
always consists of two components, one going in the opposite direction with respect
to the other. The question is could one form solution with a single energy component,
for example only for the positive one?

For a single energy component solution, for example positive, one should require

that =
K*(k):O

for all 7 It follows that F0(7) and G (7) are not independently determined but
they are related by

o K (T=7)
Fo(7) /d3u Go(u )/d* — (2.11)

and if G () is spherically symmetric then

T @]

k
Fo(r) = mhr /dk \/I%/du u Go(u) sin ku

In the limit m — O (for the electromagnetic field)

Fo(r) = —ﬂ du u Go(u) In |:

r+uw?l _ 2ih
dmchr ro0

du u® Go(u
(r —u)? wchr? / o)
which shows that Fy(r) is nowhere zero even if Gy(r) may be strictly so beyond
some r. This, however, means that for a single energy component solution particle
cannot be localized within finite space.

On the other hand, in the limit m — oo

10
Fo(r) = —#GO(V)

and the solution is determined by only single initial function, which is the non
relativistic limit.

Solution (2.9) could also be used for solving homogeneous Dirac equation, how-
ever, it would appear that since it is first order in time derivative there is no need for
this initial condition. This is not the case because solution is having four components
and requires formally four initial conditions at # = 0. The simplest generalization in
(2.9) would be to replace F0(7) and G0(7) by four row matrices, but that means
eight initial functions amongst which four matrix elements are not independent func-
tions. For selecting these elements one starts with the solution of Dirac equation as
it is formally derived from (2.9)
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1
fFE D = (—m +F V- %)

/d3u [Ki\(F— . 1) Fo(W) + Ko (F— W, 1) Go()]

[

but it is more convenient to give it in the Fourier transformed form. If one makes
replacement

JiGR)) =/d3k f(?,z) kT (2.12)
and defines matrix E as A
E = ¢ 0/h (2.13)
then
~—> 1 /1 — — .mc h . — -~ —
(k,t)=§ ;%@‘HW <k i E EWOQO(k)ﬂLFo(k)

This is a linear combination =
f(k,t)="Ea

where a is a single column matrix and Y is a4 x 4 unitary matrix with the property
THY =1

where I is the unit matrix. The matrix a is determined from the initial fy( k ) =
~— —
f(k ,t =0), whose matrix elements are arbitrary functions of & , in which case

a=T"5(%)

and
~—> PN
fCk,t)y="YEY" fo(k)
%

Solution in terms of I*A“o( k ) and @‘0(7) is then
L 1 /1 - = h - ~ =
TEY fo(k)=§ ;’Yoaz*-l’%k—l? E ;Vogo(k)—i-Fo(k)

where either of the two coefficients is arbitrary, and one could choose

~ — h -
Fo(k)=E’)’ogo(k)
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when

-~

h (1
f( TETJrfo(k)——e( Y00 +i7 - k—l?)E%go(k) (2.14)

One shows that

1 2¢€ (€ + mc?)
'yo@,+l*y k—lE E=———UE
h he
where U is a unitary matrix and could be identified with Y, which is explicitly given
as
2 5 S %
v jetmel I —ehags (2.15)
2e Chsiﬁlzz 1
and NG
- N - =
Go( k) = ————==7Y"fo(k) (2.16)
2 (e +mc?)

In this way E)(f) and g (_k)) are determined in terms of the initial condition fa (7 ).

What is the condition for the solution with only one energy component? The one
(2.11) does not apply here instead one imposes it on 'g\o(?) in (2.16), thus for the
solution with only the positive energy component the last two matrix elements should
be zero. This means that the four elements of on( k ) cannot be chosen independently,
instead they are related by

h
FOE,0=—"_73.% 7 %,0 (2.17)
€+ mc
and so U e N L
Gy(k)=— SFPCK.0), Gy (k) =0 (2.18)
€+ mc

This result implies a general question of initial conditions for Dirac equation. In
particular one would like to know if they are specified, for example, in the coordinate
space how do they appear in the momentum space, and vice verse.

If in the coordlnate space the initial condition is fj ( ) then in the momentum

space the matrix go( k ) plays the same role and it is given by

c

~ Py € _ch 2l a7
Go(kK) = 2[1+(6+mcz)’7 ki|’¥ofo(k) (2.19)
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In particular if one specifies that fy ( ) contains only the positive energy compo-

nents then g ( k ) is

2
G T =T @ Gy =< 3T 5D
2 (e +mc?)

which shows that in the momentum space both energy components in the coeffi-
cients are present. At any other time in the coordinate space the solution is given by
the transformation (2.12) of solution (2.14) and hence both energy components are
present. In other words, if in the coordinate space one determines initial conditions
to have only a single energy component, in the time evolution both appear.

The only way to ensure that at any time only single energy component is present
in the coordinate space is to choose correct @\0(?), as in the example (2.18). For
example solution with only the positive energy component is

—

h 1 ik -7 —ite/h
f(70) = ( o0 + 7 - V—z%)/d%e—
I €

but as the initial conditions are normally selected in the coordinate space finding

) —>
G(()+)(k)
0

68” (_k>) that matches it is not a simple task. One solves the problem by using the
relationship (2.17) when

s-‘,—mc2

which shows that only the first two components of f (_r) O) are arbitrary. If one
chooses f* (7, 0) then

FHE,0) = /d3r T 4 (70)

@2m)?
and the other two components in the coordinate space are

7
ik-r

7K. 0)

_ s ch—» — 5, €
,0)=—S8 -V | dk
f (r ) i €+ mc?
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2.3 Inhomogeneous Equation

2.3.1 General Features

Inhomogeneous term in (2.1) is charge or current density for the electromagnetic
field, whilst for Klein-Gordon equation it is

2

_ 24 (A V- va[) FED+ L 2h2 (7{2 - v2) @D (2.20)

" he

and for Dirac equation

iq

pﬁc

(74 - ’YOV)( Y00 + 7 - V—z'%)go» ) 221)

where the replacement (2.6) was made.
Green function that enters integral equation (2.7) is formally defined as solution
of equation (2.8) and its Fourier transform

K, 1) = /d3k de R(K .e) e K i-iet/n

is

e (7 ) 1 c*h?
, €)=
Qm)* €2 — 2h2k2 — m2c?

which is a function with two first order singular points. There are various ways to
avoid integrating over the singular points and the results represent different boundary
conditions. Important integration variable is e and one way of evaluating this integral
is to calculate its principal value

—~ A 2K2 d A
de K(?, 6) e—zet/h — ¢ P € e—zet/h
(2,”)4 e2 — 2

the result being

AR et
- sin —
16m3e h

/de I/(\(?, e) e et/ =

The other way is to replace e by e + in, where 7 is small and positive, and after
integration it is taken to zero.! In this case
2 €t

/deK(k e) e i = @(z) ch sin —
3¢ h

! Analogous way is to retain the integration variable e real but shifting the integration path into the
complex e plane. The result is the same.
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where ® (¢) is the unit step function. Green function that results from such integration
is called retarded. Similarly one could show that if 77 < O the right hand side is
multiplied by ® (—¢), and this is advanced Green function.

The third way to evaluate the integral is to make replacement € — ¢ — in) when
the results is

252

~ —> . C h
de K(K —iet/h _
/ eK(k,e)e I T6re

[@ (t) e*if[/h + 0 (—t) eiet/h]

If n < O then the sign of € in the exponent is changed. This is known as the Feynman
Green function.

Although (2.1) is the same for all three relativistic applications, with some not so
essential modifications, the meaning of solutions does not reflect that observation.
This is demonstrated on the conservation laws that are deduced from these thre_§
applications. In electrodynamics the wave equation is for the scalar V and vector A
potentials

1
AV — za}v = —47p (2.22)
1 4
AR - S A =27
C C

and from the continuity equation for the charge p and current j densities
e
Op=-V-j

one shows that
1 —
-0, V+V.A=0
c

This is formally the continuity equation for the two potentials but it does not have the
same meaning as for the charge and current densities for which it implies conserva-
tion law for the charge. The continuity equation for potentials is called the Lorentz
condition, and about its meaning and importance shall be discussed in Chap. 3. There
is indeed a conservation law in electrodynamics, which relates the energy change in
the field at the expense of its flow from or into some volume, but it cannot be deduced
from the two equations for the potentials (see Chap. 3).
For the Klein-Gordon equation one derives the continuity equation

—
oOP=-V-J (2.23)

where

P=—hIm (f*0,f) = Vf*f
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and N =
J =h*Im (f*Vf)—c A ff*

and about its meaning in Sect.2.3.3. In short, this continuity equation implies con-
servation of energy law because P could be associated with the energy density.
From Dirac equation (2.4) one derives the continuity equation

O (f7f) ==V (f 07 f)

where
P=ftf (2.24)

is associated with the probability density and
T =cftuT f (2.25)

with the probability current. The continuity equation for Dirac equation implies
conservation of the probability law, more about it in Sect.2.3.4.

2.3.2 Electromagnetic Field

Properties of solutions for the two basic equations of electrodynamics (2.22) are
demonstrated on the equation for the scalar potential because no additional informa-
tion is obtained by discussing the one for the vector potential. More detailed analysis
that includes both equations is given in Chap. 3.

Equation for the scalar potential is

AV(F, 1) — c—lza}V(?, t) = —4mp(F, 1) (2.26)

where p(7, ) is charge density, which could have two sources. It is either distribution
of classical charges or it could be the probability density that plays the role of the
charge density. The latter is (2.21), times the charge of the particle, and not (2.20)
because it cannot be associated with the probability density, as it is discussed in
Sect.2.3.3.

Solution of equation (2.26) depends on the choice of the boundary conditions,
and consequently appropriate Green function is chosen from those that are defined
in Sect.2.3.1. The most often used is the retarded boundary condition for which the
appropriate Green function is defined as

. 1 2 -
K, t) = ; / &’k dw +e’k"_’“” (2.27)
(2m) (w+in)” — c2k?
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from which its intermediate form is

R in (ckt) .7 -
Kr(r’t):_z(zc )3/d’ik SlHi{C )ezk.r @([)
s

and the final one
R 1 r
K, 1) = ——36 (r — -) O )
drr c

Solution of the wave equation is now

= 3 1 — |7_7}
V. (r, 1) =/ du =——p| U, t ——— (2.28)
[F = | c

and it represents (the details in Chap.3) outflow of electromagnetic energy from a
sphere within which all charge density is contained. Similarly one derives advanced
Green function, which is given by

R 1 r
K,(F.t) = ——3& (r + -) ® (—1)
drr c
Retarded and advanced Green functions in the combination
1 - -
K (r,t) = 3 [K,(r, 1) — K, (r, t)] (2.29)

define standing wave solution. From their definition the standing wave Green function
is )

- ic T w

K (r,1) = ——2/d3k dw e k71wt (wz - czkz) —

2 (27)° |w]

in the intermediate form

- ;7.7 sin (ckt
K~ (1) = _16c 5 /d3k e’k"—smf )
us

and in the final ) | . .
K== |o(e=7) =0 (+7)]

which is the same as the Green function (2.10) for homogeneous equation, when the
mass of particle is formally set to zero. The Green function K ~ (¥, £) also solves the
initial value problem for the inhomogeneous equation, producing the standing wave
solution.

The basic assumption in the derivation of the previous Green functions is to shift
the poles of integrand (2.27) in the frequency variable, however, the same could
be done by shifting them in the wave number. One then obtains Feynman Green
function, which is defined as
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3 C2 i K F—iwt
d’kdy ——— = ' * 7

Kr(r,0) == w? — ¢ (k —in)?

@m*
and in the intermediate form it is given by

: 7ickt® t ickt@ —t =
KF(;’I):L%/d3k ¢ (1) +e ( )elk-r
2 (2m)” k

and finally
- ic 1 iT
KF(V,I):A‘-—TFZ P m —55(V—C|l|)

Physical meaning of those Green functions is analyzed on two examples.

2.3.2.1 Charge Density

In order to understand the meaning of various solutions that the Green functions
produce it is assumed that a point charge is created at t = 07 and after it oscillates
harmonically. Charge density for this example is

p (7, t) = sin(wot) 6 (7) © (1) (2.30)

in which case retarded solution is

V(7 = Lin [ (= Z)]0 (- )

As anticipated the field expands at the speed of light, being zero for all time that is
smaller than the time to reach the point r at this speed. After that the field oscillates
out of phase with the source, the phase being determined by the information that
travels with c.

Standing wave solution, on the other hand, is given by

_ sin [wo (1 —2)] © (1 — £) —sinfwo (r + £)] O (¢ + £)
2r

that has two time sections. For 0 < ¢t < r/c solution is the wave that travels from
infinity towards the origin, whilst for # > r/c it is in the form

v, (?, = cos (wot) sin (£2X)

r

2The meaning of this charge density is not very physical but it is instructive for understanding how
its sudden change affects the electromagnetic field.
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which describes standing wave being formed by two oppositely propagating waves
that extend to infinity. For the assumed charge density standing wave is formed when
t is very large.

Solution for the Feynman Green function is not given in simple form as for the
previous two solutions. Furthermore solution is not easily interpreted for charge
density, which is evident from two extreme limits. One limit is for large r > ¢t when

= N\ b (4t
Vp(r,t)wzre (+9)

which is complex and therefore not regarded as the physical solution. On the other
hand, for large ¢ > r/c solution is

1
Ve (7,1) ~ — sin (wot) e ¢

which is again complex and resembles the standing wave solution Vj, (7, t). The
difference is that the standing wave solution is formed as interference of two waves,
incoming and outgoing

. Jwor . (woF
Vi (7, 1) ~ sin (L — wot) + sin (L + wot)
c c
whilst the Feynman is result of interference of the same kind of waves, but in the

form of plane waves

N cwor _wor s
VF(V,I)’\'el " lwol_e i= - —iwot

As the result the modulus of the standing wave solution is time dependent, oscillates
as cos (wot), whilst that of the Feynman is time independent. For this reason Feynman
solution for charge density has no meaning but it has for quantum densities.

2.3.2.2 Quantum Density

Inhomogeneous term in (2.26) could also be the quantum probability density or
the probability current for a charged particle. As mentioned in Sect.2.3.1 the only
densities that could play that role are derived from Dirac equation, and the charge
density is

p(F.0)=q fTFEOfF 1) (2.31)

whilst the charge current is

TG0 =cq fHE DT FG 0 (2.32)
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where ¢ is charge of the particle (in further discussion ¢ = 1). Function f(7,t)
appears in two basic forms, either as a combination of bound state eigenfunctions or
it is a solution for unbound particle. General form of the density in both cases is

p(?, t) = fl+ (;.’)fz(?)eiw'ol 4 f2+(;_')f1 (?)e—iwol

where wy could either be the energy difference of the states 1 and 2 or it could
also contain frequency of the external electromagnetic wave if it interacts with the
charge. For simplicity it is assumed that both f;(¥) and f>(7) represent bound state
functions and wy is arbitrary. Furthermore it is assumed that there is no onset of time
dependence, which implicitly assumes that if there is then solution is analyzed long
time after it.

Retarded solution is obtained in a straightforward way, its structure is not very
revelling, however, in the limit far away from the source it is given by

. elwo(:=1) —~ = W o~ —>
VG~ / P - D) A 233)
e—iwo(E=1) =~ > W
H o [ @ B BE 2

where the replacement

/d3ue*"_k)'7fl+(u)f2(u) = /d3kl At = %) B

@m)’
was made, the Fourier transform of the density. The result is important because it
shows that the frequency of radiated field equals that of the frequency of the density,
however, the amplitude of V, (7, t) depends on the momentum width of individual
solutions f;(F). If those widths are Ak; and wy/c 3> Ak; then this amplitude is
negligible.

Standing wave solution is obtained in the same way, and in the far away limit it
is given by

Ve (F, 1) ~ ;sin (wot + a (1)) cos (WOE) I (n)

where
~ —

[ ()™ = /d3u sin (won' ! ) AEGD LG

c

and 77 = 7/r. The solution is typical for this wave, it is a product of the time and
space dependent functions. It could be shown ( in later analysis) that resulting flow
of energy from the source is zero, in contrast to the retarded solution when this flow
is outward from the source.
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Feynman solution is
7
Ve = e [ du T T AR

i |7

| 0 77|
_eﬂfwo/f T £ A

which is complex and in classical electromagnetic theory it has no meaning. However,
some of its meaning is deduced by considering its asymptotic limit far away from
the source. In this case

. eitmelTUr — > > w
Vi~ S / & Fr 8 RE + 20 (2.34)
e—itwo-‘ridTUF ~ = w o~ =
+ o [ B -2 )

which resembles retarded V, solution. The essence of the two solutions, however, is
different. In both solutions time has two signs but the sign of the radial component is
always positive in Vp whilst in V, changes. In the Feynman solution this indicates
that the two components move in different directions whilst in the retarded they move
in the same. In that respect Feynman solution is similar to the standing wave solution
rather than the retarded one. There is, however, much more important difference in
their physical meaning.

In the integrals of the three solutions the variable _k) is associated with the momen-
tum of particle, given by h_k) Change in the argument from one eigenfunction (the
same applies if these are solutions for the unbound particles) to the other indicates
that radiation by charge has the effect on its momentum distribution. If one asso-
ciates ﬁ(z) with the “incoming” solution® and E(Z) with the “outgoing” then the
radiated field has impact on the momentum distribution of the latter. In the retarded
solution (2.33) both plane wave components represent the radiated waves going out-
ward, regardless of the sign in the time component of their phase. If this sign is
negative then the corresponding momentum distribution of the “outgoing” solution
is shifted, as if the charge lost its momentum by ~=27% from its “incoming” value.
This demonstrates particle like feature of the radiation field, because if the outgoing
radiation carries momentum /2“7 then it should be subtracted from the particle in
order to preserve momentum conservation law. On the other hand, if the sign of
time is positive the wave also goes outward but the momentum of the “outgoing”
charge acquires momentum /=27, which is contrary to the idea that the radiation
field behaves as a particle. The same applies for the standing wave solution.

3The product of two eigenfunctions results from applying perturbation method in analysis of the
effect on a charge by external force. In that case one of the eigenfunction, fi (%), corresponds to
the unperturbed solution (“incoming”) and f> (7) is from the set in which perturbed solution is
expanded (“outgoing”).
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The Feynman solution (2.34), on the other hand, demonstrates the particle like
feature of radiation field, because the two plane waves are going in different direc-
tions. Thus, for example, the incoming wave (having the positive sign of the time
component in its phase) transfers momentum onto the charge. On the other hand, the
wave that is outgoing carries away momentum thus reducing initial momentum of
the charge.

Free Particle

Additional features of the radiation field are demonstrated for the probability density
that describes a charge which is initially localized in a finite space, but otherwise it is
free (for example an electron produced in a nuclear beta decay). A general solution
of Dirac equation for this circumstance is given by

F(7.0) = /d3k f(?,t) ¥ (2.35)

where

h (1
( ,t)=l (706z+w k—l;)E%go(k)

'g\o(?) is connected with the initial ﬁ;(?) through the relationship (2.16).
Charge density for this example is time dependent because it spreads in time,
however, there is a specific important feature of it that should be analyzed in detail.

Initially localized charge implies that on(_k)) is also bound within certain interval of
k and there are two limits that could be analyzed depending on its range. One is the
non- relativistic limit, meaning that for all k within this interval applies the inequality

k < ™€ in which case e ~ mc? 4 & 2m , and f(?, t) is approximately

~ h
FE 0~ Ef(K) —i=—5F - & sin (51) fo(F)

and the density is

p(F . 1) ~ po(F . 1)+ po(7 . 1) (2.36)
where
po(7 1) = / o k/ Fq T ()T 5 R
and
ps(7.1) = %672"70#'/01%/ q fof (T - (7 +_q’) e"”’“%”"(ﬂ?)7 )
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po(_r), t) is the nonrelativistic time evolution of the charge density, the same as
derived from Schroedinger equation. Depending on the initial mixture of states in

-~ 7 . . . .
fo( k) the time evolution could also include negative energy terms. The density
Ps (7, 1) is combination of terms that are essentially the same as p0(7, t) but with

: HlL‘z
the oscillating factor e =270/
Retarded solution is calculated from (2.28), and far away from the source the
density p0(7, t) in (2.36) gives

X _
Vo (P 1) ~ (2 )/d3k fg(?)(l—%iﬁ.ﬁ) fo(_k’)~1 (2.37)
mc r

where the identity

Gl Fr T i 2% h -
/ d3u el’yo om -t (k q) — (27'(')3 (1 _ ,_YO_;l\ ?) ) (? _ 7)
mc

was used. This is the Coulomb potential of a point like charge, which is slightly
modified from its unit value and correction is of the order k7 /(mc). The density
ps (7, 1) is essential the same as p0(7, t) except that it is oscillating with the mass
dependent frequency, and so the potential has the same structure.

The other extreme is when k > 2 m“ and e ~ chk + ”2’,5( , which is relativistic time
evolution of the density. In this case

T~ [1 (E0) =7 L in (%f)} AT

and the density is

(7, 0) = po(7 1) + ps (7, 1) (2.38)
where

po(F 1) = / d3k/ Pq T @ 7o(T ) cos (eqr) cos (cky e (F7)7

and

ps(r l‘)~—l/d3 /d3qe _>_>

T - (i sin (¢q1) cos (ckt) + % cos (¢qt) sin (ckt)) AT
q
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where again only the dominant terms were retained. There is now no distinction
between contributions from negative and positive energy components. The density
spreads at (nearly) the speed of light, in contrast with the non-relativistic solution,
more about it shortly.

The potential that is derived from the density (2.38) has complicated structure but
overall it is negligible, and the reason shall be described on one example. However,
before that a general comment is necessary. Relativistic time evolution of the density
(2.38) is given by p0(7, t) and p; (7, t) for which it could be shown to spread
at (nearly) the speed of light. This causes the problem of fundamental importance
that should be discussed in more details. By the very nature of retarded solution
(2.28) the potential V (7, t) is determined by the value of charge density prior to
time ¢, which also includes the instant # = 0. This means that for the initial value of
potential one requires charge density from its past, which is not known by default
because the assumption is that its time evolution is determined from that instant on.
In the non relativistic limit this was not the problem because the assumption is that
velocity of light is nearly infinite and the past of the charge density is not essential.
In general, therefore, initial value problem for potential is not solvable unless some
assumptions are made on the past of the charge density. The simplest is to assume
that it is constant up to = 0 and after that its time evolution is for a free particle.

For simplicity fAO(_k)) is assumed to be dependent only on the modulus k.
Charge density po(7 , 1) with these properties is

po(F .0 =|f (7. 0)[

where
f(7.10) = / &k F(k, 0) cos [ckt © ()] ¥ 7
1[r+ct,
=§[ G +Ctra0)+ f(r—ct;,O)]
where
t, =10 (1)

Relativistic dynamics assumes that f ( 7 O) is very narrow which means that
f ( r, t) is essentially of the shape of a sphere whose radius is expanding at (nearly)
the speed of light and the thickness of its perimeter is of width for | f (7 O) | The
density po(_r>, t) is therefore concentrated on the perimeter of the sphere, of a nar-
row thickness, in which case one distinguishes three regions for potential: inside the
sphere, within its perimeter and outside of it. The retarded potential is

2
t, t,
ute —¢ fw—ct,0)

—f(u +ct,,0)+

N A
Vr(}’,l‘)=z/dum
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[F=]

where 7 in 7, is replaced by 7 — *——, and for inside the sphere the inequality cz >> r
should be satisfied. By writing W = um, one makes estimate

u=+ct. ~ (1iﬁ~n_)u)uict:Fr%(1:l:7i~ﬁu)u:l:ct

and the only non negligible contribution is for the negative sign and u = ct. This
means that the potential is approximately

ct 2
f(u—ct,0)

u —

R R
V,(r,t)NE d’u

u

which is constant in the coordinates and hence the field is zero. This is precisely the
case for the field inside a sphere with only the surface charge.
For outside of the sphere r > ct when

utct=u

and

V) ~ }/ P | f (0

which is the Coulomb potential, as it should. Correction to the Coulomb law, of the
kind given in (2.37), is not done.

Within the perimeter of the density, which arrives at distance r in time ¢ = r/c,
the potential makes a sudden change from 1/r functional form to a constant value
inside the sphere. The change occurs within the width of | f (r, 0) |2, which is small
and hence the field could have large value.

Standing wave solution, and likewise the Feynman solution, have essentially no
meaning for these narrow charge densities because the components of the retarded
and advanced solutions are well separated in their time evolution. It is only when the
latter overlap for a long period of time one could talk about their physical meaning.

2.3.3 Klein-Gordon Equation

Klein-Gordon equation is

m?c?

h2

- 1 - ~ -
Af(F, 1) — C—Zaff(r, ) — f@ 0 =gF, 1) (2.39)
and its solution is

FGF. 1) = folF, 1) +/d3u ds K (F—Td,t—s)g(d,s) (2.40)
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where the Green function satisfies equation
- 1 - - -
AK (F,1) — 507K (F.1) — K (F. 1) = 6 (F) 6 (1)
¢

The inhomogeneous term in (2.39) is the difference between (2.2) and the homoge-
neous equation for a free particle fo(7, ¢) that is discussed in (2.2).

Solutions of Klein-Gordon equation have very specific properties that cannot be
understood in terms of the basic principles of quantum theory. These will be reviewed
rather than discussing solutions based on different Green functions.

Important identity follows from (2.2)

oV eh (f1Vf = ff*) ~2ig A 11| = ~no, [fatf — o= Sve f}
(2.41)
which is in the form of the continuity equation. As in the case of non-relativistic

dynamics one could associate
h 2i
P=> (fatf* — 1'of - %Vf*f) 2.42)

with the probability density, but there is a problem with this interpretation because the
function P is not always positive. Alternative interpretation is in terms of the charge
density, but again it is not correct for the reasons that will be described, however,
before doing that it is necessary to make a short digression about classical relativistic
dynamics.

There are three types of energy of particle: its rest energy, or the energy equivalent
of its rest mass, kinetic energy and potential energy. Total energy is combination of
these three terms. In addition there is also momentum of particle and together with
energy one derives fundamental equation of relativity

(e — qV)? — 2 p? = m¥c*

where e is its total and V potential energy. The difference e — gV is called energy

of particle and it is given by

mC2

_
CZ

where ey, is kinetic energy. From relativistic definition of velocity v, essentially as
the ratio of momentum and energy, one obtains

e—qV = =mc* + CLin (2.43)

Vie—=qV)? —m2c
v=c

2.44
p—" (2.44)
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from where one concludes that momentum and velocity of particle may not point
in the same direction. In non relativistic dynamics they point in the same direction
because by default mass is defined as a positive parameter. In relativistic dynamics,
however, the mass is replaced by the energy of particle that could also be negative.
This result will be of particular importance in later analysis of quantum dynamics.

In the function P the product f0, f* could be replaced by 7 ff*, where e is the
average total energy of the particle,* when (2.42) is approximately

Px(e=V)f*f

One could interpret P as the product of energy of particle and the probability density,
but for that to be correct f* f should obey continuity equation, which is not true.
Furthermore the current that is defined from (2.41) (for simplicity the vector potential
is omitted) is’

—

3 ch . .
J =2—l.(fo—fo)

which is interpreted as the momentum of particle, and the ratio 7 / P has dimension
of velocity. This means that P could only be interpreted as the energy density and
not probability of energy of a particle, and not as the probability density or charge
density.

2.3.4 Dirac Equation

2.3.4.1 General Theory
Dirac set of equations for a charge in the electromagnetic field is given by (2.4)

1 Vv i — mc -
00+ 47 V-2 K i ZE) rE =0

c he hic h

and its homogeneous form had been discussed. The equation could be transformed

in other forms, each one of them having certain merits. One form that resembles
Klein-Gordon equation is obtained by generalizing parametrization (2.6) as

iq_s — mc

14 . R
7 v+ m.ov-YU= .4 _l?)g(r,t) (2.45)

he

- 1 .
f(r5 t) = (_’Yoat +l
c he

“For a very narrow probability amplitude in momentum space (a very wide in the coordinate space)
this assumption is nearly exact.

31t should be noted that from the continuity equation the current is not uniquely determined, as
discussed in Chap. 3.


http://dx.doi.org/10.1007/978-3-662-52878-5_3

2.3 Inhomogeneous Equation 55
If it is replaced in Dirac equation one derives equation for g(7, t)
(W, +iqV)* g — (chV — iq1_4>)2 g+m?cty
—ichg %7 - (%8,1_4) —i—VV)g—i—ichq ¥ (V X X)g:O

where

—
Y =

S Ll
Ll O

and the identity
(3:7) (5:7) =7 F+i5- (7 7)

was used. The equation is the Klein-Gordon type, except that the solution g(7, ) has
four elements and there are two additional terms, one that describes interaction of
electric field with the charge and the other that represents interaction of its spin with
magnetic field. The difficulty appears to be in the order of the equation, which is the
second order in both time and coordinates, and this requires more initial conditions
than for (2.4). This observation, however, is superficial because g(7, t) is parame-
trized as (2.45) and therefore the additional conditions are deduced from it. If in
the small vicinity of the initial instant = 0 electromagnetic field is zero then in

the momentum space solution for f (7, t) is given by (2.14). The function fq\o(_lg) is
determined from the initial f (7, 0) by using (2.19) and therefore g (¥, t), in the small
vicinity of t = 0 is given by

. h 51 - T
g(r,t)=l7 dk;E’Yogo(k)e

from where additional initial conditions are

- h —_~ ,'_).7
dg(F,0) = —z—h/aﬁk Go(k)e'*

- k 7>
V(7 0) = h/d3k% Go(K)e X7

If the scalar potential is time independent one derives another form of Dirac set
of equations. The set is first decoupled into two, the first is formally written as

1 1% - j
f=—(-0+iLZ ™) 5. (v-Y7) (2.46)
c hic h he
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whilst the second is
1 qV  .mc — iqg—
-0 —i—+i— ) fr— S V——A fi=0 (2.47)
c c

where f contains the two upper elements of f whilst f, the lower two. Inverse of
the operator in (2.46) is obtained by solving the Green function equation

qV
( at‘i‘lh—"‘l?)D(l)_(S(l‘)

with the solution

. , 1% !
D (1) = —ce' sV (1) = — ( 0 +i%— +l%>

and (2.46) is

fi=—=S /0 e (V A <s>) fo () + e @) £ (0)

Equation (2.47) is now in the form of integro-differential equation that simplifies for
the scalar potential only

% (ihd, —qV +mc?) f>

— ! . (1
=—S V[/ e’
0

The equation is solved by iteration, thus on the right side it is assumed that solution
is stationary

2@v) g vy, (s>} +5 v[eh@rm g o]

fr(0) =e " £, (0) (2.48)

and it reduces to differential equation

%

- —ite S S -V f(0)

O, —aV +mc?) fr = ARl ir0 § vy J2V

(ihd; —qV +mc?) fo = c*hle T ———

Solution is
22 <
fr= ch e—i%eo [l _ ei%(eo+mcz—qv):| TS') .V S -V f(0)

eo — Vg +mc? Vg — eg + mc?

_i_ei%(mcz—qv) £ (0)
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and if rapidly oscillating terms are neglected one obtains equation for the time inde-
pendent component of the solution

(e — Vq)> m2c? VV .-V +iS-(VV x V)
czhz fz_ hz 2 :q

Afr + b (2.49)

Vg — ey + mc?

where the relationship
(5-@)(-7)=a-F-i7-(Sx7)

was used.

2.3.4.2 Free Particle

Free particle is the simplest example to study from Dirac equation, which was par-
tially discussed in Sect.2.2. Motivation is that solutions of this equation have some
specific features and their implications are best analyzed for a free particle, when
interaction is included no essential additional insight is obtained.

Few comments about the choice of initial conditions, which were in part discussed
in Sect.2.2, because they determine the physics of the problem. Alternatives are
either to choose them in the coordinate space, at ¢ = 0, or in the momentum space.
The “natural” choice is the coordinate space, however, in doing so some important
features of dynamics could be missed. For example, choosing solution that has only
one energy component cannot be easily decided upon if one works in the coordinate
space only (apart from a trivial case of a plane wave), as discussed in Sect.2.2. It is
therefore necessary to analyze the consequences of the choice of initial conditions
in the two spaces in order to select physically meaningful solution.

If solution in the coordinate space is f (7, t) then in the momentum space it is
defined through the transformation

=
ik-r

N 3, 7
f(r,t):/dkf(k,t)e

and for a free particle

7 =
ik-r

~ =
f(F 1) = /d3k YEYT fo(k e (2.50)

where the symbols are defined in Sect.2.2. From this relationship one gets initial
- ~ — . ~ —
f(r,0) from fy( k ). However, instead of fy( k ) one defines

50 (%) = @025 /o (%)
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in which case solution in the coordinate space is

fGF ) =@mn? / d’k TE%@)(?)e”"? (2.51)

and ﬁo(_k)) also defines initial conditions for f (7, ).

For further discussion it is necessary to review the initial conditions in more
details. They have four components, as it is shown in discussing initial conditions
for Dirac equation in (2.2), and could be separated into two sets where each one
has two components. In the coordinate space it is not simple to associate physically
meaningful interpretation to each group although when the plane wave solutions are
analyzed one is associated with positive and the other with negative energy of particle.
When the localized particle is analyzed then this interpretation is no longer valid, as
discussed in Sect.2.2. For this, and other examples, choosing initial conditions in
the momentum space often takes priority over taking them in the coordinate space,
and to show this few examples shall be analyzed.

In the momentum space there are two classes of initial conditions, either one
chooses them for ﬁ;(?) or ﬁo(ﬁ) , however, in both cases their four components
are split into a set of two matrices each one with two elements. It is shown on the

— -
example of Go( k ) how each matrix is parametrized, the same is true for fo( k ). The

first two elements of fq\o(_k)) shall be associated with the positive energy and they are
parametrized as®

%
si7( k)

CHE) =sD (TGP (T)
S§+)( k )

—
/g\(()+)(k):

where each element is in general complex, s ( k ) is unitary and G ( k ) isascalar
function. Similarly the other two elements are defined and s® are parametrized as

s = e_"'f cos 3 co ﬁ, s e_':% cos 3 siné
€'z sin g 2 e'2 sin g 2

where the angle 3 measures relative contributions of the positive and negative energy
components. A word of warning, previous parametrization is the simplest, in the
following section a more general one shall be given.

In the momentum space one defines either f;(?) or ﬁo(?) as the initial con-
ditions, and the choice has repercussions on the averages of physically relevant
parameters. For example, average of the coordinates is defined as

Fap = /d3r FEYE OfGE D

~ =
5The same is valid for fo( k ) but the signs in superscript is left for convenience and does not imply
positive energy component.



2.3 Inhomogeneous Equation 59
and if one chooses (2.50) then

P = M) /d3k T E)TETYTH v, [TET*?O(?)] (2.52)
or else for (2.51)

- . - —_
Fo=i / kG K 0E T Vi [TEg0(E)] (2.53)

. . .. ~ > .
In further discussion it is assumed that f( k ) parametrizes as

—

-~ ~ =
SfoCk) = =s F(k)

e j:\(+)(Z)
sOFO (k)

and similarly for go( k ). For both initial conditions s is the same and independent
— ~—
of k . The matrix s is diagonal with the elements of s® and F( k) is the single

column matrix of the scalar functions F & (7). The averages are calculated for two
extreme cases: for the positive energy component (3 = 0) and for the negative one
(8 = m) with the result for (2.52)

—
o = k ho . 2t
réf) = :I:(27T)3c4hm/d3k FE*Z (= Lsin— ) F&®
€2 2¢ h

+ @n)? c2h2/d3k f(i)*ii

where 7 is the unit vector that is determined by the angles @ and ¢ in s, On the
other hand the average for (2.53) is

257 232
P = /d3k o UL P 4V Fo
€ 26(6+m02)

+ @2m)di / &k GFP*V,G®

and there is difference between the two averages. In fact it is even more so if the
average velocity is calculated, the time derivative of 7{). The average velocity for
fa(?) rapidly oscillates around its constant value, which is quite surprising consid-
ering that single energy solutions are selected. Even more surprising is the constant
component, which has the value that is not related to how one defines relativistic
velocity. On the other hand the average velocity for gy (?) is non oscillatory, as one
would expect, and it is in accord with the standard definition of relativistic velocity.
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Interesting feature of 7(*)
2h
E2

is that it has a constant, time independent, component

-~ AP .
of the order €22k x 7. In the nonrelativistic limit € & mc? and it has the value

=
% % x 7 which is the product of velocity of particle and the period time of the
oscillations that result from the energy equivalent of particle’s rest mass. At the other
extreme in the relativistic limit € ~ chk this term has the estimate k~'k x 7 which
is shorter than the Compton wavelength.

Even more revelling is the average energy, which is by definition

€ = (27)° ih/d3k Fr(K)s*YETT 8, [TET+S f(?)]

and for f(;(_k))
€®) = £mc?
whilst for g (?)

eg) = e

The second choice produces result that is expected whilst the first one gives the rest
energy of particle and not its true value.
Important parameter is the angular momentum, which is defined as

Lo = —ih/d3r FHEOF X V(1)
L. P
and for the initial fy( k)
e 243 3 3 sin” (%) e a4 B eIk
L;,= dwen [ ak =22 [(F <7) x K] |F@)
—ih(27r)3/d3k FOTE x v, F®

. >
whilst for go( k)

e (Fx)xT

X 1) x

T = [ A7 7 5o Zin [ a3k 694 x v,i6
a 2 e(e+mcz)

The last term is the angular momentum that results from the motion of the probability
density as the whole. The first term oscillates very rapidly.

Once the initial conditions are determined one must decide on the choice of
boundary conditions for propagation of solution. There is essentially only one choice,
retarded solution which is defined as having the value of the initial condition up to
the initial instant (t = 0). For t > 0 it corresponds to the solution of Dirac equation
with that initial condition, and for a free particle one can write it as
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- 1 .mc sin 2 -
fF, 1) =0 @) (;fyoat +75 -V —l?)/cﬂk The’k fo(k) (2.54)

and when the integral representation (C.6) is used then (2.54) takes equivalent form’

ho(1 mc de dk & ¥ Tiet/n
— — .

1) = — (=0 Vit k
F (7.1 27T(C'70 4+ lh)/ R~ SoCk)

where 1 > 0 and the limit 7 — 0 is assumed. Equation that the retarded solution
satisfies is

1

=5 fo (7)o (2.55)

1
(Z%a,+7-v+i%)f(?,r) =

where the inhomogeneous term is indeed the initial condition for f (7 t) which is

shown from (2.54)

1

£(7,0) = =90f0 (7')

The inhomogeneous term fj (7)) 0 (1) could be of a more general form I" (7, t),
for example it could be collection of terms resulting from interaction of particle with

electromagnetic field. Solution is then

1
f(7) =t (—708,+7~V—i%)

~ent\c

d d3k i_k)-(7)—7)—ie(t—x)
/ds d3u/ ¢ ¢ — r (7s)
e —(e+in)

It is convenient to define (retarded) Green function as

h2c2 ik -7 —iet/h
K7 ) =—— [dedk ————
@2r) e — (e +in)
which satisfies equation
1 1
(—fyoa, +7-V+ z%) (—708, +7 V- z%) K(T,0=6(7)@)
c ¢

when retarded solution is then

1 (1
F(7) = (—yoa, +7.V—i%)/dsd3ul(,(_r) — Wt =) ()
C C

7@ (t) and 9, can interchange their order because § (¢) that results from this gives zero contribution

in f.
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Time evolution (2.54) involves both energy components ¢, one with the factor
e~!¢/" and the other with e/'/", As the consequence for increasing time initial f; (7)
splits into two components, one that propagates in one direction and the other in the
opposite. For the reason that was discussed in Sect.2.3.2.2 one requires solution
that propagates only single energy component, for example the one with e=#</"
(positive energy component), for ¢ > 0 and the other with ¢//" (negative energy
component), for t+ < 0, however both components move in the same direction. In
short, this solution expresses particle like feature of solution whilst the retarded
describes wave like feature. To find this solution the simplest would be to replace
(2.54) with

ih mc

fF(_r),t)Zz( 0814—7 V—lf)

\ - 5
/% [e—it€/5® ([) + eite/ﬁ@ (—t)] ei k-7 fO (?)

where the time derivative that includes step functions is zero. By following the steps
as for the retarded solution one derives fr (7, t) in the equivalent form

hEo/1 me ol KT —iet/h
— — . 3
)= — -0 -V —i— ded’k ———— (k)
fr (7. 1) ZW(C%H—’Y lh)/ e (e—in)z—ezfo

(2.56)
It is straightforward to show that fr (7), t) satisfies inhomogeneous equation

1 1
( %0 + 7 - V+l—)fF( ,)=§f0(7’)5(z) (2.57)

On the other hand Feynman solution at the initial instant is

fF(7,0)=E/d—Zk(—77+%) TTR(E) s

which is not identical with fj, as for (2.55). This means that the initial condition

is determined by fo (_k>> , and it is given by (2.58), whilst the solution fr (_r> t)
satisfies the inhomogeneous equation (2.57).

For a more general form of the inhomogeneous term I" (7, t) Feynman solution
is

1
oy (7.1) = (2703t+7.v—i’%c)/dsd3u Kp(F =, t—9)T (U,s)
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where the Green function is
hie2 i T —iet/h
Ke(7 1) = —— /de ) ——
(2m) (e —in)” — ¢
There is a basic difference between Feynman solution (2.56) and the retarded
(2.54). For the latter its initial value is arbitrarily specified in the coordinate space
whilst for the Feynman solution it should be specified in the momentum space from
which one derives in the coordinate space from (2.58). This difference is demon-
strated on the example in which fj (7) is zero beyond ry, and the simplest example
is (normalization is not important)

1
fo(7) = ;@(ro—r)C

where C is constant matrix. Fourier transform of fj (7)) is

~ (= 1 1 —coskry
(F) =g =€

Initial f (7, 0) is identical with fo (7°) and the estimate for f (7, 0) is

sinkr 1 —coskry 1 _me,
2 4 m3 k }’376 >
ke + 5

fF(_r),O)N%/dk

which is not zero beyond r = ry. In the time evolution of f the cut at r = ry moves
outward at the speed of light, the same applies for fr and the tail beyond this cut
also moves at the same speed.

Difference between initial f (7, 0) and fr (7, 0) is removed in the limit when

fo ( I% ) is very wide, in the plane wave limit. In this case f ( r, 0) ~ e ko’ and

1 2 7 =
fF(7>,o)N_(CT}?.?O_EI)ezko.r
€0 h

which, apart from normalization, it is identical with fj (7)

2.3.4.3 Spherically Symmetric Potential

Special interest is interaction of particle with a spherically symmetric potential, which
is analyzed from (2.46) and (2.49) in the limit (2.48) when they are time independent

(eo - Vg - mcz) fi= —iheS - V fa, (eo —Vqg+ mcz) = —iﬁc_S) -V fi
(2.59)
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Itis expected that for these potentials the total angular momentum is conserved which
means that the solution is parametrized as

| .
fr=su () @10.6). fr= £uz (r) @, (0, ¢)

where u; » (r) are scalars. At this point one defines the spin matrices in the spherical
coordinates, which are given by

—sinf e ?cosfh
e'?cosf sinf

cosf e ?sinf

O
! e'?sinf —cosf

) 0=

0 —iei®

8o = iel® 0

and for them one can show these identities

§.v=5.7[(5-7) (§.v)]=s,.(§+i§.exv))

SxV=S5 ad + 0 ds )+ Si——dy— S,
X =9 — —dy - — —
r ' rsing ¢ “rsing”? V0rt
In order that in the set (2.59) radial and angular components are decoupled one must
assume that the angular functions satisfy identities

S-Fx V)OO (0. 6) = -Xd? 0. ¢); o=—1,1
r

and
S, P10 =Dy

Furthermore the angular functions must be eigenfunctions of the angular part of
the Laplace operator in (2.49), eigenfunctions of the angular momentum operator
squared. The two eigenvalue problems do not have single solution, there are two
angular functions that satisfy those two criteria, hence for @, they are

T ym—1
oD ¢)—;( =m0 ) AND— =12 (2.60)
I,m ’ - m ) - ) =1,4,... .
: V2A+1\ =1+ mY]
T oym—1
o) (€,¢)=;( P ); AD = 1=01,2,...
m V2A+T\VT—m + 17"

and they are interrelated by

S0 0, ¢) = 0.7, (0,0); o==%I

I4+0,m
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The completeness relation for the functions (2.60) is

Z <I>+(") (0. ¢ cpl(‘;)l 0,¢9) =6(p—¢')d (sinf —sind’)

Lm0

These are called the spin angular functions because they represent the states that
result from addition of the spin and the angular momentum. Thus the spin angular
function ®; m) (0, ¢) represents the state of the total angular momentum j =1 —1/2

whilst <I>( ) m (0, @) represents j =1+ 1/2.
The two solutions of Dirac equation are now parametrized as

fo 1 W (r) 7 (9,@‘

iu (r) @7 (0, b)

I4+o0,m

where the radial functions satisfy the set of equations

(d c(l+1/2+0c/2)
ch| — —
dr r
d [+1/2 2
ch(d—+a( +1/2+0/ ))u(20) (qV+mc _60) © _ ¢
-

r

) u” + (mc* +eg —qV)us” =0 (2.61)

with the normalization
/ & fHOFO = / dr [u™ o) +ul” ] =1

and the overlap integral
h (0)2 M(J)Z
/dr uus” = 7 0) + s (0) — o (2 + 1 +J)/dr—2
mc

Non-relativistic limit implies ey & me? > |g V| when one talks about the dominant
u'” component of the solution and its subdominant .
Average current is now calculated, and from its definition (2.25) when

— 2c
7@ = Zim [uﬁ“’)u(l")] }@n)
r

2c -
_ —Re [u*(") (a)] q,+(a> 0, ) SO (0, $)

I,m
2¢

2
+ 55 tm [ ] ‘op,(”,}, - SRe [ |7 x 2P 0)
r ’ r
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where P,T,,j‘” (0) is a polynomial. One shows

-~

/ Br T =_2 / dr u'” (ryul” (r) / dQ o370, ) Sy®)) (0, ¢) &

and indicates that whilst there is no flow of probability in the radial direction there is
always its component that goes around the origin. A note here, strictly speaking the
unit azimuthal angle should have been given in the Cartesian coordinates, in which
case, on average, even this current is zero. This is simply the consequence of the
current going in circle, when its tangential component is not zero, but in Cartesian
coordinates, on average, it is zero.

Another important parameter to calculate is the angular momentum, and it would
be natural to define it as

—_
L

2 = —ih/d3r ffOF x V9 =mhz (2.62)
For a spherically symmetric potential the angular momentum is constant and to check
that one calculates its time derivative, which must be zero. It is straightforward to
show that

4T = —ich/d3r fHO%T x V@

which means that the definition is not complete. One can show that its complete
definition is

O = /d3r e (—ih7 x V + ;E)) @

I,m

which is indeed constant. The first part is orbital angular momentum whilst the second
is the spin. It should be noted that whilst the orbital angular momentum has simple
expression (2.62) the same is not true, in general, for the spin component. It is only
in the non-relativistic limit that the spin component acquires simple expression

2m — 1

1 1
M Uy (- <m<i+-(
TR +2( o) <m< +2(+0)

/d3r FHOF O x o



Chapter 3
Electrodynamics

Abstract Basic principles of electrodynamics are reviewed with the emphases on
the parts that are of importance in manipulating dynamics of charges; short pulses,
modulated waves and focusing the waves to increase there amplitude.

Basic principles and applications of electrodynamics are thoroughly described in the
available literature [10-12], however, there are still areas of its use which are not
often reviewed and specifically when it comes to investigate interaction with charges
under extreme conditions. For this purpose electrodynamics is reviewed with the
emphases on the features that are important in such extremes.

3.1 Basic Principles

Electromagnetic field has two components: electric and magnetic, which means that
in general it is defined by six vector components. However, it could be uniquely
represented by recalling definition of a field, it is a force that it exerts on a test charge.!
Gravitational field is gravitational force on a unit mass whilst electromagnetic field is
electromagnetic force on a unit charge. Electromagnetic force is also called Lorentz
force and when normalized to unit charge one could define electromagnetic field as
(for simplicity from now on the CGS units will be used)

ol

b= E+2xH 3.1)

where ¥ is velocity of the test charge and c is velocity of light. The Lorentz force is
therefore

ITest charge is the name of a fictitious charge that measures the strength of the field.
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68 3 Electrodynamics

where e is charge of the particle on which the field is applied. In general sta-
tionary charges determine electric component (or electric field) whilst the charges
in motion determine magnetic component (or magnetic field). Exact relationship
between charges in motion and the electromagnetic field is given by Maxwell equa-
tions, four of them are (these equations could be derived from more general principles,
also the Lorentz force [9])

- 1 = 471'—:
VXxE=--0,H, VxH=-8E+—] ,
C C

where p is charge density and ; is charge current. For a point-like electron (in
traditional, or classical, description) these two quantities are

p=ed(F—7o), | =ebodF —T7o)

where 7 is position of the electron and Uy is its velocity. On the other hand, if position
of the electron is given as the probability density then the two quantities are

-

p=e |fBI. ] = %Im [F* @V ]

where f(7) is the probability amplitude.

Electromagnetic field propagates in space and interacts with the other charges,
however, it also interacts with its own source. In the traditional picture? a charge
is treated as a point-like particle, for which the self force of this kind is not well
defined (again, treatment of this force goes back more than hundred years ago and is
considered as one of the unsolved problems in classical electrodynamics). However,
in the real world dynamics of particles one must take into account their delocalization
due to the uncertainty principle, in which case instead of being treated as the point
like objects their position is described by probability density [9]. For the probability
density, however, this self force is well defined only if the effect of retardation is
taken into account, i.e. at certain point electromagnetic field that exerts a force on
the charge density originated at some earlier time at another location.

Electromagnetic field is the carrier of energy, and the energy balance is obtained
from Maxwell equations, from which one derives equation

-

o0 1 R T 4T - -
V'(EXH)=—Zat(H-H+E-E)—7E~J

In this equation one recognizes the continuity equation, which always expresses a
conservation law. For example, for the charge and the current densities it is given by

2By traditional picture it is meant classical dynamics, or more precisely, dynamics of particles
where the uncertainty principle is not implemented.
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V.i=—ap (3.2)

which is homogeneous because besides derivatives there are no other terms. It fol-
lows from this equation that the total probability in space is always conserved. The
continuity equation for the electromagnetic field is similar but contains additional
term, which makes it inhomogeneous instead homogeneous equation. Therefore, if
with the current density one associates the vector

P="FExH (3.3)
4
and with the charge density one associates

= = (i-i+E-E)
8m
then the relationship between them, in the form of the continuity equation, suggests
that the total e in space is conserved if there are no currents in it. One then associates e
with energy density of the electromagnetic field and Pis Poyting vector and measures
energy flow per unit time and unit area, which is also associated with the momentum
density of the field. The presence of other charges in the total volume affects the
energy of the field, it is either absorbed or released by them, and the extent of this
exchange is measured by the additional inhomogeneous term E - j, where these
charges are represented by their respective currents.

It should be noted that the continuity equation does not specify the energy flow
uniquely. One can make replacement

f’:>ﬁ+Vx[7

where U is arbitrary vector, and the continuity equation is not altered. The additional
term represents the flow of energy that does not exit enclosed volume, it flows in a
circle around its source.

Closely related to the Poyting vector is the radiation pressure, which is the force
of the electromagnetic radiation per unit area, and it is given by

3.2 Vector and Scalar Potentials

Analysis of the electromagnetic field is considerably simplified if one defines poten-
tials. Scalar potential was already defined when the electric, time independent, force
was introduced, in which case the appropriate electric field is given by



70 3 Electrodynamics
E=-VV

The advantage of using the potential is obvious, instead of working with the three
component quantities, the electric field, one needs to know a single component,
scalar, function. However, the disadvantage is that the potential is not a uniquely
defined quantity, because it is the field that manifests itself as a force on a charge.
Any constant could be added to the potential and the force remains the same.

In the same spirit one defines a vector function for the magnetic field by noting
its basic property .

V-H=0

from where it follows that H could be represented as
H=VxA (3.4)

where A is the vector potential. The scalar potential is derived from the charge density
and it is expected that the vector potential is derived from the charge current.

To find relationship of the scalar and vector potentials to the charge density and
the charge current one must find their relationship to Maxwell equations. From the
first Maxwell equation one obtains

. 1 R 1 -
VXE=——0VxA =-Vx-0A
c c

and hence |
E=—-0,A—-VV (3.5)
c

The second term on the right expresses the fact that the Maxwell equation determines
the electric component up to a gradient of a scalar function.
From the second Maxwell equation one obtains

471'—;

N1 -
VX(VXA)Z—a,(——a,A—VV)+—J
C C C

or
47 g

. . 1 .- 1
V(V.A) —AA= ——28,2A—V(—8,V) + 257
¢ ¢ ¢
In this equation one recognizes the wave equation

R T
A — P =-"1] (3.6)
C C

which one needs to assume if the vector potential is to describe electromagnetic
waves. This requirement is fulfilled if the vector and the scalar potentials are inter
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related through equation
- 1
V-A+-0,V=0 (3.7)
c

which is also known as the Lorentz condition.
The third Maxwell equation then gives

1 - 1 - 1
v-("&A—vv)=—4N%A—AV=7$V—AV=4W
C C C

or finally
1
AV — =8V = —4mp (3.8)
C

where the Lorentz condition was used. Again this is now a wave equation, but for
the scalar potential.
Both potentials obey inhomogeneous wave equation, and its general solution is

h(F, 1) = hpom (7, 1) + /d3r’ di' K (F =7t —1') g (. 1) (3.9)

where K (? — 7t — t’) is the Green function for the electromagnetic field, which is
derived in Appendix 2, and g (?/, t/) is inhomogeneous term in the wave equations.
Solution for the potentials, without the homogeneous term Apon (7, 1) (it corresponds
to the electromagnetic field without a source), is in the explicit form (see Appendix
2)

A:l/igﬁﬁfw (3.10)
c lr —r’|
vz/ﬁgﬁﬁfw

7 =7

where 1., is the retarded time, which is defined as the solution of equation

- o
t—trer = |r—r|

| =

Its essence is to give time when the disturbance in the field should be produced by its
source at the coordinates 7' in order to interact with the charge density at the position
7 and time ¢.

Despite the fact that both potentials are determined by charge and current they
are in fact not uniquely determined quantities. If any scalar function W satisfies the
homogeneous wave equation

1
AW — ='W =0
C
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then the electric and magnetic components of the electromagnetic field remain unal-
tered if one makes replacements

A= A+VW
1

V=—V_—-9W
C

The Lorentz condition is also satisfied. This arbitrariness in the definition of the
potentials plays important role in dynamics of the electromagnetic field, and it has
a special name, the gauge invariance. Related to this invariance is a theorem, which
is mentioned but not proved. Any vector could be uniquely decomposed into two
components L .

A=A +A,

where they are defined to satisfy the equations

V x A = 0
VAL =0
AII is called the longitudinal component because in general it is given as a gradient

of a certain scalar function
A =Vo

On the other hand, A 1 is called the orthogonal component because it is given as the
curl of a vector
Al =V xS

These components could be extracted from the equations

R 1 A
Aj=——V|V. [ = GORPENY G.11)
47 lr —r'|
R 1 AG
A = —Vx|Vx q(rﬁ) &'
47 |lr — 7’|

but directly if one defines Green function for the orthogonal component (longitudinal
is then easily extracted). By using (C.8) and definition of Green functions in Chap. 2
one derives orthogonal Green function for the retarded field

5nm - k\n //%m iR T —i
/d3/<;dw > em-rftwt

= (2 +in)’

Ktr "’t —
nan (1) 2m)3

where 7 > 0 and K = K/k is unit vector. The n-th orthogonal component of the
vector potential is now
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3 tr (2 - e >
( Z/dquKnm Q’t_s)Jm(q’s)

These components are of importance in quantum dynamics of a charge that is interact-
ing with the electromagnetic field. Momentum operator is modified by the transver-
sal component of the vector potential whilst the longitudinal goes together with the
scalar potential. External electromagnetic field without a source (for example a plane
wave) could always be modified by using the gauge invariance to eliminate scalar
and longitudinal components.

From homogeneous equations (3.6) and (3.8) (they do not necessarily reflect
solutions without source, they also represent standing wave solutions, as it will be
shown later) one derives expression for the energy of the field and its momentum,
which are given by

1 e e o
To:—/d3r(H-H+E-E)
87

and
% 3
T = drEx H
47T

respectively. They assume more convenient form when given in terms of the poten-
tials. By replacing electric and magnetic components from (3.5) and (3.4), respec-
tively, the Lorentz condition (3.7) is used and after partial integrations one gets for
the total electromagnetic energy (and removing scalar potential by gauge transfor-
mation)

1 3 1 - — — — — — — —
Ty = 3 d’r —zd,A-d,A—i—dxA-dxA +dy,A-d,A+d, A-d; A
T c ; :

and for the total electromagnetic momentum

1
7:-4“2/61% (a4 dA5+a A -a,A5+d 4 a4 2)

If the vector potential is represented as

_ /dSk [ei??—kzc vt (7:) L i KT tkic s (?)]

then these two expressions take the form

n-2 [awe[a (T)-7 () + 7 (7)-7 (F)]
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and

7= [ei [ (F) @ (F) + 7 (7) -7 (7))

Importance of these expressions is in formulation of quantum electromagnetic field
theory [24-26].

3.3 Electromagnetic Waves

3.3.1 General Features

Charges in a non uniform motion produce electromagnetic waves and if this change
in velocity is for a finite time interval then the wave has a finite length. Far away
from the source equation for this field is then

P R
1

AV — =9V =0
C

These are wave equations without a source, and they are basic in the analysis of
interaction of the electromagnetic wave with charges. Their solution is simple, for
example, a single source produces waves that far away from it propagate in the radial
direction, in the outward direction, for which a general solution is

1
h = ; I’Zmal,mYl,m(oa ¢)fl.m(r - Cf)

The waves of this kind are seldom encountered, only in dynamics of individ-
ual source, more often one observes a collective effect of huge number of sources
(e.g. atoms) in which case a wave of particular character is encountered. This wave
propagates in a certain direction, along which it has coordinate dependence, and
perpendicular to it is in general constant (not always, as discussed in Sect.3.3.4).
When referring to the wave one assumes this functional dependence, whilst the wave
produced by a single charge is referred to as the spherical wave.

A general solution of the wave equation for the potentials (without the source) is

(A -7 £ect) (3.12)
(- F % ct)

< >
Il

f
g
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where f and g are arbitrary functions, however, they are determined by how the
wave is formed. As it was shown earlier there is arbitrariness in the choice of the
potentials, having the roots in the gauge invariance. This invariance can be used with
the specific purpose to make the scalar potential zero. In other words, one defines
new potentials as

by

new

A+VW
1%

<

new

1
——3,W=0
C

where the correcting scalar potential that does that is
W:c/g(fz~7:|:ct) dt

Therefore electromagnetic waves, when they have no source, are uniquely described
entirely by the vector potential. This is also called the Coulomb gauge.

Important property of the vector potential is deduced from the Lorentz condition.
When applied to the potentials in the Coulomb gauge one finds

-1 -,
V- A+-V=V-A=h-f'=0
c

where ’ indicates derivative with respect to the argument of the functions. This means
that the unit vector 71 in the argument of the vector potential is always perpendicular
to its polarization. From the Poyting vector (3.3) one deduces physical meaning of
the unit vector. The electric and magnetic components are

F=—loi-vwwozf(i-Tta)
C

The unit vector 7, therefore, determines direction of the energy flow, it is along its
direction when the argument of the vector potential is 71 - ¥ — ¢t whilst in the opposite
when it is 71 - ¥ + ct. Both choices are allowed, but in the case of spherical waves
the former one indicates that the wave travels away from the source, whilst in the
latter it travels towards the source. Obviously the latter choice is not physical and
therefore the former will always be used for the spherical waves. However, for the
waves (not spherical) both choices are used, depending on where the sources of the
wave are, e.g. if they are placed in the space x > 0 then for the waves that propagate
towards x — —oo the appropriate choice of the argument in the function f would
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be 71 -7 +ct. The unit vector 7 is called the propagation vector of the electromagnetic
waves.

Direction of the vector potential is polarization of the electromagnetic wave. In
general one distinguishes two types of polarizations. The most common is when the
direction of the vector potential does not changes in time, in which case one talks
about the linear polarization of the wave. When it changes in time then it is called
non-linearly polarized light. There are more specific choices, but they are only well
defined for the plane waves, which will be discussed shortly.

Very often a detailed shape of vector potential is not known, in which case one
makes models on the bases of the available general information. The simplest model
is a linearly polarized wave, say along the z direction, that propagates along the x
axes. The vector potential is then determined by a single component, a single scalar
function. If this wave has finite length then one acceptable form that describes it is

(x—ct)?

A=Age T cos [f (x — ct)] 2 (3.13)
C

T is normally estimated, w is known, but the amplitude Ay must be determined. The
available information for this is the total energy carried by this wave, but normalized
to the unit area that is perpendicular to the propagation of the wave. The amplitude
is therefore obtained from the relationship

o c o0 . .
en:/ dtP:—/ dt(f’~f/)
oo am J_o

where P is the modulus of the Poyting vector and en is the energy that is carried by
this wave. By assuming the shape (3.13) one gets

Aj
n=————
8cT2m

There are two limiting cases: very long wave, when Tw > 1, and a short wave, when
Tw =~ 1. However, the energy en is not the proper choice for getting information
about the wave, instead one should calculate the time average power that it transmits,
i.e. the time average of the Poyting vector. This average is

(l + T%w? + e_%Tz’“’z)

éen A2 172 2
— =P, = —0(1+T2w2+e‘i”)
T ' 8cT2 27

from which, in principle, the amplitude A could be calculated.
For a long wave the amplitude is

2 o
A W = Ag = 27/4771/4&

Pav = 0
8c/2m w
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but for a short )

0 _ ~5/4_1/4
———— == Ay =2""7"T\/CcP,
4¢T2 27 “

Pyy =

Measure of the strength of the field is not the vector potential but the electric and
magnetic components, which are derived from the vector potential. For a long wave
the electric component is

- 1. - A
E=—0A~ _ 2w sin (fx—wt) Z
c c c

whilst for a short

> 2A¢0 [w w .
E~ — (—x - wt) Ccos (—x — wt) Z
cT?w \ ¢ c

In general, for a short wave the strength of the field increases as T-!,i.e. the shorter
the wave the electric and magnetic components are larger.

3.3.2 Plane Waves

Special type of the electromagnetic wave is a plane wave. Its typical feature is that
it has single frequency, which uniquely specifies its other characteristics, except
polarization. There are, however, no perfect plane waves, because single frequency
implies also infinite length along the line of propagation, which means that it carries
infinite energy. Nevertheless, the concept of a plane wave is very useful because in
many circumstances describes well real situations, and in addition simplifies theo-
retical analysis. Plane wave approximation fails when transient effects are analyzed,
impact of onset or the end of interaction with charges, when this could have important
consequences on the resulting dynamics, as it will be discussed in Chap. 4.
The most general form of a plane wave is

A= A, cos (Ez—wt) X+ A, cos (Ez—wt—i-a) y (3.14)
c ’ c

where now it is assumed that it propagates along the z axes. The assumption is not
restriction on its generality, because the wave that propagates in any other direction is
obtained from this by rotation of the coordinate system. «v is the phase shift between
oscillations along the x and y coordinates, and in general the amplitudes of the
vector potential along these axes are not equal. Depending on the phase shift one
distinguishes various types of polarizations of the electromagnetic wave.?

3Polarization of electromagnetic field is defined as direction of its electric component, but for the
plane waves this coincides with the direction of the vector potential, because the former is just the
time derivative of the latter.
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Polarization is defined as time dependence of the vector potential direction at a
fixed point in space. For simplicity one takes z = 0 as the reference point, in which
case the direction angle ¢ with respect to the x axes is

A
tan ¢ = A_V [cos a — tan (ct) sin a]
X

which in general is time dependent, except for two special cases: a = 0, 7. The
polarization is in this case called linear. There are another two special cases for
o = m/2, 37 /2, and their meaning is obtained by calculating modulus of the vector
potential

A= \/A)% cos? (ct) + A3 sin® (ct)

and if the relationship

Ay
t. = —1 t
an ¢ n an (ct)

X

is used then
AyA,

A=
\/A§ + A2 — (A2 — A2) cos (29)

This is equation for an ellipse with the axes A, and A, and therefore polarization is
called elliptic, and the special case of it is circular when A, = A,. Any other choice
of the phase shift o does not produces simple polarization.

Plane wave is a very useful model because in a number of circumstances it realis-
tically describes interaction of the electromagnetic field with charges. For example,
a continuous laser produces almost a steady stream of the electromagnetic radiation
of nearly a single frequency. The concept of a plane wave is, however, primarily a
very useful mathematical object, and therefore it is important to define it in a suitable
way. One of its forms is

AF(R) = a; e T (3.15)

where k = %fl and the index j = 1, 2 refers to one of directions of polarization
(there are at most two), which, from the Lorentz condition, have the property

Polarization vectors are not uniquely defined from this property, one of them is
arbitrary but the other one is then (almost) uniquely determined (its sign is arbitrary).
The last equation implies

A

aj - k=k [cos @, cos Oy + cos (¢, — @) sin b, sin ;]
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where the spherical angles are for each vector. The choice of direction of a; is
arbitrary and the simplest is to take ¢, = ¢y in which case 6, = 6; + /2. The other
polarization vector is then a; = a; x k/k. In the explicit form

ay = cos B cos ¢y X +cosbsing, y —sin6; 7

and
Gr =singy X —cos ¢y y

Any wave is described as a linear combination of these elementary plane waves,
however, A}r (k) do not form a complete set of functions, additionally one must define

A5 (R) = aj e Fror (3.16)
so that a general plane wave (3.14) is given as a sum
— iy gy - - - -
A =gi1A[ (k) + g2A; (k) + hi Ay (k) + ha Ay (k)
Vector 71 has only component in the z direction therefore the unit polarization vectors
a; must be a linear combination of the unit vectors x and y. One of them is arbitrary,
say it is given by
a=cosfBx+singy
but the other one, which is orthogonal to it, is
ar =sinf3x —cosf3y
If they are replaced in the linear combination then

Ax

(ei(k z—ct) + e—i(k z—cl)) % + i (ei(k z—ct+a) + e—i(k z—ct+a)) 5}
2

= gi(cos B % +sin B §)e'* D 4 g, (sin B X — cos B §) e'* 7D
+hy(cos B % +sin 3 $e " * D 4 hy (sin B £ — cos B ) e

and by comparing the coefficients in front of the same unit vectors, and the expo-
nential functions, then

A, . Ay .
nglcosﬂ—}-gzsmﬁ, 7=hlcosﬁ+h2smﬂ,
A, . A, _.
7’6’“ =g sin 3 — g, cos 3, T}e"“ = hysin 3 — hycos 8
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Solution for the expansion coefficients is

g = % (AX cos 3+ Ayei“ sin ﬂ) , O = % (Ax sin 3 — Aye"“ cos 5) ,

hy = % (A, cos 3+ Aye sinf), hy = % (Aysin B — Aye " cos )

That simple exercise showed how to use plane waves (3.15) and (3.16) to rep-
resent any wave as their linear combination. The first step is to define polarization
vectors, based on the knowledge of the unit vector 7. One then forms a general linear
transformation

Ay =/dw [(g1(w)a) + g2(w)dz) € " + (hy(w)@; + ho(w)dz) e ¥ “]

and from that the polarization components are obtained as
- 00 . .
Au) - a; :/ dw [gj(w)e’ YU+ hi(w)e " ”]
0

The coefficients in the expansion are now

e¢]

1 0 - . 1 - .
gj(w)zgz du Aw)-aje" ™", hj(w):ﬂ/ du Aw)-aje' ™"

o0 —0Q

3.3.3 Short Pulses

A special type of a time varying electromagnetic field is produced by a uniformly
moving charge. It does not have characteristics of an electromagnetic wave because
it is not produced by a non uniformly moving charge, but a pulse that travels with its
source which is of a very short duration and of the extreme strength. These pulses
could be used also for manipulating charges, atoms or molecules, with a possible
advantage that they do not have a single frequency carrier. e.g. as the pulse that was
modelled by (3.13). The disadvantage of these pulses, however, is that their strength
depends on the distance from the source, and in that respect cannot be used with
the same intention as, for example, the plane electromagnetic waves. Modelling of
these pulses assumes the point like character of their source, e.g. of the electron or
the proton, and that their velocity approaches the speed of light.* One manifestation
of the effect of relativistically moving charge on the surrounding media through the
electromagnetic pulse that it produces is in particle detectors, say a bubble chamber.

“The electron with kinetic energy 3MeV has the speed 0.99 that of light, whilst proton of the same
speed must have kinetic energy 5713 MeV. This gives roughly the energy range when these short
pulses are important.
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Vector potential, for a point like source,’ is

- 1 - o <o
A(F, 1) =——/d3q/ds1<<r—q,r—s) J@G.s)
43¢
where K (F — ¢, t — s) is the Green function for the electromagnetic field, and its
explicit form is derived in Appendix 2. By assuming that the charge moves with

velocity vy along the z axis, and that its current is given by

J (G, s) = evo? 6 (g, — v05) 3 (q:) 6 ()

then the vector potential is

lk(r §)—iw(t— s)_}
A(rt)——/d% /ds/cf /dw _)zj(qs)
+in

lk-r+lk-z—zv0k,t
v 2 z
_: 620 /dzk dk,—¢ .
2méc K2+ k2 — (%kz+i77)

where the integral in k was split into the integration along its z component and the
components that are perpendicular to it. The integrals could be evaluated exactly,
and the final result is

A

evo Z
\/(z —vot)? + (1 - ) (x2 4+ ?)

and similar derivation gives for the scalar potential

NG

e

\/(z—vot)—i—( - )( +y?)

The electric and magnetic components of the field are then derived from the known
expressions, however, it is the electromagnetic field (3.1) that matters, which is given
by

V(1) =

— x(cz—voi)A y(cz—voi)A cz(z—vot)+vo(xfé+y)°/)A
b =ey c¢IR3 Ttey c*R3 yTey c¢IR3 ‘
(3.17)

SFor elementary particles one should use the fact that their dynamics is described by the proba-
bility amplitude. However, in the extreme circumstances when their speed approaches that of the
electromagnetic waves the spread of their probability amplitude is negligible, and it is confined to
a narrow space. This means that the elementary particles could indeed be treated as the point like
objects.
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Fig. 3.1 Modulus of the X
electromagnetic field B ofa

charge that is moving with

velocity at nearly the speed

of light along the z axes

where

2\ —1/2
Vo

R= \/'yz (z —vot)* + (x2 4 y?)

and

A typical modulus of the electromagnetic field E)) is shown in Fig. 3.1 when velocity
of charge that produces the field is nearly the speed of light.

As an example the electron having kinetic energy of 100 MeV, and at distance 5 x
10~ m (approximately the Bohr radius) from the z axes, produces time dependence
of the z and the x components of the field @ as shown in Fig.3.2, left and right
graphs, respectively. At the same distance in Hydrogen atom the Coulomb field of
the proton is of the order Ecouoms 2~ 6 x 10" Volt/m. The z component is smaller
whilst the x component is much larger than the field that keeps the electron bound
to the proton.

By assumption velocity vy of the charge is nearly the speed of light, and if z is
not close to vy, then the two potentials are

A

A 1) = V(i 1) =

ez . e
" ign(vo), T
v (z — vot) (z — vot)
which is a valid approximation within the interval
VX2 +y? <y |z —ct]

This inequality defines a conus within which the potentials are longitudinal, i.e.
depend only on the coordinate along which the charge moves. Outside the conus,
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Fig. 3.2 Components of the
electromagnetic field (3.17)
of a charge that is moving
along the z axes at nearly the
speed of light
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when the inequality is reversed, the potentials depend on the transversal coordinates,
and within the time interval {
P < —x2+y? (3.18)
¢y

reach the maximal value

eyzZ

- eyz . .
Amax (7, t) = ——=sign(vy), Vi (r,t) = ——
max /—x2 + y2 max /7)(:2 + y2

This means that although a fast moving charge exerts a strong force on the neighboring
charges, its time duration is very short.

The structure of the field of a fast moving charge is almost equivalent of an elec-
tromagnetic wave, because its functional dependence on time and coordinates is
essentially the same as in (3.12). More specifically it is the same as the electromag-
netic wave beam, which is discussed in the following Sect.3.3.4.

Previous analysis of the electromagnetic field that is produced by a single, fast
moving, charge one could generalize by considering more charges, for example two
charges (of the same mass, for simplicity) that move against each other with the same
velocity. If one moves along the z axes with velocity vy, having the charge ¢; and
being at the distance d along the x axes, whilst the other one having the charge e, at
—d along the same axis but moving in the opposite direction then the charge and the
current densities are

p(?,t):el5(7—1}01‘2—di)+ez5(?+vot2+d)?),
}(7,2‘):[61 vots()_;—vol‘%—d}e)—€2U05(7+U01‘2+d)2)]2

The vector potential is derived in the same way as in the previous analysis, and the
result is

A1) =

Z Yo ( el e )
R- Rt
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whilst the scalar potential is

e e
ay , e

VED =t

where

RT = \/72 (z £ vot)* + [(x +d)? + y2]

The electromagnetic field that is derived from the two potentials is

— |:e17 (vov: —c?) d —x) ey (vov. +¢?) (d +x):| .
o = 5 + 5 X
2R~ 2Rt

ey (vov; —¢*) ey (vov.+¢*) | . Teryst  erysT] .
Ty 2R~ + 2R+ + ZR- 2R ¢

where
st =¢? (tvg £ 2) — vy (:I:dvx + xv, + yvy)

The interesting space is around the origin when the two charges meet, say this
instant is = 0, where the electromagnetic field for e; = e, = e approximates as

= 2ve VU, N N VoUx \ .
3 N?[(d . —2x) x+yy+(z—d > ) z]

For small velocity of the test charge the components of the electromagnetic field are
either binding harmonic force or repulsive. Thus if the test charge has the same sign
as e then in x direction the force is harmonic and binding

4~e

Fx = —?x
whilst in the other directions it is repulsive. On the other hand, if e; = —e, = e then
- 2vye 2vgv; .~ VoV . VoUy VoUx \ A
EMN? C—Zx—d X-—3 yy+(yc—2— xc—z) z

which is in x direction constant and in the others it is velocity dependent, and negli-
gible for a slowly moving test charge.

For the electron and the positron, when each has the kinetic energy of 100 MeV
and are at the distance 5 x 10~!" m (again approximately the Bohr radius) from the z
axes along the x direction, produce time dependence of the z and the x components
of the field @ at the origin as shown in Fig. 3.3. This field should be compared with
the Coulomb of the proton, which is of the order Ecouiom» ~ 6 x 10! Volt/m. The z
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Fig. 3.3 Time dependence
of the components of the
electromagnetic field
between two charges of
different sign that move in
the opposite direction
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component is smaller whilst the x component much larger than the field that keeps
the electron bound to the proton.

Impact that the electromagnetic field of this kind has on atoms is discusses in
Sect.4.2.

3.3.4 Finite Width Waves

So far electromagnetic waves were treated as having infinite width. In practice,
however, they are either radiated from a single source, in which case they are spherical
like, or they are in the form of a directed beam, for example radar beam or laser
beams. In almost all analysis of these beams the assumption is that they are plane
waves, meaning that their width is infinitely wide. There are several problems in the
treatment of a beam of electromagnetic waves with the finite width. The problem is
not only with the edges of the beam but one must also allow that their polarization has
coordinate dependence. One should make distinction with the amplitude modulation
in which interference of several plane waves produces a wave whose amplitude
varies with the coordinate along its propagation direction, but not in the direction of
polarization. For simplicity linearly polarized waves are treated.
Simple functional form for a vector potential that appears to describe electromag-
netic wave is
Ax, z, 1) = a(z) e vtk 3 (3.19)

which has coordinate dependence of its polarization, but to be the wave there are
two problems with it. First, this potential is not sufficient for describing the wave,
the scalar potential is missing because the Lorentz condition (3.7) for (3.19) is not
satisfied, as it should. Second the wave equation (3.6) is not satisfied (the current is
zero). However, (3.19) could be treated as the initial condition for electromagnetic
wave that evolves from it, for example taken at r = 0, but the problem is finding the
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basis that would be used for solving the problem. This basis is derived by generalizing
(3.19) to the form that satisfies the wave equation, and the simplest is

A(x,z,1) = flx,z]e " 2
where the function f (x, z) satisfies equation
R, )+ f(x,2) +k*f(x,2) =0
One then uses the required form for the vector potential as the initial condition

f0,2) =a(z), 0,f(0,z2) =ika(z)

for the solution of this equation and analyze to what extent (3.19) is preserved along
the x axes.
The equation is solved by writing

fla,2) = / dq ¢"*g(q. x)
and equation for the function g(g, x) is

929(q.x) = — (k¥ — q%) g(q. x)

with the solution

9(q.x) =g(q.0) |:cos (xM) +i m)]

k .
———sin(x
/2 — g2 (

where
1 —i
9(q.0) = — [ dze"a(z)
27

In principle the equation is solved, one only has to calculate the integral in the
variable ¢, but this is not straightforward. The problem are the square root branching
points at ¢ = =k, and if the choice of the integration paths around them is not
correct the result may be meaningless. In order to avoid problems of this kind one
splits g(g, x) as

9(q,%) =g"(q, %) +9 (g, x) (3.20)

where

1 k .
g5(q.x) = - [ 1 £ — )g(g, 0)t VI~
2 K2 — qz
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The integration path g for g* (g, x) is now defined having a small positive imaginary
part for Re(q) < 0 and negative for Re(q) > 0. For the function g~ (g, x) it is the
other way around.

The question of importance is the stability criterion for the initial shape of the
wave. In other words, if at x = 0 a particular choice for the cross section of the beam
of the electromagnetic wave is made at what distance x one still finds approximately
the same form. In order to find the answer one must evaluate the integral

L[ k N
fi(xa 7) = —/ dq 1+ —— )g(q, O)etqz:tzx k2—q2
2 k2 — 42

for large x, which could be done by various techniques but the choice depends very
much on the initial function a(z), or on g(gq, 0). The most used function is Gaussian

:’2 d
a(x)=e & = g(q,0) = Z—efdzqz/4

JT

and so the integrals are

+
fi(.x’ Z) - % / dq (1 :l: \/%72) eid242/4+iqziix \% k27‘12
T —q

and if d is large compared to the wave length of the wave, i.e. kd >> 1, then most
of contribution comes from (relatively) small values of ¢. In this case one makes
expansion

2
vk —gq %k—g—k

and so the dominant integral is

. Z2 Z2
frx )= AT )e’kx(”dzkgrm)’m (3.21)
X
where )
" 2ix 5 n _
A (x):d:i:ﬁ 7 AT(x) = AT(x)AT (%)

The subdominant component is

2 _ - . 2.2 2
f _()C, Z) — weilkx(lerzszzm)im
8k2d2 [A—(x)]?
The beam of electromagnetic wave therefore spreads with the distance x, in general
this spread is considerable when its width is larger than /2, which happens at x ~
4dn, where n is the number of wave lengths that goes into the width d. Also the wave
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length of the wave changes as

A
Ax,z) = 0

272
+ dlkZZZ(x)
which is also a function of z. For a typical wave length of \y = 5 x 10~" m and the

width of the beam d = 5 x 1073 m the distance along which it is stable is x ~ 200 m.
Generalization to three dimensions is straightforward. The equation is in this case

Ffx.2)+ 0, f(x, )+ f(x,2) +k f(x,2) =0

and itis assumed now that the wave propagates along the z axes. The initial conditions
are chosen for z = 0, and they are defined as

f(x7y’0):a(-xvy); azf(xvyvo):ika(xvy)

The formal solution is written as
fy.2) = / dqy dgy 4703 g (g, gy, 2)

where
3129(%, gy, Z) = (k2 - qf - 6]5) Q(LIx» gy, Z)

and the solution of this equation is

9(qx, qy, 2)

k .
=9(x. qy.0) COS(Z\/kZ—q%—ﬁ)Hism(z kz—q%—qﬁ)
k2 — 2 2
qx —dy

In this way formal solution in three dimensions is obtained, only the function
a(x, y) needs to be specified. One particularly interesting example is

2
a(x,y) =re & sin¢

when

1 . ) 2 2

_(2 )2 dx dy e_lq.rx_lquye 282
7

122122

=N qye_A. 4:—34°9;

9(qx, qy,0) =
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and the solution is

[y, 2)

27
= N/DO dq / d’y 1 4 L q2 Sin'y e_%quz""i‘IrCOS(“/—cb)iiz /_](2_(]2
0 0 k2 — q2

where again separation (3.20) was used. After the angular integration one gets

%) k A i
fi(.X7 Y, Z) = Nsin ¢/ dq (1 + \/]CZ——Z)QZ Jl(qr)e_%dzqzilz /kz_q_
0 —q

where J,, (1) is the Bessel function. By assuming that d is large, in the units of the
wave length of the wave, dominant solution is

+ X — 8]V—y e[Zk(1+t12k%'z2(Z))7Arzzm
fT(x,y,2)
d2[AF(2)]?

where Y
Ay =d+°

) 2, N _ A+ -
T A(2) = AT()A (2)

The subdominant component is

_ 8Ny 2 _ —iak (14 s ) - 2o
X, y,2) = —— |[r" —2dA" (2)|e 22820 ) A
R ST @

which differs from the result in two dimensions (3.21) in some obvious factors, but
in essence it is the same form for the wave. Therefore the same conclusions apply as
before, the beam is stable up to the point where z ~ kd>.

The vector potential that is polarized along the y axes is now, by taking into
account only the dominant component

A,y 2.y =Re[f "(x.y.2) e ™] 3

__ 2r2
— A2z _ ) — y
=apy e 56 cos |:zk (1 + dzszz(z)) wt:| y

whilst the subdominant represents the wave that propagates in the opposite direction.
It is interesting to note that any “localization” of the electromagnetic wave produces
this component, the result that is derived also in the relativistic quantum theory,
however, there this is interpreted as creation of negative energy states of particle.

Very often one uses the initial shape of the vector potential as being constant,
which obviously only applies within the space where its spreading is negligible, its
general form being (for the model that is used earlier on)
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A(x,y,2,1) = apy " cos [zk — wr] §

from which the scalar potential is derived from the Lorentz condition

2 2 2
V = C;C_O (1 — d_yz) e & sin[zk — wt]

The electric field is R
E = a()f (.X, v, 2, t)e_:Tz

where
> 2 2 2
f(x,y,z,t)z——x l—i sin [zk — wt] X
kd? d?
Y 4y 2 2\ . N 2y? A
_W 6—?+kd sm[zk—wt]y+ 1—? cos[zk—wt]z

The dominant component is in y direction, followed by that in the z direction, whilst
the weakest is in the x direction, the estimates that are based on the assumption that
kd >> 1. The magnetic field is

_2 . 2apxy 2
a2 X — Ve cos [zk — wt]e @27

H= aoky sin [zk — wt] e

Two typical values of the modulus of the electric field are shown in Figs. 3.4 and
3.5 for a fixed z and variable x and y. In the first the phase of the wave was chosen
so that only the x and y components are present, whilst in the second only the z
component is present. The ratio of the maxima |Ey,| in Fig.3.4 to the maxima | E|
in Fig.3.5 is

Fig. 3.4 Modulus of electric X
field in the beam of
electromagnetic wave of the
width d = 50A. It has only x
and y components, but the
former are almost negligible
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Fig. 3.5 Modulus of electric X
field in the beam of
electromagnetic wave of the
width d = 50\, which has
only z component. The
modulus of the field is
considerably smaller than
that in Fig.3.4

which is large.

3.3.5 Beam Focusing (Paraxial Approximation)

Electromagnetic wave could be manipulated in order to achieve its high intensity in
a particular region of space. The best know example is squeezing plane wave into a
point by a lens. However, the effect of high intensity could also occur along the lines
or confined to planes, and an example are high intensity lines of light on a sandy
seabed when the choppy sea surface is in the sunlight. The intensity, as opposed to
the focal point, persist regardless of the depth of the sea. These high intensity regions
are result of the caustic effect, whereby rays of light concentrate on the line or surface
being tangent on them. The caustics are result of the inhomogeneous character of
media through which rays of electromagnetic wave travel, where each ray satisfies
equation .
dd—l;:—_ﬁx(_v)an)—_v)(_U)-Vn)

where U is speed of light in the medium with the refraction index n (x, y, z). The
caustic effect is demonstrated in Fig.3.6 where the surface between two media is
irregular (light rays come from above the surface) on a two dimensional example.

Caustics could also form high intensity lines on a surface, resulting of formation
of patterns on seabed, as shown in Fig.3.7.

The effect of caustics is described within geometric optics, however, there is
another effect that results in the similar outcome but its cause is in the wave nature
of electromagnetic waves. The basic idea is that along its line of propagation a beam
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Fig. 3.6 Caustic effect that is the cause of high intensity lines of light

Fig. 3.7 Simulation of high
intensity lines on a seabed
that are caused by a choppy
sea surface

is essentially the plane wave whilst perpendicular to it is slowly spreading, being
dissimilar to the effect of caustics where for the definition of rays it is essential that
no spread of beam occurs. The assumption implies that the wave length of the carrier
wave is much smaller than the width of the beam, and so the functional form for the
vector potential that describes a wave with this properties is

A,y 2.0 = flx, y,z) e ™k
From the equation for the vector potential one gets equation for the scalar function
. 1
ikdy f = -3 (05 f +02f) (3.22)
where in the derivation the following assumption is implemented

kO, f1 > |02 f|
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but the second derivatives in the coordinates y and z are retained. The choice of
parametrization for f determines the scalar potential ® from the Lorentz condition

d=—ilo.f
w
and so the electric field is
f — % (Vazf + sz 2) efiwtﬂ'kx
Solving (3.22) is, therefore, central in calculating magnetic and electric fields,
and the equation resembles Schroedinger equation [27], albeit in two dimensions,
for a free particle if one associates k with 2~! and x with time 7. Based on this

observation, and in order to have complete symmetry with quantum dynamics, one
defines dimensionless coordinates as x = kx to obtain final equation

i0;f = —% (05 f +02f) (3.23)

where now the variable x is replaced by s to emphasize that it plays the role that
could be either coordinate or time.

For solving (3.23) with the initial condition fy (v, z) ats = 0 one uses techniques
that are developed in quantum dynamics. The most straightforward solution is

[ s) = /dzk A (?) ol K T=5k%s

where
F=yy+z7

and A 7 is the amplitude that is determined from fj. Alternatively solution could

be formulated in the phase space, in quantum dynamics its components are coordinate
and momentum and here coordinate and wave number. Formulating solution in this
way has advantage that also classical dynamics could be used for solving this initial
value problem for (3.23). In the phase space the solution is given by

- - 1 %o - - - ip-qg
PG ) = ;/dzq FE+a.0fF -G08 (324)
where now the vector 7 is defined as
F=yy+z2Z

and likewise the other vectors. Formulation of solution through the phase space
density (3.24), which is also know as the Wigner function, has advantage that it
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could also be solved by classical dynamics but at the same time the uncertainty
principle is preserved. The basis of quantum dynamics is this principle, but it is
also in electrodynamics, where the width of electromagnetic pulse in coordinates is
inverse proportional to its width in the wave number (frequency) space.

From the phase density one obtains the modulus of f squared by integrating it
over the momentum variables

o - 1 N, 5 o 5
PF.s)=1f G5l = ;/cﬁp/cﬂq FE+G.) G =G.s) e
whilst the phase arg (f) = +y is derived from the current

- * 2
J =Im[f*Vaf] =11 Vay (3.25)

where V; is two dimensional gradient and
— 2 o = o
J = [dppp(r.p.s) (3.26)

Time evolution of the phase space density (3.24) has simple solution. One defines
trajectory
? = ? 0+ ﬁ N

and makes replacement [9]
S ! I YV I P T ¥
p(r,p,s)= = dq for—=ps+q) for—ps—q)e

where now the phase space density is given entirely in terms of the initial condition for
f. Few words about the initial conditions. It should be emphasized that the variable
s is the coordinate and therefore the phase space density, and as the consequence the
solution f is time independent. The solution represents stationary situation when
the electromagnetic wave is of the infinite extent. As opposed to quantum dynamics,
where s plays the role of time, one does not describe time evolution of wave. This
should be kept in mind because the temptation to associate s with time, in resemblance
with quantum dynamics, may lead to misinterpretation of results, such as coining
the phrase “self-accelerating” beam for the effects that will be described [14—16].
There is a choice to formulate initial conditions in either the coordinate or the
momentum space. If specified in the coordinate space it is implied that this is per-
pendicular to the line of propagation, it cannot be along parallel with it. The reason
is simple, the variable s plays the role of the evolution parameter and at some point,
say s = 0, the initial conditions are specified and this is along the y and z axes.
If this initial condition is specified in such a way then one could only analyze the
situation of a finite size beams, of the sort that were discussed in Sect.3.3.4. The
situation that one wants to analyze is infinitely, or practically so, wide beam that is
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phase modulated in y and z directions, and the best way to ensure it is to specify
initial conditions in the momentum space, which is defined as

7 1 S ipT
folr) = m/dngo(p)e”
when the phase space density is
F. D 1 * (5 iq-GF—p s
p(r,p,s)= ;/dzqgo (p—?) 90(7?)4-7)62 q-(F=ps)

Initial function go should be of a special kind, any localization in the momentum
variable reflects on localization in the coordinate space, the situation one wants to
avoid. One way to ensure that the initial conditions reflect those requirements is that
go (p) is of the exponential type with the exponent being imaginary.
Few examples shall be analyzed in one dimension, when the phase space density
is
Py, p.s) = %/dq 95 (P =) go(p+q)ear? (3.27)

The simplest choice for g¢ is Gaussian function with imaginary exponent, for which
one shows that f is the delta function. The next more complicated is a polynomial
type phase for g and the simplest non trivial is

_1 3,9 9
aggo =3P +5p + pc (3.28)

where ¢ and a are “the control parameters”. The phase of the integrand is now

_% 3 a—-s\> l 2
5—3q +2q|:(p+ 2 ) —4(s—a) +(y+c)i| (3.29)

and when integration in ¢ and p are performed then P (y, s) is a function of s —a and
v+ c. This shows that the parameter a plays the role of the shift of the “instant” when
one specifies the initial condition and ¢ moves the entire P along the perpendicular
direction with respect to x. In that sense these two parameters do not play essential
role, they only move the entire graph in those specified directions, and that is why
they are referred to as “the control parameters”. By setting both control parameters
to zero the expression for P (y, s) is

P(y,s)~ / dp Ai [22/3 (p2 — %sz + y):| (3.30)

where Ai(u) is Airy function, and its typical contour is shown in Fig. 3.8a.
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Fig. 3.8 The density y
P(y, s) for the cubic phase
(3.28) of initial condition gg

Qualitative features in Fig. 3.8 are determined from the properties of Airy function
in (3.30). It is negligible for positive argument and oscillatory for negative, and the
dividing line

1,
Y=g
separates two regions. For s greater than 2,/y  the argument of the Airy function is
negative and it is oscillatory, whilst in the opposite case the solution is negligible.
More accurate features of P (y, s) are determined from the stationary phase method
C.3 for calculating integrals of the type (3.27). In this example this is a two dimen-
sional integral, in the variables ¢ and p, and the stationary points are calculated from
two equations

8q5=2q2+2(p2—ps+y)=0, 0,0 =2q 2p —5)

where ¢ is given by (3.29). There are four solutions of the set, two are

1 1
q12=0, pi2= 55 + zvsz —4y

and the remaining two

1 5 K
Q34 = iz s*—4y, p3s= 3
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By using formulae from C.3 the estimate for P (y, s) is

32
2 (1, )
Py (v, 8) & ———= | L +sin | - (s" — 4y) ;s >4y
s —4y 6

and for s < 4y it is zero. Py (y, s) is in a very close agreement with the result
in Fig.3.8, except in the region around the border line, where the stationary phase
method is not very accurate. It could be verified that Py, (y, s) is the asymptotic
expansion of the function

2
P(y,s) ~ Ai [—i (s> — 4y):|

The current is also needed to get solution f of equation (3.23), which is defined
in (3.26) and for the phase (3.29) it is given by

j(.s) = %P(y,s)

from where the phase v in (3.25) is

and f is
1 Y
f~Ai |:Z (4y — S2):| e’

It is straightforward to calculate f directly from (3.23) with the result

Jair ~ Al [% (4y — S2)i| ¢y —ins’
and the two solutions are identical, apart from additional contribution in the phase
of fyi, that is independent of y and therefore cannot be derived from (3.25).

The phase (3.28) is an example of the polynomial type for the elementary catastro-
phes, when a = 0, called fold or rainbow [27] and the next one is the cusp with the
phase (the catastrophes were analyzed in details by Berry [17]

1 a
arggo = Zp“ + Epz + pc (3.31)

when the phase of the integrand in the phase space density is

5=2pq*> +2q[p’+pa—s)+y+c]
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Again the parameters a and ¢ could be omitted because they play the role of translation
for the variables s and y, respectively. One could show that the phase space density
is (non essential constant pre-factors are omitted)

1 ) 22/3 3
Py, pss)~ WAZ [31/3—171/3 (p” = ps +Y)]

and getting from it the density P (y, s) could only be done numerically. A typical
P (y, s) is shown in Fig. 3.9 and resemblance with that in Fig. 3.8 is again that there
are two regions of space, one where P (y, s) is (nearly) zero and the other where
it oscillates. The line that separates the two spaces is estimated by evaluating the
phase space density by the stationary phase method (see C.3). The two equations
that determine the stationary points are

0,0 = 6pg* +2p° —2ps+2y =0, 0,6 = 2¢° + 6gp* —2gs =0

where the second has three solutions

q.&‘t == Ov :l:\/ s — 3p2
For each of these the first equation has three roots in the variable p, however, as this
equation is quadratic in ¢ there is in fact only one equation to be solved. For ¢;; = 0
the equation is

pPP—ps+y=0 (3.32)

whilst for the other two g, there is only one equation

8p* —2ps—y=0
If solution of the first equation is py, then the solution of the second is — p,, /2 which

means that only the (3.32) needs to be solved. The three solutions of equation (3.32)
are functions of parameter ¢, which is defined as

__ %
VTS
and they are given by
2/ 2/
Py = % cos (% F 77/3) . Pst = —%— cos (g)

Definition of the parameter ¢ specifies the dividing line between the space where
P (y, s) is negligible and where it is not, the latter is in the space
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Fig. 3.9 The density y
P(y, s) for the quartic phase
(3.31) of initial condition gg

2 3
3/2
y < —=s§ (3.33)
3V3
Having the stationary points of the phase in the integrand (3.27), and by using the
expressions C.3 one calculates Py, (v, s), which almost exactly reproduces P (y, s)

in Fig.3.9, except around the border line where the stationary phase method fails.
The last to analyze polynomial is for elementary catastrophe swallowtail

I 5 a ;4
arggo = -p” + 5P (3.34)
5 3
where the coefficients with the second and the first power in p are omitted, for the
reason that was discussed earlier. The phase of the integrand in P (y, s) iS now

§= %qs+§(a+6p2)q3+2(p4+ap2—ps+y)q

General features of P (y, s) are obtained by the stationary phase method C.3. The
stationary points are calculated numerically although they are given in a closed,
somewhat complicated, form. There are 16 roots of the stationary equations, however,
only 4 are real and only in a certain region in the plane (s, y). The line that separates
the space where P (y, s) is negligible (all the four roots are complex) from that where
it is not (the four roots are real) is not given in a simple form as for the previous
polynomials, however, it could be estimated for large s and the analytic expression
for the four real roots. One shows that the line has asymptotic expansion
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Fig. 3.10 The density y
P(y, s) for the quintic phase
(3.34) of initial condition gg
for a = 100 (a). The density
fora =0 (b)

y a2 621343 025573 4 é —

whilst in the vicinity of s = 0 the line has quadratically dominant term s> (Fig. 3.10).



Chapter 4
Charge in Electromagnetic Wave

Abstract Dynamics of a single charge is analyzed when electromagnetic wave of
finite length interacts with it. Extreme case of impact on atom by a very short pulse,
which is produced by relativistic motion of a charge, is examined. Theory for the
field reaction force is developed, which is the missing link between dynamics of
charge and radiation that it generates.

Some of the most basic features of dynamics of atoms and molecules in the
electromagnetic field could be deduced from the simplest system: single charge
in the electromagnetic field. The system is analyzed in details here both in classical
and quantum treatment. The former has advantage to give intuitive insight into this
dynamics, whilst the latter describes it more accurately. Classical mechanics is used
in its most elementary form, without the treatment through the Liouville equation
in the phase space. This simplifies considerably the analysis but gives a qualitative
overview of the basic effects.

4.1 Basic Effects

4.1.1 Classical Dynamics

Information on dynamics of a charge in the electromagnetic wave is obtained from
equation of motion

e e - e . -
m 4T = == 0,A) + = 5 x [v x A(u)]

where

(SRS
1
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For a linearly polarized wave, which is from now on assumed, one writes

A(w) = 3§ au) (4.1)
where 71 - § = 0, and equation of motion is

ea(u) R
= vx[nxs]

e R v [V .
= —a'(u) |:s (1 - n) +n (— s)i| 4.2)
c c c

Typical for dynamics of atoms and molecules in the electromagnetic field is that the
velocity of light c is large compared to the typical velocities of charges. In such cases
one makes assumption that the ratio v/c is small, and (4.2) simplifies

2 = € .
md; r=-5a )+

(9}

> e ~
md*i=—dus
C
If one scalar multiplies the equation with 71/c then

m d? (Z-?'):mdfuzo
c

which means that
u=a-++ bt

where a and b are constants that are determined from the initial conditions. If at
¢ = 0 the initial position of the charge is 7y and its velocity v then

. n o
e (Fn),
C

which means its trajectory satisfies condition

o |

-

AP =h-Fot+i-ot

It says that the parallel component of velocity of charge with respect to 7 is not
affected by the electromagnetic wave, despite the fact that a («) has coordinate depen-
dence. Therefore motion of a charge in the electromagnetic wave is primarily in the
plane that is perpendicular to its propagation.

If one makes correction to the trajectory due to the finite, but large, value of ¢
then the equation of motion is

mdf?:fa/(u)[§+6ﬁ(£~§)]
c c
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where the term % - U was neglected. Parameter € was introduced only to indicate that
the additional term in the equation of motion is small. Solution of the equation is a
function of this parameter, and is expanded in the series

Fe)=r0 O+ 0+

where the unperturbed trajectory 7 (¢) satisfies equation
md 70 (1) =< d'(-1)§ 4.3)
c

with the solution

PO =35 f@)

Correction 7 (¢) is obtained by finding the equation that it satisfies, and this is
done by first expanding the function a’(u) as

A

n o, no. n .
a'(u) = a/( 5 f(t)+e—- 7V —t) =d (5— P —t)
c c c

A

=d/(~1) +¢ (g : ?“)) a'(—1)

in which case equation for the trajectory is

) 1D
md? (3 f0)+e7) =2 |:a’(—t)+gn . aw(_,)} [s L (r>n}

Cc

By collecting the terms of the same order ¢ the equation for the correction is
d2 =(1) _ € i A € =Y 7 A
mdr’ = —za(—t)f (t)n~|——2(n~ r )a (-1 s
c c

and contains two mutually orthogonal terms. The component of 7! that is parallel
to the line of propagation is obtained by scalar multiplying the equation by 7, in
which case it is solution of equation

md>r®™ = Za'(—0) f1) (4.4)
C

and if the initial conditions are (" (0) = d, r{(0) = 0 then

riV(6) = £
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On the other hand, parallel component with the polarization vector satisfies equa-
tion ¢
md} (§-FV)=md’ r" = C—zf,fl)(t)a”(—t)

and if the initial conditions are V' (0) = d, r(0) = 0 then
=10
so that the final (approximate to the order €) solution for trajectory is
PO =5 f)+35 ) +a £

Essential dynamic features of a charge that interacts with the electromagnetic wave
which is polarized along the x axes and propagates along the z axes are illustrated
on one example. The vector potential for this wave is

Aw) = a(u) ¥

and for the amplitude function a () one takes

do

(o) (1)

This form is typical of a wave that has beginning and end (electromagnetic pulse),
whilst in between oscillates with the frequency w (carrier wave of single frequency).
The onset of the wave has the width d and the same at its end. Typical amplitude
a(u) at t = 0 is shown by the left graph in Fig.4.1. At some later time, when the
wave interacts with the charge, the vector potential is

a(u) = cos(wu + 9)

A(Z,t):a(i—t) %
c
and it is shown in Fig. 4.1 (right graph).

If at t = O the beginning of the electromagnetic pulse is at the position z; < 0
then it reaches the charge in time ¢ = |z;/c|. The vector potential then increases its
amplitude to g in time t;,; ~ d/c, exerting the force on the charge being approxi-
mately

F ~ eay/(ctins).

From the relationship
Ft,,; = mv
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Fig. 4.1 Vector potential for
electromagnetic wave of
finite length and a carrier
wave of single frequency,
before the onset of
interaction with the charge at
the origin (left graph) and
during interaction (right
graph)

velocity that the particle acquires is

_ Ftyy _ eaotin

v
m mctip;

Along the length of the wave the force is oscillatory and acts during time f,;, =
|z — z1|/c. In this interval it makes

Nosc = tascw/(zﬂ-) = |Z2 - Z1|u)/(271'6‘) (45)

oscillations, and after the wave has gone velocity of the particle could be estimated
from the approximate solution for the trajectory. The dominant solution is 7 (),
which means that along the z axes the velocity is small, but along the x axes (in the
direction of polarization) it is given by

A

T A~
d, 7O (1) = 2/ d(=tydt = -2 [a(=T) — a(0)] = 0
cm o cm

where it was taken into account that interaction with the charge is zero before its
onset, and after the wave departed. Likewise the component of the velocity that is
parallel with the propagation of the wave, in the z direction, is estimated from

T 2 T
drd = | a0 f ) di=—— / a'(=1) la(=1) — a(0)] dt
0 0

62

= ! 2(—T)+l 2(0) — a(0)a(=T)
= 2a 261 a a

m2c3
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Fig. 4.2 Time dependence 14
of two components of
velocity of a charge in the >

electromagnetic wave in
Fig.4.1. One is parallel with
the polarization of the wave T T T T

(upper graph) and the other 0.0 05 1.0 15 20
parallel with its propagation 61 t
vector 4.
>,
0 .
0.0 0.5 1.0 15 20

and itis also zero. Therefore if the particle is at rest before the onset of interaction with
the electromagnetic wave then it is at rest after the interaction is over. Typical time
dependence of the two components of velocity of the charge are shown in Fig.4.2,
component parallel with § (upper graph) and component parallel with 72 (lower graph).
Both velocity components were calculated numerically for some given parameters,
and the approximate velocities, which are obtained from (4.3) and (4.4), are not
distinguishable from the exact ones.

By increasing length of the pulse number of its oscillations within it increases,
which is reflected in the number of oscillations of the charge during the interaction.
For the parallel component with the polarization the number of oscillations of the
charge is estimated from (4.5), but for the parallel component with the propagation
of the wave (see Fig.4.2) this number is doubled. The latter has also a constant
component thus implying that the charge acquired uniform velocity, whilst the for-
mer averages to zero. Doubling of the frequency, and acquiring uniform velocity, is
explained from the solution of (4.4). Within the wave, far away from its front or end,
parallel velocity with 7 is approximated as

2

€ 2
Uy = 2m2c3a (_t)

% 11 4 cos Qur)]
N — cos Qw
4m?2c3
This component of velocity oscillates at twice the frequency of the wave, and fur-
thermore it has a constant component
2.2
e“ag

-0 4.6
4m2c3 (4.6)

Vdrift =

meaning that a charge in a plane electromagnetic wave acquires a constant velocity,
the drift velocity.
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The choice of small width d is an extreme case, because in real situation it may be
much larger. However, this example describes an often made mistake in the theoretical
modeling of interaction between the electromagnetic plane wave and a charge. The
most common assumption is that the magnetic component is neglected so that the
basic equation of motion is

md?z (t) = e Ey cos(w t +6) (4.7)

where the electric component points in the z direction. Initial conditions z = z( and
v = vg are set at t = 0, but that says nothing about the field prior to that instant,
whether it was zero or had the value that is extrapolation of the functional form (4.7).
In the modelling one should assume that it is zero, because otherwise the results
do not have meaning for the simple reason that there is no telling how the initial
conditions for the particle are determined. They could have been chosen at any other
instant in time, of course with their value appropriate for it. Strictly speaking it should
be assumed that the field is zero prior to ¢t = 0, but one has a choice whether to model
the interaction either with the vector potential or with the electromagnetic field. In
the latter case one assumes the electric component to have the functional form

E = Egcos(wt + )O(t) 2

where © (¢) is the step function. However, the vector potential from which it is derived
is
- - sin(wt + a)O(t
A= —c/dt E = —CEOME
w

which does not give back the electric component because

- 1 - i t
E==—-9,A=E, [cos(wt + a)O() + w
c

) (t):| Z
i.e. it has contribution from the delta function. This inconsistency only tells that when
it comes to modeling interaction of the electromagnetic wave with the charges one
must start from the vector potentials.

The exact equation of motion that includes the onset of interaction is therefore

md?z(t) = e Eo |:cos(wt + o) 4 Wit a) (z)]
w

The initial conditions are defined before the onset of interaction, for example those
already mentioned in the previous analysis. The equation could now be integrated in
the interval from ¢ = 0~ (just before the onset of interaction) to ¢ = O™ (just after
the onset of interaction) to give for velocity



108 4 Charge in Electromagnetic Wave

O+ .
1
v(0t) =e Eo/ |:cos(wt +a)O() + M(S (f)] dt
_ w
— ¢ E, sin(a) + mvo
and the coordinate
z(0%) =

Therefore if (4.7) is solved for the trajectory by taking into account the onset of the
field then the initial velocity should be modified as

sm(a)

(0+) =e E() “+ vo (48)

whilst the coordinate is the same.

4.1.2 Quantum Dynamics

The basic equation of quantum dynamics for a charge that interacts with the electro-
magnetic wave is

K2 ie - (-7 2
zh@,f_—E[V——A(——t)] f 4.9)

hc c

which is solved by transforming it into the integral equation, and then by iteration.
It is shown in Appendix B how to do this transformation, and if (4.9) is written as

2 &2 P
i f+ v = [ () vy A (D)
2m mc c 2mc? c

then the appropriate integral equation is

fGE. 0= foF, 1)
2 P
/d%quG(r—q,t—s)[ eh (u—s)-v-i-zli 5 Az(u—s)] f@G.s)
mc c c c

where G(F — g, t — s) is Green function. The unperturbed solution f, (7, t) is deter-
mined before the onset of interaction, and typical initial conditions are shown in
Fig.4.3 where at r = 0 the probability density | fo(r, 0) | is shown by a filled shape
and the electromagnetic wave by solid line. One possible choice for the initial prob-
ability density is

1 2
2

PE) =1/, O = 7
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Fig. 4.3 Initial conditions
for scattering of the finite
length electromagnetic wave
(solid line) on a particle
whose initial probability
amplitude is shown filled

shape 2 0 10

and if the charge has average velocity Uy then the probability amplitude that describes
these data is

. 1 . 2
fO(;:’ 0) — \/ﬁetmvo-r/h _ e”nvo'r/h7272 (410)

= 43253/4

At any time later this probability amplitude is

> 1 —#[ﬁ+imvo(v0t—2x)/h:|
_ 2A0 | 42
fo(F, 1) = —7r3/4d3/2A3/2(t)e i
where
Alt)y=1+1 th
= 1 —
md?

The integral equation is solved by iteration, meaning that in the first approximation
one neglects interaction with the electromagnetic wave, and the solution is

fOF = foi, 1)

In the next step this solution is replaced in the integral, so that the correction is

OG0 = fol, 1)
. A ) - 2 N ~ . -
+/d3q ds GF —q,t—s) [@A (u—x)-v+ A (u—s)} fo(@,s)
. me c c

2mc?

and in the following iteration the exact solution in the integral is replaced by £V (7, t).
Higher order corrections are getting considerably more complicated for analysis
and therefore this procedure is only implemented when the first one already gives
reasonable accurate answer. There is, however, another problem with the integral
equation, which should be mentioned because of possible problems in the analysis
of its solution. If one assumes a plane wave, for example of the form

X:AO)E cosw(g—t)
c
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then the first iteration of the integral equation is

FOE D = fol, 1)
3 . ieh q: e’ 2 .
+ | dgds G(r —q,t —s)| — Apcos (w— — ws) Ogy + — Ap| fo(q.s)
mc c 4mc?
where one made approximation

- 1 1
A% = A} cos®w (g —t) = EA(Z) [1 + cos 2w (i —t)] A EA(%

There are now two terms in the integrand, and the second gives
2
3 - > e 2 >
/dquG(r_‘Iat_S) _AO fo(qu)
4mc?
&2
=———A?/d%dsGG—ﬁJ—ﬂfM@@—aw
4dmc?

which could be shown by using expressions for the Green function from Appendix B.
The first term, on the other hand, gives

. ieh -
I = /d3q ds G(r —q,t —s) |:£Aocos (wq—z — ws) 8%] fo(g,s)
mc c
eh I W —iws i -
= iAo/ch ds GG = .1 —s) (7 4T EH) 9, fo(Gs)

2mc

and when the retarded Green function is used and

Lo ,yzs
fo(@,s) = / d*p B(p)e' P15 (4.11)
then
WA Ny T
mc(Lm

(eiwqf?—iws + e—iwqf-&-iws) / d3p p B(]—?’)eiﬁ-(i—i}LbzpiyjA
X
The integral in the variables g gives the delta function

/fqmzam%e%i%z+7) 4.12)
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whilst the integral in s is

! ih—"'zs iwsfihpzs hﬁz hp2 . 1
ds & wsFw=iges — a5 (2 g — =) =i | ——————— | (4.13)
0 2m 2m ,;_Kz Fw-— 2

2m

where it was assumed that the field was turned on at + = 0 and that the effect on
the probability amplitude is analyzed long after that time. The sign | indicates the
Cauchy principal value of the integral, which is defined in (C.1).

When one takes into account the delta function (4.12) then the argument of the
functions in (4.13) is

hrk? hp? h (:I: cm n w)
—_— w—— = — _— J—
2m + 2m cm P h 2c

cm

which can never be zero because <* is much larger than the possible momentum of
the particle. Therefore contribution from the delta function in (4.13) is zero and the
principal value sign can be omitted because the argument is not singular, and the
integral is

eh?A R 7 R NP
I =— O/d3ppr (p——z)e' Br—i gt
2mc c
2
_eh Ao/d3p p«B (ﬁ—i— Ef)ei’;';_irﬁfilzf
2mc c

Approximate probability amplitude is now

- - jeh? A - A L
OF, 1) = fo. 1)+ 50, [ dp B (p— = 2) e P @414)
2mc c
[eh? A LWL\ ssne?
+ 03,c/d3pB(p+Ez)e’p"*’%’

2mc c

where the unperturbed probability amplitude fo(7, t) is given by (4.11). All three
terms have the same structure as in (4.11), which means that they represent motion of
afree probability amplitude, the only difference being in their momentum distribution
B (p). For example the contribution with B ( p— - 2) means that the free probability
amplitude has additional component “’C—h Z in the moment and hence it moves with
the additional velocity ‘r‘;—f z. It appears as if part of the initial probability amplitude
acquires velocity that is related to the frequency of the electromagnetic wave and not
its amplitude. This result differs in essential way from the classical treatment, where
the translational velocities of the particle depend only on the amplitude of the wave.
However, it should be emphasized that this finding only applies to a small fraction
of the initial probability amplitude, but the classical change of velocity affects all.
The effect that the momentum of particle depends on the frequency is called the
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frequency dependent momentum transfer, the finding that is normally associated
with the concept that the electromagnetic interaction is mediated by a photon.

The problem of the onset of interaction with the electromagnetic wave also exists
here, as in the classical treatment. Here it is somewhat more complicated to derive
this effect because one works with the probability amplitude rather than the precise
position of the particle. The equation for the onset of interaction is

. n? ie - (n-r A-F\1?
i f=———|V—-—A— -1t )O |t — — f
2m he c c

and the assumption is that the probability amplitude f is localized around the ori-
gin, not moving but spreading according to the laws of dynamics. If one makes
replacement

f= e%?ﬁ(%ﬂ)@(r—ﬁ{)g

then the equation for g is quite complicated but simplifies if one notices that the time
derivative of the phase is of the order ¢, which is orders of magnitude larger than the
derivative of the vector potential with respect to the coordinates. If one neglects the
latter derivative the equation for g is

e[ . - (i-F AP\ L - (AT A7
__[_r.A(__t)@(t__)+r.A(__[)a(t__)}g
C C C C C

h2

One now integrates the equation in the time interval around the non zero contribution

of the delta function, from ¢ — ¢ to ¢t + &, where the limit ¢ — 0 is assumed. The
only contribution is from the delta function, and the result is

_57.5(0)9_(r,—n.r)+ihg+(r,—n'r)—ihg_ (r,_”'r)zo
c c c c

One writes this equation as

ihgt (r, u) =ihg~ (r, u) + 7.4 0) g~ (r, u)
c c c ¢

or alternatively
A-r ez 3 n-r
gt (r, ) e P (r, )
c c

because higher order corrections in ¢~ were neglected. From the rules of quantum
mechanics the phase indicates that the charge acquires velocity, which is exactly the
same as given by (4.8) in classical mechanics.
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Simplification in (4.9) is made by assuming that ¢ is very large, meaning that
within one period of its oscillation the wave travels much further than the width of
the probability amplitude spreads. One, therefore, assumes the inequality

h2m

2n > L
—C [ —
w d,

where the uncertainty principle d,, L ~ h was assumed. By rearranging the inequality
one gets

dP dp
Rl P AN |
wh "

which expresses the fact that the momentum transfer by the photon is much smaller
than the width of the momentum distribution in the probability amplitude. Under this
condition one makes expansion

~(ﬁ-? ) - (ﬁ-?)ﬁ/
Al— —t)=R A1)+ —A (—1)

c

in which case (4.9) is

) K2 ie - ie . .\ = 2

or in the expanded form

h2 - . -
iho,f == [Af =2 (A0 + 5 (3-7) A (=n) - V]
e A N2 7 e - -,
+ 2im [Az (=) + (nr) Az(—t)]f—i— — (n-r)A(—t)-A (= f

This complicated expression has in fact relatively simple solution. It can be shown,
but not derived here, that a general solution for a charge in the electromagnetic wave
is

SRR By e A u| < A2(u)—2 k-A(u
f — /d3k B(k)e k 2+ 2 juo d [rhA (0)=2 k-A( )] (415)

which is generalization of the expression (4.11) for a free probability amplitude. The
amplitude B(k) is determined from the initial probability amplitude from

f (., 0) :/d3k B()e' ¥ — BK) =/d3r £ 0)ei K
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By assuming large ¢ the exponent in the general solution is expanded into the
powers of ¢~!, and after rearranging it one gets solution in a general form

f=e Ot B / Pk BR)el FFuo-i o @ (4.16)
where
- e,
Varifi = A7 (=t)n
drift 2mhc3 ( )

is the classical drift velocity, whilst

e -t -
Fore = / du Aw)
me Sy,

is the classical expression for the oscillations in the direction of polarization and

62 —t
Yty = / du A ()

2mhc?

is the phase that gives the energy of the particle due to these oscillations. The latter
can be shown by noting that the time derivative of the probability amplitude gives
the energy of the particle i.e.

ihd, f = Ef =ihd, [v(O] f+---

where the additional term comes from derivatives of the other factors in f. Therefore
the contribution to energy from the phase -y is

62

E. =
T 2me?

A%(—1)
On the other hand, velocity from 7, is
- [
Vose = ——— A(_t)
mc

and the appropriate kinetic energy is

The remaining term is
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which is also a classical quantity. In order to show this one starts by solving classical
equation (4.3), which gives for velocity

7Oy = _© § 5
d; r™ (t) = —— a(—1t) § + vy§
mc

where vy, is parallel component of initial velocity with the polarization of the elec-
tromagnetic wave. Correction to the component of the velocity that is parallel with
the propagation of the electromagnetic wave is given by

e

1 € - 7
d, VrE)Z—ﬁa(—f) Vos = — v - A(—1)

mc?

or the appropriate momentum is
- er. = ~
Pin == [%0- A0

where the index in indicates that this component of momentum is associated with
the initial velocity of the charge. In the probability amplitude the function B(k)

determines distribution of momenta, and Ak is initial momentum of the charge and
kh

7 is associated with the initial velocity - The phase @ is now derived as

> o N e mr. o o~ : N
k-A(—I)ﬁ~r=———|:UQ'A(—Z‘):|I’1‘}’=@J’
mc h

® e
mc?

which shows that it is derivable from classical concepts, and hence it is of classical
origin. According to the rules of quantum theory, the factor that multiplies 7 in the
phase @ represents additional velocity of the charge (see discussion of (4.10)).

There is one important consequence of using vector potential. Dynamics of charge
is affected even when it is assumed that vector potential is time independent, in which
case force on it is zero (contribution from magnetic component is neglected). This
effect is also in classical mechanics as it follows from (4.3). Velocity of charge is in
this case

47O 0 =-—145 4.17)
mc

where a is arbitrary constant. The answer to this paradox, in classical mechanics,
is that one should be very careful about understanding the initial conditions. The
choice of the constant a is intimately connected with how they are determined. If
one assumes that prior to the instant ¢ = 0 velocity of the particle is zero then @ must
be zero, from the previous conclusion. At ¢t = 0 the potential changes its value to
a, which is instantaneous by implicit assumption, and therefore the correct vector
potential is a® (¢) and the correct equation that one needs to solve is

md? 7O (1) = -5 6(t) §
C
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Its solution for velocity after r = 0 is
- e ~
O =——uas
mc

which is the same as (4.17). Therefore working with vector potentials needs great
care so that the results may not be interpreted in non physical terms.

The same analysis applies in quantum dynamics. In the solution (4.16) one could
formally replace the vector potential by a constant value, and all the parameters that
determine it are not zero. However, without repeating the analysis with the onset of
vector potential, the answer to this paradox is the same as in classical mechanics;
one needs to make sure that the correct initial conditions are chosen. By replacing
the vector potential with its constant value one is implicitly assuming that the initial
velocity of the particle is modified according to the discussion in classical mechanics,
however, adapted to the quantum rules.

Related to the last discussion is transformation that is normally used in the elec-
tromagnetic wave-charge interaction. In (4.9) one assumes that the vector potential
is not coordinate dependent, in which case

2

o f=-1"lv_ i ’
l tf——ﬁ[ —§ ()] f

and writes o
f — eiﬁru‘l([)g

to obtain equation for g as

K2 R - 2 L o
ihatgz——Ag+Er-8tA(t) g=——Ag—er-E()g
2m c 2m

where E (t) is electric field. This equation is the bases for almost all analysis of
interaction between the electromagnetic field with charges, however, in the step from
the vector potential to the electric field one modifies the probability amplitude by a
phase, and the question is what is its nature. In the exact solution for this problem the
probability amplitude f is given by (4.16) and in it there is no term of the kind that
transforms it onto g, which means the phase of this term is the artificial one, with no
particular physical meaning. In fact the only physical meaning that one could deduce
is that the velocity of the particle is modified at each instant in time by

> e -
Umod = ——A (t)
mc
so that according to the rules of quantum mechanics the new probability amplitude

is L
g= e (0 f
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The reason for such modification is only justified mathematically because equation
for the probability amplitude g is simpler for analysis then that for f. However,
great care must be taken when setting initial conditions, besides that for the onset of
interaction. If before the onset the probability amplitude is fy then after the onset it
is

fo— A0 £,

and this means that the initial g is
90 = fo

After time ¢ solution is g but the required is the probability amplitude f, and this is
given by

f= ei%?-ﬁ(r)g

That this is not a simple matter of the phase is shown by calculating the momentum
distributions of the two probability amplitudes at time ¢. This is done by taking the
Fourier transform of both sides of the last equation

/ Ir fFe = B = / & e FT T A0 g 7

= /d3r et (A0 TgG) = ¢ (k= A Wm)
he

where C (l;) is the momentum probability amplitude for g. Therefore momentum

probability amplitude B(l;) for f (the one that is required) is shifted by —%A (1) in
the momentum probability amplitude for g. This finding is very important to bare in
mind whenever transforming the exact (4.9) into some equivalent form.

4.1.2.1 Weak Electromagnetic Field

A very important limiting case is when the coupling of the charge with the electro-
magnetic field is weak. The amplitude (4.15) is then approximately

S L7 il ?—r N
f%f0(77f)—ii/d3k B(k)e' k"_’%n’/ duk - A(u)
mc

where fo (7, t) is the probability amplitude for a free charge, which is given by (4.11).
The quadratic terms in the vector potential are omitted. Special example is when the
the electromagnetic field is a plane wave

A(u) = Agcoswu = AT + A~ (4.18)
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when the correction to the probability amplitude is

A= Fh+ o (4.19)
where
f(T _ € rr[?ffo'iwt d3k B(l_é) i/;;f[h,’flft I_é . A
ph = amece ¢ ) 0
and A
s wn
q = —
c

In order to understand physical significance of this result one should discuss a
simpler problem, probability amplitude consists of a dominant contribution and a
subdominant whose phase is modified by i § - 7. The question is what is the time
evolution of the entire probability amplitude? Straightforward answer would be

fED=foG O +efoF el

where for simplicity it was assumed that the two components differ in the small
factor £. The probability density is then (the term with 2 is neglected)

PG, 0~ |fo(F, 0 [1 4 2e cos (7 -7)]
and itis not different from the one without the phase except that its modulus oscillates.
However, the reasoning is not correct because phase modification of the second

component affects its initial conditions, instead of being f (7, 0) itis fy (7, 0) &' T,
Therefore, if the initial condition for the dominant component is

fo (7, 0) = /d3k g (?) PN (7)
then for the subdominant it is

o(T-7)-

and the time evolution of the probability amplitude is

f@n = /dSk g (7) Rt 4 5/d3k g (? _ 7) i

_ 1! 3 2 —ikF
= (271')3/d r fo(r,0)e

1 R
(%f/fnm@md*ﬂ“

Ifg (?) gives zero for the average value of the velocity of particle then fo (7, 1)

only spreads without the overall translation. However, in the subdominant component
the momentum distribution is shifted by 7 and as the result this component moves



4.1 Basic Effects 119

with the average velocity hﬁ)/ m. It appears as if the particle was hit by another
particle, called the photon, having the momentum that is related to the frequency
of the electromagnetic wave. The two components separate in space thus becoming
independent entities.

Based on the foregoing discussion one deduces from the expression for the cor-
rection amplitude (4.19) that in a plane electromagnetic wave there will be two
types of momentum transfers onto the charge. The subdominant component moves
either in direction of the wave propagation or in the opposite one. That appears to
be contrary to what the model with the photon predicts, which is derived from the
assumption that the vector potential (4.18) represents wave moving in direction of
the vector 7 However, if the vector potential is defined as a linear combination
of two complex exponential functions then each component separately represents
two distinctive momentum transfers. The component 1_4)+ represents a wave going

in direction g whilst 1_4)’ represents the one going in the opposite direction — ¢ .
In this way arbitrariness in the formulation of the model with the photon is removed
because one could formulate the theory, the quantum field theory, with a particular
momentum transfer.

4.2 Very Short Electromagnetic Pulse

4.2.1 Impact on Hydrogen Atom

In most applications electromagnetic waves are typically in the form of a wave carrier
(wave of a single frequency) and the amplitude modulation, one example is shown
in Fig.4.1. For this reason the name “wave” is used, the extreme limit being a “plane
wave” when only the wave carrier is present. There are circumstances, however,
when there is no wave carrier in which case one talks of the electromagnetic pulse.
One important example of the electromagnetic pulse is produced by a charge that is
moving at nearly the speed of light, which is discussed in Sect.3.3.3. The field has
large strength in a narrow space that is perpendicular to the line of motion of the
charge, and the question is what impact it has on the charges, in particular the bound
ones, that are in its vicinity. The problem is defined more precisely by assuming that
the charge es, where s is its sign, moves with velocity v, parallel with the z axes and
at the distance d along the x axes (the impact parameter), its y coordinate being zero.
As a typical example of a bound charge it is assumed that Hydrogen atom is placed
at the origin of the coordinates, and the effect is analyzed for the electron. The field
of the moving charge affects both the electron and the proton, however, the analysis
will be made only for the electron, because it is expected that the proton is affected
little compared to the electron. The electron is assumed to be initially in the ground
1S state, and before commencing analysis one chooses a convenient scaling. As the
reference mass one chooses that of the electron, and scale all lengths with respect to
the appropriate Compton wave number x = mc/h, i.e. one writes 7 for £ 7 and ¢
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for ctk. In this scaling the probability amplitude for the electron satisfies equation
(for the details of the field that is produced by the moving charge see Sect.3.3.3)

. . 1 s YVo 12 1., 1., sy
la,f_—z[az—z - ] f=3O =3O S+ S (4.20)
where
R:\/7/2(z—v0t)2—i-(x—d)z-}-y2
and

= (=)

The Coulomb potential of the proton is not included because in this energy transfer,
as it will be shown, it is not required.
The ground state probability amplitude is

32
(07
for) = —=e™

N

and its momentum space representation is

V251
GRSt

go(k) =

where « is the fine structure constant. As it was shown in Sect. 3.3.3 electromagnetic
field of a moving charge is confined into a narrow space interval along the z axes,

being of the order
Az = /1—v}=~"

where |vg| < 1. Therefore when the charge is at the distance from Hydrogen atom
larger than |z| > a~! the impact of the field on the electron is negligible. The time
that it takes the charge to cross the atom is

27‘1—1
teross ° —— = lyan = —

and during that time the electron moves the distance

AS = Vo toross = As = — =2

2
o
where the estimate k = v,; = « for the velocity of the electron was taken from the
momentum distribution. During the crossing time of the charge the electron stays
virtually at the same position. The estimate of the interaction time with the electron
is also important, and it is given by
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Az 1
tint = —— = tim =7
lvol
which is very short, and it could be assumed to be impulsive, i.e. during the interaction
time the electron does not changes position and velocity. Having given those estimates
it is clear that in (4.20) it is indeed not necessary to include the Coulomb potential
of Hydrogen atom because the energy transfer is instantaneous.

Initial condition for (4.20) is not defined as usual at t = O because this is the
instant when the field of the moving charge overlaps with Hydrogen atom. Instead it
is defined at some earlier time when the field does not overlap with it, and because
of the estimate (3.18) of the field width this instant should be at least earlier than

t<—1/a
In practical calculations the initial instant could be defined at
th =—-3/a

The impact parameter d is in general arbitrary but for the sake of estimates it could
be taken as d = 3/«, in which case for the incident energy of the moving electron
at 100 MeV the width of the electromagnetic field on the z axes is

d

Az=—~2
g

which is small compared to the “radius” of the atom a~! & 137. The initial instant
for this scattering is shown in Fig. 4.4, where the red shaded region shows the initial
electromagnetic field (its width somewhat exaggerated) and the gray shaded region
is the probability density of the electron.

Having defined initial condition one now solves (4.20), and the first step is to

make transformation )
. 2=y 1
f = el&s'\/uof 0 dz/ﬁg

when equation for g is
[0 Lorg- Lo +i Pg- (o +i ) g+ g @21
=—= - = Vody - = v — .
i0g 50: 9= 5 Ox Fiaswan)™ g — 5 (0y +iasveay)” g Png

where
x—d . y

TR G-vw)+R YT R G-t + R

ax

Velocity of charge is very close to the speed of light, hence vy ~ 1 and v >> 1, and
the function R is approximately
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Fig.4.4 [Initial instant for calculating impact of the electromagnetic field (blue region) on Hydrogen
atom (gray shaded region). The field is produced by a charge which is moving at nearly the speed ¢

(x—d)* +)*

R =~z — vot| +
L ST ENT

except in a small vicinity of |z —vot| < ~~! when it is of the order R =

o (w/ (x —d)?* + yz). Therefore a, and a, are step-like functions of the form

2(x—d 2
= (‘x—2)®(v0[ _Z) ; ay — y
(x —d)” +y?

X

Gy

which are independent of the z coordinate and time.
In (4.21) the last term is negligible because it is of the order v~!, but it is further
simplified by defining a new function 4 as

g= e—irmvo 1n[(x—d)2+y2](ﬁ)(vot—z)h

which satisfies equation
1 1 1
iOh = —=0*h — —0*h — ~0h
2 27 2°¢

This is an equation for a free particle, but because interaction with the electromagnetic
pulse takes very short time it could be assumed that the solution is

h = ho(x, y, z)e £
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However, the initial condition is defined for the function f, and by taking into account
the two transformations the final solution is

f=eXfolx,y,2)

where the phase x is

Z—vot /
X = asvvo/ — —asvygln [(x —d)? + yz] O (vt —z) — E(t —ty)
z

—volo

The probability amplitude is calculated when the interaction is over, which is at
t = —ty, when its phase is approximately

X = Z?SZ —asln[(x _d)2+y2] —E@t—1)+0 (to_3)
0

where vy = 1 was assumed. The term of the order 7, ' could be neglected because
for the stationary probability amplitude, as the one it is assumed, the limit y — oo
could be taken. Therefore, after the interaction the probability amplitude is

— —d)?4+v2—i _
f=e iasIn[(x—d)*+y*|—i E(t "’)fo(x, v,2)
which indicates that the electron acquired momentum

(x—d)x+yy

p = —2has
b @ —d) +y2

(4.22)

where now the coordinates are not scaled.
The estimate could also be made from classical equation, which is given by (in
the scaled coordinates)

asy(x—d)(I—wv) .  asyyd—v)
R X+ R
asvy [(x —d) v, + yvy] .
+ R Z

—_—
dtzrz

y

where vy = 1 was assumed. Velocity of the electron (charge) is v with the index
of the appropriate component. As in the quantum calculation it is assumed that the
velocity of the electron is small, and that during the interaction it does not move. In
this case the equation is

—  oasy(x—d), asyy.
;v = 8 X+ rEd
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and velocity of the electron is

— (x—d)X+yJy
dr = —20zs—2
(x —d)” +y?

which is precisely the result (4.22), when appropriately transformed into the momen-
tum and into the non scaled coordinates. Therefore for all practical purpose energy
transfer from the electromagnetic pulse that is produced by a fast moving charge onto
a charge is impulsive and classical in nature. However, this is precisely the model by
which momentum transfer from the electromagnetic field to a charge is mediated by
a photon. This could be further demonstrated by assuming that the line of impact
of a charge d is large compared to the size of the probability density for Hydrogen

atom. In this case

In[(x —d)* + y*| ~ —%x

and the probability amplitude after the interaction is over is

f — eixxn—iEth(r)

where 7 is the wave number for a “virtual photon”, which is given by

_ 2a
1=
and its corresponding frequency is
cn
V=—
27

For the impact parameter d = 10~°m the frequency of the virtual photon is v ~
7 x 10" sec™!. Therefore, in this approximation it appears that the energy transfer is
given in terms of a photon mediated interaction, but there is essential difference with
the result for the “true photon”, which is given by (4.14) (see discussion that follows).
Whilst for the “true photon” only a small fraction of the initial probability amplitude
is affected by the electromagnetic wave, which is proportional to its amplitude, for
the “virtual photon” the whole is affected.

In the virtual photon approximation the momentum space distribution for the 1§
state of Hydrogen atom, after the interaction is over, is given by

24/2a5/2 1
s

2
(5~ %8)" + 2]

o(p) =
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from where one calculates energy of the electron

2 2 2

D° o, .. o 2«
E: d3 _— = — _—
/ pZQ(p) >t 5

and by noting that d is scaled in terms of the Compton wave number of the electron,
the energy transfer is very small, being of the order

202 h? 8.1 x 107*
= IS eV

AE
md? d?

where d is now in the units of Angstroms. Energy transfer is small, but depends on
the distance d, however, for smaller values the “virtual photon” approximation is no
longer applicable.

4.2.2 Impact On Atom

Electromagnetic field of a rapidly moving charge was analyzed in Sect. 3.3.3, whilst
its impact on a target particle is analyzed in Sect.4.2. The finding is that although
the field has extremely large amplitude (essentially it increases by a factor that is
the ratio of the kinematic mass of the charge to its rest mass) its duration is short
and the overall impact on a charge, in terms of the energy transfer, is small. The
energy transfer has a similar structure, at least when the moving charge is at the
distance that is larger than the size of confinement of the particle, as if the interaction
is mediated by a photon (for the photon concept see discussion following (4.14)); it
is instantaneous and depends on the “frequency” of the field. The question is what
impact this field has on atom?

As the field is confined within a narrow strip that is perpendicular to the velocity
of the moving charge and having large strength, it affects all charges in atom in equal
fashion. This means that all the electrons and the nucleus acquire instantaneous
momentum, according to the analysis in Sect.4.2 and as the result atom is left with
an excess of internal energy (that of electrons) and acquires translational energy.
Both energy transfer components are of interest, and they are calculated from the
probability amplitude for the whole atom at the initial instant

f(Rn, R, Ry, ... Ry)
which acquires the phase
ei ’_y‘-(l_?)]+§z+"'+§n)—i l:ﬁN f(éN, I_é], 132, L I_én)

according to the analysis of Sect.4.2. The probability amplitude is expressed in
absolute coordinates, where the index N refers to the nucleus and the other indices
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to the electrons. The “virtual” photon momentum is given by

208 4
S 208,
7T
where the unit vector d points from the moving charge to the charge within atom at
their closest approach and d is their separation. The factor s is the relative sign of the
two charges, e.g. for two electrons s = 1. Therefore impact on all the electrons is

> 2nas
I'=— d
d

where n is the number of electrons.
By transforming into the centre of mass coordinates, which is identified with the
nucleus, the probability amplitude transforms into

= - - - i y-(F+T +eeb Py 3 > - -
GRN, F1, Py Fig) = € TR (R Fy By, L Fy)
where the relative coordinates are defined as 7; = R; — Ry. The centre of mass
coordinates are not present in the phase, therefore, there is no energy transfer onto

the translation of the atom as the whole. On the other hand probability amplitude to
find the electron state p after the interaction is

3 3 3 S 5 - i~ (F1 Ty —eee e I -
a, =/d rnd’ry...d’r, f:(r],rz, )l T G )

where the reference to the nucleus is omitted. These coefficients are relatively simply
calculated for Hydrogen atom, in which case the amplitudes are

o) I
PP e (6,.0) [ d'r 5; (r)f1,+1/z(wr>Ylm<0 6 f(7)
I=

where the plane wave expansion (C.7) for ¢! 77 was used. If the index of the electron
probability amplitude is the set i = [v, A, v], the initial probability amplitude is the
ground state and

fu(r)— R, ()Y, (0, ¢)

then the coefficients are

[T o 1
ay v = l)\ ZY)\_U (977 (b’y)/o dr Rz/,)\(r)ﬁJ/\+l/2 (’7”) Rl,O(r)

They are given as the polynomials in the powers of € = v/a, and because this ratio
is small, of the order 4!, only the leading powers are retained. Few coefficients
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Table 4.1 Leading powers in € = 7/« in the probability amplitudes for the stationary states of
Hydrogen atom after interaction of its ground state with the electromagnetic field that is produced
by a fast moving charge

V\A 0 1 2 3
1 1-0.5 €2 - - -
2 0.497 £2 10172 ¢ - -
3 0.183 £2 10.102 ¢ -0.053 &2 -
4 0.105 £2 10.070 ¢ ~0.040 &2 -i0.013 &3
5 0.071 &2 i0.052¢ -0.032 2 - 0.009 &3

are given in Table 4.1, where only the leading powers in ¢ are retained. The leading
coefficients are for A = 1 and arbitrary n > 2, when they are of the order ¢, which
means that the expansion of the probability amplitude is

9() = fio + — [cos 0. cos 0 + sin 6., sin 0 cos (¢ Za” fon

where the coefficients a, are a,, 1, when ¢ is factored out. The sum is just another
way of expressing f1 o, which follows from the initial form for g(¥), however, it starts
to deviate from it for different instants when the probability amplitude is

- i 3
g7, 1) = f10e iEvol 4 4:; [cos By cos 6 + sin 6., sin 6 cos (¢ Zau fu.e —iEyat
v=2

4.3 Field Reaction

Electromagnetic field that is produced by moving charges could be divided up into
two regions of analysis, far away from the source and in its close proximity. Focus
of interest in most applications is on radiation that results from dynamics of charges,
which is far away space, however, the field that overlaps with the probability density
of its source (or the classical charge density) is of fundamental importance as the
source of the effect without which energy conservation law would be violated. Elec-
tromagnetic field in the latter is important for formulating the field reaction force. In
this section the basic principles that formulate this force are described.

Importance of the field reaction was recognized ever since it was discovered in
the work of Maxwell and Herz that electromagnetic field produces wave that takes
away energy from its source in accelerated motion. Calculating that energy, from
the motion of charges, is done in a straightforward manner, and vice verse, from the
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knowledge of the electromagnetic field motion of charges could have been deduced.
It does not need special insight into that dynamics to deduce that what is needed is
the force that would couple energy taken away by radiation at the expense of the
energy of charges, kinetic and potential. In other words, radiated field takes away
energy that must affect motion of charges, but the force that does that remains to
a great extend the mystery even today. In fact, formulating the force that does that
is as old as the problem itself, and effectively there are two models that one would
use for its description. One is based on classical model for charges, but it is based
on non physical assumptions and leads to non physical solutions for dynamics of
charges (for a good account of the problems see [10]). The other model is based on
assuming quantum charges and classical electromagnetic field, which dispenses with
the inadequacies of the classical model (for account of the model see [9, 18, 19]),
but still cannot answer some of the finer effects of this force. Much of the pursuit to
formulate the force was scaled down by development of quantum electrodynamics,
which was successful in giving accurate account of these fine details, for example
Lamb shift. However, it should be remarked that, for example, the Lamb shift cannot
be explained by the field reaction because this force is the consequence of motion of
charges. The Lamb shift is intrinsic property of bound states of charges, and if it would
have the source in the field reaction then its magnitude would depend on dynamics of
charges. Therefore the criterion of validity of the models for field reaction cannot be
failure to describe the fine effects of quantum electrodynamics, besides Lamb shift
there is also anomalous magnetic moment of the electron. In mathematical terms,
field reaction in order to have effect on the charge that is its source one uses either
retarded or Feynman Green function (2.3.2) (depending if either wave or particle
(photon) nature, respectively, of electromagnetic field is assumed), whilst for Lamb
shift one uses standing wave Green function (2.3.2).

In order to understand the basic principle in formulating the field reaction force
one starts with simple observation. As it was argued in Sect. 1.2 probability density
plays the role of charge density for the charged particles. This means that if two
particles interact then their total potential energy is

N P
v 262/613},1 &Pry Lf GDI" 1 f ()]

|7 — 7|

where f (7)) and f (7,) are their respective probability amplitudes. However, treat-
ment of | f (71)|2 as the charge density cannot be extended when the particle acts
on itself, which is expected of the normal charge density. This extension leads to
paradoxes that are discussed in Sect. 1.2.1. Nevertheless, probability density could
act on itself, as if it were the charge density, provided it is time dependent. In this
circumstances the field at time 7 and at the coordinate § is produced by the prob-
ability (charge) density | f (7)|2 at some earlier time #,,,, and it could be treated as
originating from the probability density of another charge. Therefore, the field that
interacts with the charge density | f #* at 7 and time ¢ is produced by the same


http://dx.doi.org/10.1007/978-3-662-52878-5_2
http://dx.doi.org/10.1007/978-3-662-52878-5_2
http://dx.doi.org/10.1007/978-3-662-52878-5_1
http://dx.doi.org/10.1007/978-3-662-52878-5_1

4.3 Field Reaction 129
probability density | f (7)|* but originating at time #,,. Inclusion of this field affects

dynamics of the particle, and because it arrises from the particle itself it is called
field reaction force, or simply field reaction. This means that in principle equation'

- 1 - U L
i0f =5 [iVHAL G0+ An G| FED @23)
+ Vi Fot) [ )+ Veu (Fi0) f (7, 1)
gives a complete dynamics of a charge in the external field (indicated by the subscript
ext) which also includes field reaction (indicated by the subscript fr) given by (7.2)
and (7.3). In this section time and spatial coordinates are scaled as

F=rk ; t=ctk

whilst the potentials are normalized as

v eV i eA
eV=— ; eA=—
mc? c?
where
mc
K= —
h

is the Compton wave number.

There are certain features of the field reaction that should be taken into account for
its correct formulation. One is that the leading term in the field reaction that comes
by taking velocity of light infinite (see discussion in Sect. 7.1) should not be present.
This contribution describes instantaneous interaction of the probability density with
itself and it is a self repelling term of the kind that was discussed in Sect.1.2.1.
Impact of field reaction on its own source should not result in radiation, because
only the external force should be responsible for that, for the following reason. A
bound charge in an excited state radiates, and its sole cause is the binding potential
whilst the field reaction should compensate for this lose of energy at the expense of
the kinetic and potential energies of the charge. There is yet another feature of the
force that needs attention and this is the nature of the energy/momentum exchange
with the charge. At this stage, however, dLscussion about it is set aside until after few
steps are made in derivation of the final A, (7, ¢) and V/, (7, 1).

In order to find expression for the field reaction interaction one starts from (4.23)
where the external field is omitted

i8,f(7,t):%[i V44, (V,I)]zf(F,t)-i-Vf, 7.0 f@F D

I Charge of the particle is incorporated in the potentials, for the sake of simplicity.
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From the wave equation for the scalar potential one obtains useful identity

1 1
—— [ d°q =——=[AVr (G, 1) — O} Vyr (G, 1) + 4 g, 1) =
dr q|r__q|[ (G0 = Vi (q. 1) +4map (g, 1)]

where « is fine structure constant. By partial integration, and using identity

1 oo
As—s=—470(F — q)
Ir —ql
one obtains
. 1 1 R g,t
Vfr r, 1)+ _at/d3q Tatvfr (q.1) = a/d3q &
4r Ir —ql Ir —ql

On the right is the instantaneous interaction and if the Lorentz condition (3.7) is used
then the relationship is

> 1 1 S -
Vfr (rvt)_ﬂat/d:sq |]—;_év|v.Afr (qvt)z Vfof(rvt)

By defining new probability amplitude as
fED=gG ne 0
where | 1
dF, 1) = E/d qr_q'V Afr(q t)

equation for g (7, t) is

l&ﬂrﬂ—IPV+AﬁUQ+V®UU]g@ﬂ

In the gradient —V® (7, t) one recognizes the parallel component of the vector
A #r (7, 1), as defined by (3.11), so that the equation is

O O I LI
iagOJ)=EPV+AﬁOJﬂgUJ) (4.24)

where the orthogonal component is

3
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In this way field reaction interaction is defined entirely in terms of the, transversal,
vector potential.

The source of A 7 (g, 1) is in the probability current for the charge, and for its
propagation from the source one uses Green functions that are discussed in Sect. 2.3.2.
One is retarded Green function, which one would first use, however, it refutes the
principle that no radiation emanates from the source, i.e. far away from the source the
intensity of radiation decays as 72. One is left with the choice of either standing wave
Green function or the Feynman. Both are acceptable and here additional requirement
is made on the field reaction, in its interaction with a charge it should marlifest itself
as a photon, i.e. as a particle. This feature could be satisfied if the field A ;. has the
form of a plane wave as the Feynman Green function has. For detailed discussion
how electromagnetic field manifests itself as a particle in the interaction with a charge
see Chap. 17 in [9].

Feynman Green function is defined in Sect.2.3.2 and solution for A (g, 1) is

A}f, (r,t) = —47ra/d3u ds Kp(F — W, t—s) x ](7,3)
where the current is derived from (4.24), and it is given by

jG.0= 5[0 C.0Ve G0~ g G0V G0 = Ay .o G0g o)

(4.25)

where the field reaction is also present. This means that the wave equation which
Ay, satisfies is

Agfr — 83Afv, —dra gtg ,Kf, = —47ra Im [¢*Vyg]

where one recognizes Klein-Gordon type equation, inhomogeneous for a “particle”
of “mass” 4ra g*g. Transversal component is now

- d? - -
Al,(r,t):—a/|?_qgl|/d3udsKF(q—7,t—s)V><vxj(7,s)

and when the Feynman Green function is used then

L i dBu > - -

AJ‘r(r,t) = ﬂV><V></—M / ds [I_j(7+7,t—s) —I+j(7+7,t+s)]
. ™ u Jo

where
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The parameter k is small, and represents the limit k — 0, which means that / * has
logarithmic singularity, however its contribution to Aj;r (F, t) is zero. In fact all the
contributions from the terms in /¥ that are linear in u are zero, and based on this

observation in the limit ¢ — oo the field reaction Aj%r (7, 1) goes to zero as c 2.

This also means that indeed Af, (7, t) represents field reaction because the static
interaction is removed.



Chapter 5
Confinement of Charge

Abstract Controlling motion of a charged particle is to control its phase space,
in particular the momentum part. Particle with relativistic velocity is one model,
when owing to relativistic effects the phase space is almost stationary, except for
translational degrees of freedom. Relativistic motion is an example of the universal
recipe to control motion of, charged, particles; they should be confined to a small
volume of space and then manipulated by electromagnetic field. Confinement is
achieved by static and time dependent magnetic field and electromagnetic waves
of various properties. Extreme confinement of charges when their motion is in the
relativistic regime, have specific features that are manifested in distribution of their
momenta and energies when the system decays, and also in distribution of charges
densities within the bound system, for which two body Dirac equation is used.

One of the basic uses of the electromagnetic field is to control motion of charges. For
solving this task it is important to learn about the elementary processes that govern
motion of the simplest system, a single charge in the electromagnetic field. This
had been done in Chap.4, by using both quantum and classical dynamics because
they give complementary information about dynamics of a charge, the former gives
the accuracy whilst the latter physical insight. Yet the analysis in Chap.4 is not
complete, at least in classical dynamics, because the true nature of a charge is that
of a delocalized particle, which was not taken into account. Therefore instead of
assuming that controlling motion of a charge means controlling its trajectory one
should modify the question and seek to control its phase space density. Although the
concept of probability is incorporated in quantum dynamics the shortcoming of this
approach is that analysis is not in the phase space and in that sense the dynamics is
not complete. In contrasts phase space analysis is inherent in classical dynamics and
in this respect the two dynamics are complementary. Phase space analysis in classical
dynamics is done with relative ease, but result may not be sufficiently accurate, on
the other hand quantum dynamics gives accuracy but the physical insight is missing.

Having these two tools one has at disposal ways of studying the basic principles
behind controlling motion of charges. However, the task should be defined more
precisely by asking what is meant by the control of motion? In short, the control
means moving most of the probability density from one part of the phase space to
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another. In simpler terms this means moving the average position of the particle from
one point to another, and also leaving it with a predetermined average velocity. The
emphases is on most of the probability density, or a weaker statement on the average
position and velocity.

5.1 General Remarks

The simplest system to control is a free particle, and the task is simple, at least it
appears so, to move particle from its averaged position, say at 7 = 7; to 7 = 75 in time
t. For simplicity it is required that initial and final velocity of particle should be zero.
This, very simple definition of the task should be made more exact in order to have
any meaning for the particles that one is interested to control, e.g. electrons, protons,
atoms and molecules. In classical terms instead of initial position and velocity of a
particle one defines its initial phase space probability density. Likewise one defines
its final phase space probability density, and the average quantities replace position
and velocities. In quantum terms initial is the probability amplitude in the coordinate
space, which is defined by its modulus (related to the coordinate probability density,
equivalent of the position) and the phase (related to the probability current, equivalent
of the velocity). The phase space analysis in quantum dynamics is obsolete because
by implementing the uncertainty principle on the phase space one of its components
is redundant, usually the momentum component. This is why the essential equation
in classical dynamics is in the coordinate and momentum (phase) space whilst the
same equation in quantum dynamics is only in one space, most commonly in the
coordinate space.

From the definition of the task it is immediately clear where the basic problem
is. Whilst for a single trajectory control of the motion of a particle means essentially
control of a single set of parameters, initial position and velocity, in reality one has
to control a set of its continuum values. This means that one has to find the ways of
controlling at least majority of the initial conditions, because one could hardly expect
to control all of them. For example, if one assumes initial phase space probability
density that gives zero average velocity for the particle, then even if no force is applied
it evolves in time and eventually spreads all over the space. Therefore control of the
motion of a particle does not only involves control of its average position and velocity
but also the width of its phase space density. This makes the task considerably more
difficult than the same task for a single trajectory.

Few general estimates are in order before going into the more detailed analysis
of the possible ways of solving the task. For simplicity single dimension dynamics
is assumed, the coordinate is z and the momentum p. First, it is necessary to know
what the initial conditions are, and in the case of a free particle this essentially means
assuming the shape of the initial phase space density (it is tentatively assumed that
the average velocity of the particle is zero). In general it could be assumed that its
width in the coordinate space is Az and in the momentum space is Ap, and their
product is
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from where the estimate for the spread of velocities is
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The two parameters that need to be controlled are the width of the probability
density in the coordinate and its average position, which is done by controlling the
momentum space. To control the momentum space the force should be sufficiently
strong to easily manipulate particle with extreme momenta, whose estimate is (5.1).
In terms of the energy parameter the confining potential should be much larger
than the average kinetic energy of particle, which is estimate from the momentum
distribution Q(p). If it is assumed that Q(p) is constant within the interval Ap then
the average kinetic energy of the particle is

3 B

2
o 3 - _
(Ekin) —/dPQ(P)Zm = Tom A2 (5.2)

For example the proton that is confined within Ar = 10~!m (as in Hydrogen
molecule) has the average kinetic energy ~103 eV, whilst if it is confined within
Ar =107 m (as in a nucleus) it has kinetic energy ~10” eV. The electron within
Ar = 107'""m (as in Hydrogen atom) has the average kinetic energy ~2eV. These
are the relevant parameters but another one is also the speed at which the probability
density spreads, which determines the time interval within which the confining force
acts and its time dependence to be properly defined to control the motion. Estimate
of the spreading time for the probability density in the coordinates of a free particle
starts by noting that in the momentum space the appropriate probability density is
constant, but the probability amplitude has time dependence

9p) = lg@)| it

! Au is standard deviation, which is defined as (Au)? = (u2)mm — (aver)? and it is used in calcu-
lation of the uncertainty relationship.
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From this time dependence one gets the rate at which the width of the probability
density spreads in the coordinates by calculating standard deviation of the coordinate
z. The average of the coordinate squared is

@) =1 [ g 0390
2

- hz/d3p @y, lg@)* + ;?/cﬁppz lg(p)?

and the standard deviation for large time is

t tha/3
Az%—//d3 21g(p) > ~ ————
- pp”lg(p A3

where Az is initial width of the probability density. Average kinetic energy (5.2)
was used in the last step.

5.1.1 Uniform Velocity

One relatively simple way of controlling the spread of the probability density is to
give particle velocity that is nearly the speed of light. This effect is at work with
the elementary particles, and examples are shown in Fig. 5.1. Fragments, elementary
particles, that are produced leave a visible trek of perturbed matter through which
they move (provided that they are charged) and they are identified by their classical
trajectories. It should be noted though that these particles are initially confined within
the space within which their host particle, from which they are produced either by
collision or decay, is confined. The simplest is to assume that this is the radius of
the host particle, and this uncertainty is represented by the probability density of
this width. The probability density for the fragment evolves from that instant on as
predicted from quantum dynamics, and in the rest frame of the parent particle, for
simplicity, evolves in radial direction. This means that for a spherically symmetric
probability density detecting fragment is equally probable in any direction, however,
as Fig. 5.1 shows individual events are observed. One event does not reveal quantum
nature of the fragment, but it would if one is to follow its path.

For better understanding of this effect analogous one is analyzed. A particle that
approaches a screen with a slit in it serves as detector that determines its position
which is parallel with the screen. This measurement has meaning only if prior to
reaching the screen the uncertainty in the position of the fragment is wider than
the slit. The width of the slit determines a new probability density, together with
the appropriate momentum probability density, according to the quantum principles.
This means that upon exiting the slit the new probability density evolves in time irre-
spective of its form before the screen. Motion of a single particle is then determined
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Fig. 5.1 Traces of elementary particles in detector. Although quantum objects elementary particles
obey classical dynamics equations. Credit CERN

with random initial conditions that are determined by the probability densities on the
exit from the slit. If the trajectory after the screen is to be followed one needs layers
of screens each with array of slits that serve as detectors of the particle position. Each
slit works in the same way as in the initial screen, and upon exiting from one of them
motion of the particle is again determined by random choice of initial conditions,
irrepsective of its motion prior to entering the slit. The entire trajectory looks more
like random walk rather than obeying classical equation of motion.

The same reasoning applies for the fragment in the decay of the parent particle.
However, the detectors of position are ionized molecules® in Fig.5.1 and virtually
there is no difference with the experiment with the slits. The difference is that motion
of the fragments is relativistic, and this fact should be taken into account because
otherwise the trajectories indeed would look like random walk.

Relativistic treatment for the time evolution of the probability densities is demon-
strated on the example of a convenient initial phase space density, nevertheless quite
general, that has functional form

3 2
N o R
™

where 70 is initial momentum of the particle given by an impulsive force.

2Using bubble chamber is only one way of determining trajectories of charged elementary particles,
however, the same argument applies to the other methods. The essence is to trace trajectories by
measuring with high accuracy the sequence of their positions.
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Time evolution of the phase space density with a given initial value py(7, p) is
determined by knowing classical trajectories for arbitrary initial conditions 7; and p;,
which for a free particle of mass m have simple form

F=fib et | =

,/p? + c2m?

Time dependence of the phase space density is then [9]
p(F.p. 1) = po(F~, p7)

where?

-

p -

\/ﬁch p =p (5.3)

and time evolution of the coordinate probability density is

r=r—

P(F, 1) =/d3p p(F, p, 1)

The simplest example is time evolution for a stationary particle that is defined
with py = 0. In that case P(7, t) is

1 pt pt

2 2
P(F 1) = . / dp pv/p* + ¢*m? e e_ﬁ(r_ vf'2+f2'"2) —e (r+ vﬁzﬂlmz)

rt

and if relativistic limit is assumed then d should be small, later the meaning of this
shall be defined more precisely. In this limit the second term in the integral could
be neglected and the first is approximately the delta function (see C.1). The integral
then has solution so that final expression for P(F, f) is

P L2
P, 1) = N—————z¢ ")
r (22 —r?)

Typical time evolution of the relativistic probability density P(7, t) is shown in
Fig.5.2, its two dimensional cross section (a) and its one dimensional cross section
across its centre (b). The density spreads as a radially expanding pulse where its
furthest point from the centre moves at the sped of light. From P(7, t) one calculates

3Classical results here are almost identical (negative energy trajectories not included for simplicity)
with quantum for free particles. This treatment appears to be more in line with Klein-Gordon solution
rather than Dirac one, because in the latter the spin degree of freedom is taken into account. However,
for a free particle spin is not significant and the results are identical in both cases. More detailed
relativistic quantum analysis is given in a separate chapter.
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(a) (b)

P(x,t)

Fig. 5.2 Gaussian initial probability density after certain time in the relativistic regime, its two
dimensional cross section (a) and one dimensional across the centre of expansion (b)

position of the maximum, which is at the distance

2¢2m2d?
S5h?

r=ct -
from the centre. The maximum moves at nearly the speed of light, and from its value
one derives the criterion for the relativistic approximation
Mi~0 (5.4)
which is the same as saying that the Compton wave length of the particle should be
much greater than the initial width of the probability density.

When particle moves with momentum py in the z direction the expression for the
probability density is

PG.1) =N / dpodpy oy Io [ —2L2nt ) 0
r,l) = PzAPn Pn Lo e
< d2/p? + 2m?

where

Q- 1 ctp, 1 tzczpﬁ
=T < /7p2 T ol d? p? + c2m?

}’2 d2 5 d2 5
_d_’; ) Pz —po)” — 72

where p, is component of momentum that is perpendicular to 7 ¢ in which case
p = /p? + p2, and similarly r, is perpendicular distance with respect to P o and
r = /7% + r2. Modified Bessel function of the first kind is Iy (). In the short time
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limit the argument of the Bessel function is small and hence Iy (1) ~ 1 and the
expression simplifies. In the relativistic limit, when py >> mc and d is small, the
criterion being (5.4), one expects that p, ~ p, whilst p,, is small and comparable to
mc. Based on those comments one expands €2 for large py giving

—w)? R &, d'pjt Pz,
d? d2 thz dzthé P

where velocity v is

( mzcz) Po
v=c|\l - -5 | R c—F—mx
2p; [P + m2c2

The integrals are now straightforward to calculate and result is

R? (z—w)2
a2 a2

- e
P(r’ t) ~ 1 h2ctz
+ 5%

which is copy of the initial probability density moving with velocity v. In the rela-
tivistic limit probability density is stable, in contrast with the example when py = 0
and shown in Fig.5.2.

The other extreme is the limit for large r when

PF, 1) = N/dpzdpn D P

p}’l rﬂt
where now the exponent has additional contribution to its short time approximation

2ctRp,,
p

Q=+

and in the asymptotic expansion for large py it is modified by

2ctRp,,
Po

Q~ ...+

The integral in p, is again straightforward whilst in p, it is given in terms of error
function and for large ¢ the probability density is

_ R @
e )

— e
P D~
+ s
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Fig. 5.3 Time evolution of (a) (b)
the probability density in the
relativistic regime with
relativistic initial
momentum. Short time
evolution is shown in (a) and
its long time in (b). The scale
in (b) is 3 times larger than

in (a) in vertical direction .

where

Again the initial probability density moves with velocity v but its width in the per-
pendicular direction expands. Its rate of expansion determines stability of P(7, 1),
and from the expression for D one gets the value of time

d*po

t=+/3
he

(5.5)
when it expands by twice the original width. However, the angular spread o of P(7, 1)
is determined from the ration of D to ct (approximate position of its maximum on
the z axis) and it is

1 h?

tnao=d | ——= + —
C2t2 d4p(2)

(5.6)

which is constant for infinite time. This angle is small considering the implicit
assumption that was made so far that the product pod/h is large, meaning that pg
is much larger than the spread of momenta owing to confinement width d for the
particle.

Typical example for the time evolution is shown in Fig. 5.3, one for short time (a)
and the other for long time (). The scales of (a) and (b) in the vertical direction are
not the same, the latter is factor 3 lager. After the period of stable time evolution,
which is a copy of the initial probability density, P(F, r) evolves radially however
confined within the angle (5.6).

5.1.2 Decay of Two Particle System

Important issue that results from the model for relativistic translation of the phase
space density in Sect.5.1.1 is analysis of kinematics of a decay process, when two
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particles are involved. Decaying system assumes that the two particles are bound
together up to a certain instant (precise mechanism of their confinement is not impor-
tant) and it is described by a phase space density for which two essential parameters
are known. One is the width of their confinement by the mutual interaction (for exam-
ple within a square well) and the other is the width of the localization of the system as
the whole. The former width is measured in terms of the relative coordinates 7| — 7»
of the two particles, and it is d, whilst the latter is given with respect to the center
of mass coordinates, and it is D. From the meaning of the two widths D is always
greater than d. A general functional form that describes this phase space density is

. - - mri+mpr mppy—mpy Lo
po(ri, r2, p1,p2) =f \ri — 2, , ,P1+D2
my + my my + my

where one momentum variable is the total momentum of the two particles in the
confinement and the other is the total momentum of the system as the whole. Mass
of the two particles are m; and m,. For the convenience one assumes explicit form
for the initial phase space density of this system

- L\2 - -
B 2_£ mypy—mypy \“_ 1 miFi+moiy 2_[)72 - -2
= (Fi=F2) h2( FrET 22 T, )z @1+02)

po(F1,72,p1,p2) =N e (5.7)

which assumes that the system as the whole does not move, in other words, average
momentum of the system is zero. On the other hand, average total (kinetic) energy is

o
(E) =/dV =+ 2 ) poFr, P, Prs P2) (5.8)
2m1 21’112
317 (my + my) 3n?

4d?mymy 4D? (my + my)

Att = 0 a delta like repulsive force acts between the two particles that has a prop-
erty to act along the line that joins the particles, in which case their total momentum
is not changed. The force modifies momenta of the particles as

Ti1— Pi+awpy » Pa—> Pa2—1npo (5.9)
where - N
—~ rhi—ri
Ny =
=7 7

and py is the momentum from the force. As a model for py it could be assumed that
the change in energy of the two particles is a fraction of the total energy (E) i.e.

(71 +ﬁlzpo)2 n (72 —71\12170)2 B ﬁ 3 ﬁ

2my 2my 2my 2my

= n(E)
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then
2m 1My

= |——n(E
Do m1+m277( )

where it was assumed that the averages of 71 - 712 and 72 -T2 are zero. Time
evolution of the phase space density is obtained by sampling method. By generating
random 7, and 7, with the weight of the initial phase space density and replacing
the coordinates with
7 n—> _r)n + —7nt
my,

where 7,, is replaced by (5.9) one generates a density of points that represents phase
space density at time ?.
From the phase space density one determines kinematics of decay process, and

two results are of particular interest: distribution of decay products P (A) with respect
- —
P1p2

to the angle A = (correlation in decay) and the probability of the absolute
momenta difference P (p; — p) for decaying products. Common assumption is that
distribution P (A) is delta function at A = —1 that is based on the classical picture
that if initial momentum of the composed system is zero then the two fragments
should fly apart in the opposite directions. The same applies for P (p; — p») that
should give p; = p, which is again based on the classical conservation laws.

For the calculation of both distributions one needs momentum probability density

P(_p)lv _p)2)
P(71.72) =/P0 (71.72. 1. P2)d’rid’r

and because the particles are free this density is time independent. It is therefore
sufficient to calculate P (A) and P (p; — p;) from the initial phase space density
(5.7). The most straightforward way is to do that numerically by sampling method,
whereby random choice for 77 | and 7, is made with the weight P (? . ?2) 4 one
of the parameters is calculated and for its value add 1 into the box around it. After
N steps the boxes are normalized with respect to this number and the width of the
boxes and the result is the required probability distribution.

Electron-positron pair creation is an example of two particles being initially
“bound”™ and they fly away in opposite directions. For the modelling purpose it
is assumed that initially the size of their confinement is approximately the size of
Hydrogen atom (the mechanism of confinement is not essential in this example).

4For a general pg (_r) 1 72, ? 1 ?2) one takes N random choices of the four coordinates, with
the weight of the absolute value for initial phase space density. Sampling is made by adding or
subtracting the outcome depending on the sign of pg, which allows for the possibility that it could
have negative values. For more details see [9].

SBeing “bound” is here used for the modelling purpose. The pair is created in collision and its
precise history prior to that is essentially not known. In this context the term “bound” means that
between separating and creation the two particles were confined in a certain space.
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Fig. 5.4 Correlation
probability in *
positron-electron decay
when no internal release of
energy (n = 0) is taking
place (circles) and when it
does (n = 5) (stars)
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Average kinetic energy of the system (potential energy is significant but it is neglected
in order to simplify the arguments of final conclusions) is (E) ~ 57eV. Correlation
probability is analyzed first for two cases, one when no internal energy is released
and the other when it is factor n = 5 greater than (E). The results are shown in
Fig.5.4 where n = 0 example is displayed by circles and n = 5 by stars. In both
cases motion of fragments is not correlated, in other words there is no way if one
determines motion of positron that one knows in what direction the electron goes.
By increase of internal release of energy the correlation goes towards the classical
limit A = —1 but it is only achieved for 17 = oco. Classical limit is also achieved by
increase of D, the width of the system as the whole, and in the limit D — oo the
correlation is delta function in A + 1.

From classical dynamics one infers that the positron and the electron absolute
momenta are the same, but the results in Fig. 5.5 for the probability P (p; — p2) show
that this is not correct prediction. The results for n = 0 are shown by circles but
since the effect of increasing 7 has very little effect on the distribution the stars show
results for n = 100 (pp is momentum that is associated with (E)). The distribution
P (p; — p>) has large width, if compared with the typical momentum pg of the
particles. This means that if momentum of one particle is known then momentum
of the other is determined with large error bar. It does not help if internal energy is
released the error bar stays almost the same. However, in absolute terms the error
decreases with increasing py. Classical limit, delta function in p; — p,, is achieved
in the limit D — oo.

5.1.2.1 Neutron Decay

Results of the previous analysis show that classical conservation laws, if implemented
without considering quantum nature of the systems, could lead to incorrect conclu-
sions. This does not mean that the conservation laws do not apply for the quantum
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Fig. 5.5 Momentum
difference probability in o
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systems, the difference is that in the classical they apply for single trajectories with
well determined initial conditions but in the quantum they apply for the averages. In
fact if classical dynamics is formulated in the phase space then the same conclusion
would be reached as in the quantum dynamics, the only difference being that in the
latter the uncertainty principle applies for the choice of the phase space density [9].

Neutron decay is the prime example of this observation. In this decay the conjec-
ture is that the mass difference between the neutron and the sum of proton and the
electron masses (the most elementary model for the decay of the neutron) goes into
the kinetic energy of the latter. By classical analysis it is shown that the fragments,
proton and the electron, should have well determined kinetic energies and they fly
in the opposite directions, A = —1. It was experimentally determined that this con-
jecture is not correct because energy (momentum) of the electron momentum does
not have single value but a distribution. New particle, antineutrino, was proposed
as the third product of the neutron decay in order to fit this data. Applying the con-
servation laws to this three particle decay model it is straightforward to show that
energy and momentum of the electron do not have single value, and the correlation
angle between the electron and the proton is no longer A = —1. Distribution for
the electron energy and momentum that was calculated agreed very well with the
experimental result, which was essentially the proof for antineutrino.

Energy conservation law is

myc? = c\/p; + myc? + c\/pg + myc? + cp,

whilst for the momentum it is

0:_) 7e+?

v
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where the assumption is that the neutron is at rest and antineutrino has zero mass.°

Correlation angle is then given by

2
(mnc —/Pstmict —/p2+ mgcz) —pﬁ —p?
cos A =

2p pPe

where the arbitrary parameters are momenta of proton and the electron. Similarly
one calculates momentum of the electron but its expression is too complicated for
any analysis and one proceeds numerically, however, it is a function of arbitrary
parameters momentum of proton and the correlation angle A. The correlation proba-
bility, and likewise the momentum of the electron probability, is calculated by taking
a number of random choices for the arbitrary parameters and do the appropriate
summation of the final outcomes.

Decay of neutron could be examined as a process that involves only two particles
as its fragments, the electron and proton. Motivation to analyze this model follows
from the previous discussion: in the original analysis of the decay products spread of
initial conditions was not taken into account. By neglecting antineutrino as the third
product the intention is to see to what degree distribution of energy and momentum
among the electron and proton could be reproduced by taking into account this
spread. There is, however, a problem with the two particle decay mode of neutron. In
the decay model that is discussed the initial state consists of the electron and proton
that are confined to a certain volume, and for the model to have some degree of
authenticity one should take into account that they originated as decay products of
the neutron. The parameter that should be taken into account is the mass of neutron
that is greater than the sum of masses of proton and the electron. The answer is in the
confinement energy for the two particles just prior to decay, which is for the Gaussian
given by (5.8). By accepting that its mass equivalent equals the mass difference one
determines the appropriate width d (the result is almost independent of D), and for
the neutron itis d = 2.7 x 10~ m.

Probability distribution P (p.jectron) for the momentum of the electron is shown in
Fig.5.6 as calculated from the standard model for the neutron decay (stars) and in
comparison with the model that two fragments are involved (solid circles). Spread of
solid circles is larger than the experimental value for the threshold value of pejecsron
and the optimal value d = 4.5 x 1073 m for the width is found that reproduces it
(line). However, in this case the “mass of neutron” is not reproduced, only its half
value.

Correlation probability P (A) between the directions of the electron and proton
momenta is shown in Fig. 5.7 as calculated from the standard model for the neutron
decay (stars) and in comparison with the model that two fragments are involved
(solid circles). Solid line is correlation for d = 4.5 x 1073 m

S1f the mass of antineutrino is assumed to be not zero, but small, the final results do not change in
essential way.
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Fig. 5.6 Distribution of the
electron momenta in neutron
decay when antineutrino is
taken into account (stars)
and from the two fragment
decay model (solid circles).
Line is calculated from the
model by fitting the width d
to reproduce, approximately,
the threshold value the
electron momentum

Fig. 5.7 Distribution of the
electron-proton correlation
angle A in neutron decay
when antineutrino is taken
into account (stars) and from
the two fragment decay
model (solid circles). Line is
calculated from the model by
fitting the width d to
reproduce, approximately,
the threshold value the
electron momentum
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The aim of the exercise was not to give the proof that there is non need for
antineutrino, it is only to show that strict analysis of the decay processes should also
include uncertainty of initial conditions. Results shown in Figs.5.6 and 5.7 indicate
that this effect is considerable and cannot be neglected.

5.2 Confinement by Magnetic Field

One way to control the momentum space is by magnetic field. The idea is to use
property of the magnetic force to bend trajectories of charged particles into a circular
motion. This means that all components of momenta that are perpendicular to the
magnetic field do not contribute towards the spread of the probability density. The
problem that remains is to choose sufficiently strong field so that the radius of tra-
jectories is comparable to the width of the probability density. However, the effect
does not control spread in the direction of the magnetic field, which should be done

by other means.
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To obtain parameters that are essential for the control of the spread of the proba-
bility density one should solve equation

2 ie

. h NG
ihof = ~3 [v — §A (r):| f (5.10)

subject to some initial condition. It is assumed that the charge is in a homogeneous
magnetic field along the z axes and the vector potential for it is

->

AF)=ApZxTF

Solving equation (5.10) is not straightforward, however, it is much simpler to cal-
culate the probability density from classical mechanics with the constraint that the
uncertainty principle is implemented. One starts by parametrizing the initial phase
space density as

PP T) = o5 / Safy G+ hG —g) 27" (5.11)
3w

where f;(7) is initial probability amplitude and for the electromagnetic field ordinary

momentum p is replaced by

> > €e-
7r=p+EA(r)

Obtaining time evolution of the phase space density with that initial value starts by
solving Newton equation for the Lorentz force

F=elx (VXA) = Saor x 3 (5.12)
c C

Motion of the charge in the z direction is not affected by the field, which means that it
is sufficient to study time evolution of the phase space density in the x — y plane. The
only condition is that the initial phase space density is product separable in all the
phase space components, which for simplicity it is assumed. For example, the initial
probability amplitude with this property is a Gaussian function. This simplification
does not alter general conclusions but emphases the essence of dynamics, and that
is control over dynamics of the probability density in two dimensions.

Newton equation for the force (5.12) has solution in a closed form, which is
obtained by defining complex coordinate # = x + i y that satisfies equation

. .€ .
mip = —i—ap U.
c

For the initial conditions

up = xo +iyo, o = Xo + iyo
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at ¢ = 0 solution in the x — y plane is given by

Vyo | Vo . Vyo
X =x0+ = 4+ = sin(wt) — == cos(wt),
w w w

v v Vo .
v =y0 — =2 4 20 cos(wr) + 22 sin(wi).
w w w

where w = 2% Time dependence of the phase space density is now obtained by
using the following rule. If one wants the value of the phase space density at the
points 7 and ? at time ¢ then trajectory is calculated with these initial conditions
and followed it backward in time to r = 0. At the final point one calculates the value
of the initial phase space density, which is the value of it at time ¢. The rule is based
on the basic feature of the phase space density that its value is preserved along a
classical trajectory. The coordinates of trajectory are, therefore, replaced by

X = x+ p_y — p_x sin(wt) — p—y cos(wt), (5.13)
mw mw mw

yo>y— Px + Px cos(wt) — P sin(wt).
mw mw mw

and the same replacement is done for the momentum components, where time
changed the sign implying that charge moves backward in time.
For the initial probability amplitude

1 _ 2 +_v2

N (5.14)

fo=

the initial phase space density is

o = [ mon) 4 (pu= dmy)’]

po(X, Y, Px, Py) = 2

where one replaces coordinates by (5.13), and likewise momenta, to get its time
dependence. Probability density in the coordinates is now

Px,y, 1) = /dpx dpy p(X, ¥, Dx, Dy, 1)

e_ % (XZ +y2)
Ty (1)

t t
~(t) = d? cos? (%) + 4D? sin® (%)

_ch
" eday

where

and
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Probability density at any time is a copy of the initial one except that its width
oscillates between d and 2D, however, when

2ch

d=2D = ay=— od?

then it is constant and equal to the initial one. It is interesting that the width D does
not depend on the mass of charge only the strength of the magnetic field, on the
other hand the period of oscillations between the two widths is mass dependent.
Thus for example, for the proton in magnetic field of the strength 1T and the width
d = 10"""m the frequency is v = 5% ~ 1.5 x 10’s"" and D ~ 6.6 x 10~®m. The
field that controls the probability density within its original widthis ag ~ 1.3 x 107 T,
however, its value is inverse proportional as d> and so ay = 1 T would confine the

one with the width d ~ 3.6 x 10~ 8m.

5.2.1 Time Dependent Magnetic Field

Homogeneous magnetic field that is also time dependent induces circular electric field
around its field lines, which also contributes towards confinement of the probability
density. Force on charge is in this case (it is assumed that the magnetic field is parallel
along the z axes)

= [N e 5 A
F=——2Zx7dao(t)+ —ap(t)r x 2
2c c

which has no component along the z axes and therefore only dynamics in the x — y
plane affects motion of charge. Equation of motion in the x — y plane is simplified
by defining function

u(t) = r (1) e Jod @@

where
r() =x@)+iy@®)

It is shown that u(z) satisfies equation

2

diu(t) = =5

ag (1) u(r)
The simplest time dependence for the magnetic field is linear increase from its
zero value, and the equation to solve is

d*u(t) = — a 1% u(t)

e
4c2m?
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with the initial conditions at t = 0

up=r0), vo=D[r(s),s]lw=o
Further simplification is made by defining dimensionless time variable

ea
s=bt=_| —t
2cm

in which case the equation is
dszu(s) =— szu(s)
with a general solution

s

2 2
u= /sl (%) c1+~/sY1a (E) 2 (5.15)

where J,(z) and Y,(z) are Bessel functions. From the initial values uy and vy the
coefficients ¢; and ¢, are

¢ = % [ﬁuor (%) + 2uoT (‘3—1)}

™
Cl = ———=—-"Up

V()

Trajectory of charge is obtained from (5.15), and a typical is shown in Fig.5.8.
Irrespective of initial conditions the trajectory spirals into the origin, with a rate
t~1/2, however, its angular frequency increases as s°.

Having a general solution for trajectories one obtains time evolution of the phase
space density and the rules how to do that for a time independent force are described
in Sect.5.2. The force here is time dependent when these rules are somewhat more
elaborate because one must take into account that the force changes its value with
time (for more details see [9]). If initial conditions are chosen at time ¢ = t; then
the force should be appropriate for this instant and not for r = 0. This is formally
accomplished by replacing ¢ by 7y — ¢ in the force and in the other places where time
shows up explicitly. In the new time variable classical trajectory is evolved from
t=0tot =1t

The first step towards the time evolution of the phase space density is to define
initial conditions at s = sy

ri=r(s), v =dgn
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Fig. 5.8 Trajectory of a

charge in homogeneous

magnetic field when it

linearly increases in time.

The arrows indicate

direction of motion of charge /

where the coefficients ¢y and ¢, are

N 53 2
= \i_o |:7150Y 3/4(2) + (irtso — v1) Y14 (50)]
2 2
TS0 50
= — :{_[Flsof %/4(2)4-(”130—01)]1/4 (50)]6

and solution for the trajectory is

(s) = [f11/4( )c1 Ve (22)02} 2

The time variable is now replaced by s — sy — s when evolution of the trajectory
backward in time from its initial values at s = sy is obtained by varying s from s = 0
till s = s9. The coordinates and velocities for s = s¢, or s = 0 if one now considers
time before it was replaced for the purpose of time reversal, are

S0 r 1 S2 52 ,ii
r(0) = \/_272(4) [VlsoJ—3/4 (2) + (iryso — v1) J1sa (20) e i3

N\O'

()

and

im\/s 52 2 2
dr (0) = 4 [VISOJ3/4 (2) + (—iriso +vi) Joi/4 (20)} e T
r(3)

Formally the variables are now replaced as so — s, r; — r and v; — v in which
case the time reversed solution is obtained: it gives the initial values at t = O for the
coordinates and velocities if at ¢ their values are specified. Finally the coordinates
and velocities are
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T 1 2 2 2
T = \/52—\/;4) |:rsJ3/4 (%) + (irs — v) Jia (%):| e '7 (5.16)

and

iT/s §2 §2 2
= — — —i _ - 7 .1
F(%) |:rsJ3/4(2)+( irs+v)J 1/4(2):|e (5.17)

where the superscript — indicates that the variables are calculated from the time
reversed solution for trajectory.

Time dependence of the phase space density with its initial value (5.11) is now
determined from’

PGB0 = s / dqfy G+ G — g

The “momentum” 7~ is calculated for initial instant, and because of time dependence
of the vector potential it is given by

T=mv=mbdr

and when integrating in the variables g for the initial probability amplitude (5.14)
the phase space density is

o 2 () LR (u2402)

PP = s
Solutions (5.16) and (5.17) are now to be replaced in the phase space density, which
is a complicated function in four variables. Unless there is a special reason to use
the phase space density (e.g. for calculating angular momentum) there is no need
to investigate it in details, more import is the probability density P(x, y, ) which is
obtained by integrating it in the variables v, and v,, with the result

_ %2 +y2
A2(1b)

Px,y, 1) = ﬂT(lb)e

A2 §2 2 (1) §2
2 _ = 0 - \4) 52 0
Ar=s [rz DG ( 2 ) a4 ( 2 )

The probability density retains its original shape except that its width oscillates
between two extremes. This is confirmed by taking the asymptotic value for the
Bessel function, when the width is

where

7For potentials, scalar or vector, that are linear in spatial coordinates, regardless of time dependence,
phase space and quantum dynamics give identical results. In this example phase space analysis is
simpler.
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4 2 2 h2F2 1 2
A%(s) ~ d—T) cos’ (S— - z) + J sin? (s— + z)
S =

2 ( i 2 8 eaymmsd> 2 8

which indeed goes to zero as A ~ t~!/2 but oscillates approximately between the
values d and d~". The period of oscillations is not constant but decreases linearly in
time.

Asymptotic value of the width of the probability density is reached when s >> 1
or

-1 2cm
t>>b ' = |—
eda

For the proton and the time gradient for the magnetic field ap = 1T/s this gives
t>>14x10""s

whilst for the electron
t>>34x10"%s

Short time evolution A(s) for d = 10~'m is shown in Fig.5.9 for proton and the
electron.

Similarly momentum space probability density is calculated. The details are omit-
ted, and the final width for the velocity distribution (velocity gives better insight then
momentum)

2 I
2 eapd®n%s3 | 5 52 ) [ w2512 (Z) 2 52 s [ 5
Ay = ——< (T2 5 ) B 5 ) T [Tl 5 ) el 5
22 (i) 2 2 8d2m 2 2

Fig. 5.9 Width A(s) of a
Gaussian probability density
for proton (its exact value is
multiplied by factor 10) and
the electron in time
dependent homogeneous
magnetic field. The width
does not go to zero but a
small value of the order

d = 10~'9m that is assumed
in the example

electron

A(s) / meter

proton
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Fig. 5.10 Width A, (s) of velocity probability density for proton (its exact value is multiplied by
factor 10) and the electron in time dependent homogeneous magnetic field. The width increases in
time as the result of the electric force which is induced by magnetic field

In the long time limit its value is

2eapd’r T (}
A5(s)%( cad'n M5

ml2 (1) 2d°m*m
eapd*T cos 5 AW RT2 (1) in 5 LT 1
mI'2 (1) 2 4 4d’m? 7 2 4)]s
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and the width increases as ¢'/~, which indicates that the velocity of particle increases
as the result of induced electric field (Fig.5.10).

5.3 Confinement with Electromagnetic Wave

5.3.1 Classical Dynamics

Charge in electromagnetic field is analyzed in Chap.4, and the results could be
used to model control of its motion. Several effects are described as the result of this
interaction, but one in particular is important to keep in mind and this is the frequency
dependent (photon) momentum transfer. Its main feature is that for the waves of the
form (4.1) momentum of a charge changes instantaneously and its subsequent motion
is essentially not controllable. One way to avoid the effect is to form a standing wave,
two counter propagating electromagnetic waves of equal amplitude, and the net result
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is no frequency dependent momentum transfer on a charge. There are other useful
features of such a wave, which are investigated in this section.
The simplest example of a standing wave is

>

A = asinwt coskx (5.18)

which is equivalent of a plane wave.® Although the use of the plane waves should
be done with some caution, as discussed in details in Chap.4, the analysis here is
done within this model. The main rationale is that the essence of the effects that are
discussed are not greatly affected by taking into account the onset of interaction. Also
the field is assumed (relatively) weak, in which case the contribution from the effects
that result by taking into account magnetic interaction are negligible. The rationale
is that once the magnetic component becomes non negligible motion of a charge
becomes multidimensional with less prospect to be controllable, and the goal here
is to use the electromagnetic waves to control motion in one dimension, essentially
in the direction of polarization. Based on this assumption Newton equation for a
charge is
mr = —ekacoswt coskx ?

from which it is deduced that only motion in z direction is affected. In the x direction
the solution is

X = Xo + Uyot

and equation in the z direction is

mZ = —eka coswt cos [k (xo + vyot)] (5.19)
with the solution
aevy . ae
=20+ [vzo — 5 sin (kxo)] t+ —— cos (wt) cos [k(xp + veot)]

mc mwc

2aevyy .

+ 2559 in (wi) sin [k(xo + veof)] — —— cos (kxp)
mwc mwc

if the speed of light is large.

Typical for the solution is that it has linear increase in time, which indicates that
the probability density in the z cannot be confined. However, the coefficient with the
linear increase could be made zero if

aevyo .
V0 — —- sin (kxo) =0
me

8The phase of a plane standing wave in time and coordinate dependence is removed by a suitable
choice of the initial instant in time and initial position of a charge.
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which in principle could be satisfied for various combinations of parameters. The
crucial is the amplitude of the vector potential, because if it is too small then the
equation has no solution. If v,y and v,y are assumed to be of the same order of
magnitude then the estimate of the minimal value for a is

ae = m02

but better estimate is given in terms of the required power of the plane wave to
produce this amplitude. The amplitude of the Poyting vector is

1 a*w? 1 m2ctw?

P

ZE ¢ 4ma  h

because for a plane wave E = H and
- w
H=|Vx4|~a>
¢

For a typical frequency of radiation of v = 10'> s~! this estimates gives (see for the
units conversion A) P &~ 3 x 10?* Wm ™2, which is so a large value that all practical
purpose there is no way to prevent spread of the probability density in the z direction
by using standing plane wave.

5.3.2 Charge in Standing Wave

Time evolution of a probability density for a charge in a plane standing wave (5.18)
is analyzed in two dimensions, one along the coordinate dependence of the wave and
the other along its polarization The condition is that the velocity of light is much
larger than the spread of velocities in the phase space density

1 a2y mPd? [varvf,]

= — a2 n2
o h27r2€

where it was taken into account that at # = 0 the vector potential is zero, and because
of that it is not present in the momentum variable p,. The condition means that
h/(md) << c. Probability density is calculated from the phase space density, and
the first step is to find solution for the time reversed trajectory for general initial
conditions. In the x coordinate the trajectory is simple

X = Xo — Uxol (5.20)
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however, in the z coordinate one obtains it by first solving a general Newton equation
7=F(@)

for the initial conditions at ¢t = #;. It could be shown that this solution is

0
=20 —Volto—1) + (g — 1) / dr" F(1")
0

t 4
+ / dr / dt" F(t")
to 0

and by taking the limit # — 0 one gets

t t 4
7=2z0— vl +1 / di" F(t") — / dr’ / dt" F(t")
0 0 0

t
vV =1v,0— / dt" F(t")
0

Time reversal is obtained by replacing #y by ¢ (for more details about the rules to
calculated time reversed trajectory for time dependent force see Sect. 5.2.1). Solution
for the equation (5.19) is therefore

2= 20 — [v20 — qux0 sin [k(xg + vyo1)] cos (wi) + ge cos [k(xg + vxor)] sin (wr)] 1 (5.21)
2qux0
w

€ cos [k(xp + vypt)] cos (wt) — sin [k(xg + vyot)] sin (w?) + «© cos (kxq)
w w
and

Uz = Vz0 — qUx Sin [k(xg + vypt)] cos (wt) + gc cos [k(xg + vxot)] sin (wt) + quyo sin [kxg]

(5.22)
where
ae Varah
mc wmce

The parameter ¢ is small, for example for the proton in the plane wave with the power
P =1 W/m? and the frequency v = 10! s~ it has the value ¢ ~ 10~!>. Therefore
correction to the trajectory in the z direction due to the spatial dependence of the
standing wave is small.

The phase space density at time ¢ is obtained by replacing coordinates and veloc-
ities in po by expressions (5.20), (5.21) and (5.22), and subsequently remove the
index 0 in them. Probability density is then obtained by integrating it in the velocity
components, and after integration in v, one gets

1 2 1y, 2 m?d?
e—m[Z'Hi(f)] —{Tg[x\—v,xl] —mrTUf

/dvz p(xX, 2, Uy, V) = AD)
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where
cq . cq
u(t) = — cos (kx) + gtvy sin (kx) — e — cos (wt) cos [k (x + v,1)]
w w

and g
t
A1) =d* + -

The factor ¢ was introduced as the expansion parameter. For ¢ = 0 the integral in
v, (probability density) is quite lengthy, but one is interested in its limiting case for
large ¢, which indicates whether the charge is contained or not. In this limit

PGx.2.1) = N edﬁ;ﬁ [+ (+ 5 coskn)+gx sin(kn))
9 9 t

probability density spreads in time and it has oscillatory structure in unison with the
standing wave.

Correction to the probability density is obtained by expanding the phase space
density in the powers of €, and even in the first order it is again a lengthy expression
which has functional structure

2 Lstes
PY(x,z,1) ~ CtI—S cos(2kx) cos(wi)e” 2°@?

where 0(x, z) as a quadratic form in the coordinates. Therefore, correction decays
more rapidly but it is oscillatory in time.

5.3.3 Generalized Standing Wave

Lack of confinement by the standing wave could be remedied by treating a more
general form for the field. One does not have much freedom in the choice of the field
along the line of propagation, because by its definition standing wave is formed as
interference of identical and counter propagating waves of infinite length, the plane
waves. The only freedom that remains is to allow their polarization to be coordinate
dependent, for example the standing wave could have a form

A = a(z) sin (wt) cos (kx) 3 (5.23)

This simple generalization, however, is in contradiction with the wave equation that
this vector potential should satisfy. In addition to this problem the implicit assumption
that the scalar potential is zero is not correct, however, formally this is solved by
deriving it from the Lorentz condition (3.7). Therefore, one should find a proper
parametrization of the vector potential (the scalar is derived from it) that allows
coordinate dependence of its polarization but at the same time that it should satisfy
the wave equation.
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The simplest non trivial solution is
h(x,z) =z; ¢(x,7) =cosx
and the eikonal function is

fx,2) = £ Inz + %ln [cos (Ex)]

w c

which gives for the vector potential
- . w A
A(x, z,t) = az sin(wt) cos (—x) Z
c

and the scalar
ac w
V(x,z,t) = —— cos(wt) cos (—x)
w c

where the imaginary parts were taken. The Lorentz force is now, without including
magnetic interaction

eawz

F =ea cos(wt) sin (%x) x— cos(wt) cos (%x) z
which has now two components, one along the polarization direction and the other
parallel to the direction of the two counter propagating waves.

Linear increase in the polarization is not physical, because that implies infinite
power carried by the wave. It is therefore necessary to make a cutoff in this increase,
and for the moment the problem how to adjust the potentials to accommodate this
change is of no concern. It is assumed that the essential dynamics of a charge in
this field is all contained well within these bounds. In general the cutoff will be at
the distance that is much larger than the wave length of the standing wave, for the
reasons that will be discussed in Sect.5.3.4.

Few estimates will be given in order to get insight into the general features of
dynamics of a charge in this standing wave. In general one solves trajectory equation
along the x axes first, which is

. Y
m X = ea cos(wt) sin (—x)
c

and its solution is not given in a closed form. However, for the sake of estimate it is
assumed that because the interaction is weak solution is that for a free particle

X = Xo + Uyot
and trajectory equation in the z direction is

mZ = —eakz cos (wt) cos [k (xo + veo!)] (5.24)
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This is equation for a harmonic force with a time dependent frequency, which could
be either attractive or repulsive. Therefore in general the electromagnetic wave of
this form does not necessarily confine a charge, this only happens under special
circumstances. Simple qualitative arguments could be given why this is the case. If
the force is slowly oscillating then in the repulsive regime the charge would not have
a bounded trajectory, and in general its time dependence is an exponential increase.
As soon as the sign of the force is reversed trajectory becomes bounded and therefore
it is confined to a limited space. Upon the next reversal of the sign the trajectory is
again unbounded with the rapid increase in the coordinate, and the result of these
successive reversals of sign is in general a non confinement of the charge. However, if
the time between the two reversals is short then on the average the charge is confined.

Equation (5.24) does not have a general solution, instead one takes into account
that v, is small compared to ¢, in which case one writes

cos (wt) cos [k (xg + vyot)] & cos (wt) cos (kxg) — wt@ cos (wt) sin (kxg)
c

(5.25)
and the zeroth order equation is
7 = —e z cos (wt) (5.26)
where
eka cos (kxg)
N m

Solution is ) 5
€ tw € tw
=bC\0,——, 5 ) + 550, ——, =
e=ne (o35 F) +os (035 5)

where C (0, s, u) is even Mathieu function and S (0, s, u) is odd. It is typical of the
Mathieu functions that they could be given in the form

MO, s, u) = e™g(u)

where g(u) is a function with the period 27 and r is their characteristic exponent.
In general r is either real or complex, and in the latter case trajectory for the charge
is not bounded. Therefore, depending on the arguments of the Mathieu functions
the charge is either confined or it is not. For the particular Mathieu functions in the
solution for the trajectory approximate condition that r is real is

2ea cos (kxy)

mwc

|s| = <09

or

ea _ \/47rozhﬁ

mwc mcw

< 0.45
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where P is the modulus of the Poyting vector. The condition is well satisfied for
proton, the frequency of the field v = 103 s~! and P = 1 W/m?, when n ~ 101,
For such a small parameter 7 the Mathieu functions approximate as

C(0,s,z) ~ cos (%z) ;0 §(0,s,2) ~sin (%z)

and solution for trajectory is

Z=2Z0CO08y — + v,0— SIn 5.27
0 «/_Zw @ € \/_211)

which oscillates with either the amplitude (approximate) Zmax = 2o Or

V2

0 wn cos (kxp)

Zmax = |V

whichever is greater. For confinement it is necessary that both amplitudes should be
approximately equal, in which case

‘ V2 ‘ . |20l wn

Vp——————
“"wn cos (kxp)

A fundamental question is being now suggestive: is the uncertainty principle violated
for this condition? The principle requires that

ool = 220 1y n
V| = — > —— > [—
@ V2 2md mwn~/2

where d is the width of the probability density. For the parameters that were used
earlier the width should be greater than d > 8.5 x 107> m.

5.3.4 Gaussian Polarization

Results based on linearly dependent polarization with coordinate could be used for
analyzing more general functional dependence. In general, however, this depen-
dence should be of a particular symmetry. The argument is qualitative but it applies
for a general case. If polarization has a general functional dependence a(z) then it
is reasonable to assume that it is either symmetric function, i.e. a(—z) = a(z), or
antisymmetric, i.e. a(—z) = —a(z). As this function plays the role of a force then the
scalar potential that is derived from it is in the former case antisymmetric function
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Fig. 5.11 Typical

antisymmetric polarization /N\
function with two extrema ?U/

and in the latter it is symmetric. The first is a non binding potential and the latter is
binding, which means that symmetric a(z) does not stabilizes the probability density
in the z coordinate.

It is therefore reasonable to assume that dynamics of a charge is approximately
governed by the linearized polarization, in which case the dynamics equation is (5.26)
where

ek |a/(0)‘ cos (kxg)

m

with the approximate solution (5.27). Physically acceptable assumption for a(z) is
that it goes to zero for large |z|, and because it is antisymmetric function it is zero at
z = 0. From this general property it follows that in between these two extremes polar-
ization has a maximum/minimum at =£z,,x, which are dividing pointsgz for smaller
|z| than z;,,x polarization is confining and for larger it is not. Typical function a(z) is
shown in Fig.5.11. Based on this property of the polarization function condition for
confinement is that the trajectories should stay in the space |z| < |zmax|- However,
this means that the initial position of the charge should also be within these bounds,
and because approximate trajectories are given by

€ \/zw €
z=27z9c08 | ——1t) + v,o— sin t 5.28
’ (ﬁw ) e (ﬁw ) 6:28)

then the condition implies

V2w

Vz0 < Zmax = V20| < Zmax

€
«/Ew‘

Function a(z) may have several maxima but here the assumption is that there is only one.
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A possible functional form that describes the antisymmetric polarization function

with that general shape is
2

a(z) = agze (5.29)

for which the extremes are at

D
d.a(z) =0= zpux = £—

NG

However, itis not clear that such a choice could in principle be made, but as discussion
in Sect.3.3.4 showed it could be done but the question is of stability of this wave.
Here it is assumed that these conditions are met and proceed with the confinement
properties of it. As the consequence of the finite width of the wave scalar potential
appears, which is calculated from the Lorentz condition (3.7), and it is given by

2
ag 27\ _2
V=—|\1-—)e »? cos (kx) cos(wt
. ( D2) (kx) cos(wr)
and so the Lorentz force, without the magnetic component because velocities of
charges are small, is

- 2 2 12 7-2
F = eay (1 - %) e 17 sin (kx) cos(wt) X — eagkze™ p% cos (kx) cos(wt) Z

where only the leading term in the z component was retained. The force along the
line of the wave propagation is small compared to the force along the direction of
polarization, it is of the order kD smaller, therefore it could be neglected in further
analysis. However, one should bear in mind that if fine effects are investigated then
this neglect is to be accounted for.

It is convenient to re-scale the coordinates and time in units of the wave length
A of the electromagnetic wave. One writes for the coordinate z — z/\ and time
t — ct/A, in which case equation for trajectory is'’

2
7= —eze 0?7 cos(2mt) (5.30)
where the coupling parameter is

_ 2melag

mc?

and D is dimensionless, being defined as a fraction of A. It is more convenient to
relate the coupling parameter to the power that is transmitted by the plane wave, but

10For simplicity it is assumed that the effects due to the motion in the x direction are not essential
for investigating confinement in the z direction, and so the choice x = 0 is made.
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this time the Poyting vector has no meaning because the cross section of the beam
of the electromagnetic wave is finite. Instead one uses the total power as the relevant
parameter, which gives

* krag [ 2 ck*ayD*
W=27r/ 22 (P2, 1) = © “0/ g P = KGD
0 4 0 32

The coupling parameter is now

4e)2 2W 4)\2
= W M owan
¢ me2D?2V ¢ mc2D? @

and for the proton and the power W = 1W its numerical value is € &~ 3.3 x
1078)\2/D2.
For the initial phase space density one chooses

2
2 _k2dP?

po(z, v;) = Ne &

where & is the wave number for the proton. Even if a moderately large value for d,
say d = 1078 m, the product d is very large, being of the order kd ~ 3 x 108. Such
a large parameter implies that typical velocities of the proton are so small that during
one oscillation of the field the proton makes a tiny move, whilst it should transverse
large distance before confinement sets in. Therefore one needs to calculate z(¢) for
long time during which the oscillatory term in equation (5.30) makes large number
of oscillations.

The confinement problem could be solved approximately by noting that the cou-
pling parameter is small. In the first approximation, therefore, solution of the equation
is

Z(O) = 70 + tvg

and together with the correction to it is

€ -2
= 7Qe 27 cos(2mt) —

)= o O
= z7’e P 4z
(2m)?

€
2m?

In the trajectory equation (5.30) the coordinate z is replaced by the approximate
solution, and subsequently the replacement z® — z is made. Averaging over time
gives

€ f

o ”

€

2m)?

2
z cos(2mt) — ze »? cosz(27rt) —

and the force in the equation is now of the order 2. Equation that one solves now is

ezz _22

P=——"e D7 5.31
T T2 63D
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which does not have a rapidly oscillating component. This, however, means that the
charge moves in a time independent potential, which in this case is a potential well
of the width Az = D/2 and the height

Vo — Dé?
0= 16m2./e

5.3.5 Quantum Dynamics

Classical dynamics in the previous analysis is very useful for getting insight into the
basic parameters that determine confinement, but for accurate results one need to use
quantum dynamics. The basic equation for the vector potential (5.23) is

2
2mid,f = —gaff - g [az — iS2a(z) sin @71) cos (2m)} 7 (5.32)
7

where only the dominant term in the vector potential is taken and the scalar potential
isneglected. The equation is given in the same scaling as that used for equation (5.30),
where 7 = k/k and k = mc/h is the wave number of the charge. The parameter n
is very small, its value for proton and a typical wave length A = 5 x 10" m of the
electromagnetic wave is 1 = 2.6428 x 107°. By assuming that the width of the
electromagnetic wave is finite, with a typical functional form (5.29), the coupling
term for the same )\ and the mass is

_ 2% [aWa _ IW
n  weD? h T D?

where W is power in watts and D is in the units of .

In further analysis dependence on the x coordinate is neglected, because the inter-
est is to investigate the possible confinement along the polarization of the wave.
Equation to be solved is

2
2ridf = —g [az - i%za(z) sin (Zm)] ¥

where 7 is small, which means that during one period of oscillations of the field,
whichis T = 1, the probability amplitude does not changes appreciable. Linear term
in € could be neglected and the term with > averages to 1/2 and the equation is now

4 2
Tiof =~ f + ~— @ f (533)
n 21
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and represents dynamics of a particle in a time independent potential, which is solved
by standard numerical methods. Approximation is valid under the condition that the
right side is small, in other words
n 2, € 2
yy <—8Z + pre [za(2)] > <<1

where the bracket indicates an estimate. For the second derivative one has

1
(33)=§

which is assumed to be smaller than the estimate of the second term. The approximate
equation, therefore, fails when

22

2
n € ) €D >
—_—— ~— 21
< ar 27 [za(2)] > 87 ~

Equation (5.33) describes dynamics of a particle in a potential well, which has a
typical shape as shown in Fig. 5.12. It is formally solved by writing solution as

7Et

fn= / dE A(E)g(E, z)e ' %
0

Fig. 5.12 Effective
confining potential for a
charge in the
electromagnetic standing
wave with coordinate
dependent polarization

z2 a2(z)
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where g(E, z) satisfies stationary equation

2
Eg=-0g+ 26_772 [a@) g=-02g+ V(@) g (5.34)

subject to appropriate boundary conditions. The simplest is to assume the scattering
boundary conditions, which should be defined in both asymptotic spaces z — +oo.
Thus the two solutions are defined as

et ut(B)e ™ «— gN(E,2) — ul (E)e™

and
M: (E)efikz «— g (E,7) — e*ikz 4 M; (E)e+ikz
z—>—00 z—00

*

where k = +/E, and they are complex conjugate of each other, i.e. [g*(E , z)]
g~ (E, z). One derives a very important property for any two of these solutions by
forming a combination
(E'—E) gi(E', D92(E, 2) = g} (E', 9)0? 92(E, 2) — 2(E, )P g} (E', 2)
from which it is obtained
L
(E'—E) / Ldz G (E,Dg2(E, 2) = g{(E',L)0; g2(E,L) — g2(E, L)d. g7 (E', L)

+92(E, —L)0,g{(E', —L) — ¢{(E', —=L)0; g2(E, —L)

where the limit L — oo is assumed. It follows that

L
/ dz [g"(E'. 2] g~ (E.2) =0
L

whilst (the details of derivation are omitted)
(E' — E) /i dz [q"(E. D] 6" (E, ) = 2E +VEysin | (VE - VE) L]
where it was taken into account that
@ + Ju; @ =1

From the definition of delta function (see C.1)

/oo dz [gi(E/, z)]*gi(E, 7) =27d («/E — \/E) = 47VES (E'—E)
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From the two stationary solutions one derives the probability amplitude as

_jAnE,
7

f(z, t)=/ dE [AY(E)g"(E.2) + A~ (E)g (E,2)]e
0
where the coefficients are
1
AiEz—/d, E, 9" 5.35
(E) pny; 2 [95(E. 2] fol2) (5.35)

where fy(z) is the initial probability amplitude. The most interesting energy range is
when E < max [V (z)], in which case solution g* (E, z), because the amplitude of its
incoming component is fixed to unity, is asymptotically

ezkz + efzkzﬂa g+(E, Z) s ~ ()
I—>—0Q 7—> 00

and similarly for the other solution. However, around certain discrete values of E the
probability amplitude undergoes a rapid change from this form into

eikz 4 ur+ (E)efikz - g+ (E, Z) N M:r (E)eikz
—>—00 —>00
which is parametrized as

e® 4 (1 + E,Zﬁ) e_’kz <9 T(E, e E’Zﬁe”“ (5.36)
- Ly i

where E; > 0 is small. There are discrete number of these energies, and so the
probability amplitudes could be parametrized as

Va (E, 2)
9" (E,2) =g, (E, z)+ZE B0
where g,f (E, 7) is the background probability amplitude and £ (E, z) is the residue
of the probability amplitude. E(") is the resonance energy, which is complex with
a small negative imaginary part. It is important to note that both the background
and the residue of the probability amplitudes are smoothly varying functions of the
variable E. The probability amplitude is now

fen =hten+ 3 | e e A @y E ]

res

and if the width of AT(E) is contained within the interval E < max [V (z)] then
the background probability amplitude f,(z, t) is negligible or not important. The
resonance term, however, has special significance because by shifting the integration
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path in E into the lower half complex plane one gets

n
—i nES] t
ar

ft)~ —27UZ[A+ ED I ED. 2) + A (ED)y, (ED . 2)]e (5.37)

and diminishes in time with the decay rate of the form

fz, 1)~ ,g'?

If imaginary part of a resonance is very small then this component of the probability
amplitude stays nearly constant for a long time, longer that any other contribution,
and so it acts as a bound state, but called quasi bound because it has no infinite
lifetime.

Calculation of resonance energies E(" is therefore essential for understanding
confinement in a potential, however, it is not a simple task. The most straightforward
would be to integrate equation (5.34) for the known initial conditions, for example
by starting in the space z — oo with the boundary condition

9(E, ) = &V
and integrate the equation to z — —oo and fit it to the asymptotic form
9(E,2) = c(E)e' + d(E)e™™

and vary E until the coefficients undergo a rapid change, and find when it is maximal.
This task is far from being simple, and in fact entirely impractical because of severe
accumulation of numerical errors in the space of the potential barrier. However, even
if the coefficients are calculated there is still the task of obtaining complex resonance
energies, most importantly their imaginary part. Therefore that integration should
have been done for complex E with negative imaginary part, and find the roots of
equation
c(E)=0

which, by definition, defines resonance energies. Again, this is not a simple task
because for complex E the probability density increases exponentially with z, thus
also contributing towards severe numerical instabilities. This implies that all the
numerical methods must relay on using real values of E, however, in that case no
resonance energies could be calculated, except by perturbation method. The equation
to be solved by perturbation for the resonance energy is

C(Erex) = C(EO + El) ~ C(EO) + El E'(E()) =0
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where the dot designates derivative with respect to E. E is real approximation to the
resonance energy and E; is complex correction that contains its width. Resonance
energy is then approximately

c(Eo)
Eres ~ Ey— S (538)
* )
and the energy derivative of solution g(E, z) satisfies equation
9HEG=-03+V@ 7§ (5.39)

5.3.5.1 Properties of Resonances

One model example illustrates properties of resonances in a potential well that is
discussed in Sect. 5.3.5, but somewhat more general by being asymmetric

V(@) = (z+22) e =

which is shown in Fig.5.13.

By definition probability amplitude for a resonance state that is formed inside a
potential well, i.e. for E < 7 in Fig. 5.13, have the same property as for a bound state.
This means that it decrease exponentially through the potential barrier at both its ends,
but instead of going asymptotically to zero it goes to a finite, but small, value, which
in this respect makes resonance different from a bound state. Locating the energies at
which resonances are formed is therefore the first task, which is done by integrating
equation (5.34) from both ends of the potential. One fixes z; on the left side of the
potential and z, on the right, both far away from it, and assumes that g (z;) = ¢ (z2) =
0 whilst derivatives are arbitrary, say ¢’ (z1) = ¢’ (z2) = 1. Equation (5.34) is then
integrated towards the origin, say a point zy inside the potential, and E is varied until

Fig. 5.13 Model potential <
that is typical of asymmetric \>-’
. . 104
confining potential
5
-20 -10 D 10 20
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the log-derivative ¢’/ g of both branches are identical. In other words, if solution from
the left is g; whilst that from the right is g, then one is looking for a root of equation

8(E, 20) = 1 (20)/91(20) — 92(20)/92(20) = 0

The plot of function § (E, zg) is shown in Fig. 5.14, from where one finds that there are
5 solutions of equation (5.34) that satisfy the imposed boundary condition, except the
one encircled. In general the curve d(E, 7o) is a smooth function of E, except for few
singularities where solution g(zp) goes through zero. However, there are very narrow
intervals of E where this change is very rapid, as indicated by a circle, and within them
the curve d(E, z9) has also a zero value. The corresponding probability amplitude is
not representative of a bound state, in fact its modulus is at the minimum with respect
to its value outside of potential well, and in this respect it is like an “anti-bound”
state.

For the obtained E,, one solves the following boundary problem. For the positive
and large z it is assumed that solution of equation (5.34) is in the form

g3 (2) = eVEre

and the equation is integrated from z, to zp. For z negative and far away from the
potential two solutions are assumed with the boundary conditions

+ +iVE,
91 (z) = e='Vint

and the equation is integrated from z; to zo. At the mid point all three solutions are
joined smoothly into the connection

ce® 4 de™™ «— gF(E, 7) — & (5.40)

Fig. 5.14 Functional 20 -
dependence of the difference

of logderivatives on E for

potential in Fig.5.13 for a 104
given boundary condition

01/9+-9,/9,
o

-10 1
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Table 5.1 Resonance energies for potential in Fig. 5.13, and estimates of their widths by the WKB

tunneling probabilities

n E, r Prunn
1 0.7216 —4.354 x 10710 1.3 x 10715
2 2.5916 4.151 x 10~ 2.7 x 10710
3 43171 2411 x 1077 1.7 x 107©
4 5.8695 2.193 x 10~ 1.8x 1073
5 7.1647 0.0376 0.38

and resonances are calculated from equation (5.38) where Ey = E,,. In the perturba-
tion formula one still needs solution of equation (5.39) with the boundary conditions
in the space z — oo that is appropriate for the solution g, and these are

12 i JEx ot I iVE: % iJEx
——eVt | d. g (E, ) = eIt — Vo
2 JE, 29, ( ) 2VE, )

The equation is integrated backwards to z — —o0o by using already obtained solution
g7 (z). The energy derivative of the coefficient c(E) is then

GT(E,2) =

e—ikzl

. 0 . iz 1 21
EEn) = — [lkg;* +d.gF — (ﬂ + oz )dzg£+ + 59;“]

where k = +/E,. Resonance energy is then given by equation (5.38).

“Bound” state energies and the (negative) imaginary part of resonance energies
I' = —Im(E,,) are given in Table 5.1. All except the first have the correct sign,
which is attributed to extremely narrow energy width of resonance and this causes
numerical instabilities in calculation. However, these widths could be approximately
calculated by another method that is based on the WKB method for solving equation
(5.34). From the method one calculates the tunneling probabilities
-2 [’ dz VV@—E,

P tunn = €

where a and b are the turning points of kinetic energy in the lower potential barrier,
which gives reasonable widths as shown in Table 5.1. Although they are nearly
an order of magnitude larger than the resonance widths, nevertheless as the quick
estimates they are valuable data.

5.3.5.2 Confinement of Quantum Particle

Based on the classical analysis in Sect.5.3.4 the potential (5.29) supports bound
states, however, quantum analysis should give a more precise answer and one of
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them is that bound states are not formed but resonances of certain lifetime. This
is shown here by calculating resonance energies for those examples, by using the
method that is described in Sect.5.3.5.

The choice D = 10 is analyzed first, for which ¢ = 10~ and 1 = 2.64 x 107°.
One finds 3 decaying states, whose widths are calculated from equation (5.38), how-
ever, they are in the units that are not directly related to their real lifetimes. These
are obtained by using expansion (5.37) and express each term in the form

nE,(-".\) ¢ _

f(Z,l)’\’e_i inr '~ e %

and by recalling the units that are used here then

nE n*E mc? 1

f—> —— =
7' 82 KT
or
872 h
r, =

()

Numerical values for each decaying state are given in Table 5.2, and they range from
very long to short lived, however, the short lived are still long on the scale of typical
motion in the confining potential (Fig.5.15).

Similar analysis for parameter D = 1 in Sect. 5.3.4 does not produces any decay-
ing state, thus contradicting the classical prediction. As already mentioned, clas-
sical study did not have the aim at giving precise prediction, but indication that
bound (decaying) states could be formed. However, such contradictory predictions
are expected when the potential marginally supports one or two states, but when
there are more than both are in agreement.

Interesting question to analyze is time evolution of an initial probability density
of a width d (in units of ), which is centred around z = 0 and for simplicity it is
symmetric. As an example a Gaussian probability amplitude is taken

2
Jo(z) = Ne 2@

Table 5.2 Resonance E

. . P res r/s
energies and their lifetimes
for a confining potential

0.252 —i1.46 x 1072 | 5443
0.721 —i9.71 x 10 | 0.818
1.103 —i2.64 x 1073 [3.01x 1073

L»Jl\)»—a
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Fig. 5.15 Decaying states in 1.5+
confining potential (black
line)

V(@)

0.0 T T
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which gives probability amplitude in momentum space (in non scaled parameters)

22

Go(p) = Ne™ =

From this momentum distribution one derives a quantity that is of particular interest
in theoretical modelling, the time that it takes for a free particle to spread over the
range of potential whose width is D. This quantity gives an indication of the relative
importance of the decaying states in the time evolution of the probability density.

The time could be defined as D

Lspread = —
P v

where v is average velocity of particle, which is approximately v = h/(md). The
right side is now transformed into the units in terms of A, when

. 872D N 4m2dD
spread — — —= "~
Y wn\/E wrn

(5.41)

where w is the angular frequency of the standing wave. For the parameters that
were used in Table 5.2 the spreading time for the free probability density is #req =
4 x 1073 s, which is short even for the fastest decaying resonance.

In the process of confinement it is important to calculate what fraction of the
initial probability density stays within the potential well, bound in decaying states.
The unbound components of the probability density leave the confining potential
in time (5.41) and therefore by the bound components it is meant those that decay
with the much longer lifetime than this. Formally this fraction should be obtained by
calculating

fo(@) :/0 dE [AT(E)g*(E,2) +A™(E)g™ (E, 2)]
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where the coefficients are given by equation (5.35), but one should be careful about
the exact procedure. Initial idea is to assume that the resonance states are like bounds
states, they are normalized to unity and then for them the relevant projections are
obtained as in expansion in a complete set of discrete functions. Whilst this procedure
might be plausible for the resonance states with very narrow width, it does not have
meaning for those with wider because they have a non negligible tail outs the potential
well, and hence they are not normalizable. Therefore the answer must be derived from
the first principles, and this is to start from the fact that fy(z) is normalized to unity,
which means

[ th@r =4n [ aEVE [ @f + 4 @] =1
0
The coefficient A* (E) is calculated from equation (5.35)
1
AY(E =—/d, E, D] folz
(E) inVE 2 [97(E. D] fo2)

but the irregular solution g* (E, z) is not normally calculated, instead one does that
for the regular one, which is defined by the boundary condition (5.40). However, the
two are related and so the coefficient is

AT(E) = dz (97 (E, )] fo2)

o]
dnc*(E)WE
and because in vicinity of a resonance energy E, one has approximately

1 ~ iE;7y: (Er) i (ED)
c(E) E—E,+iE;

the coefficient is finally

AT(E) =

1 Ei (Er) i) / .
- oD [ dz (g (B
ArJE, E — E, — iEie 2 (97 (Er 2] fo2)

It was assumed that near the resonance energy the regular solution g, (E, z) is nearly
constant because it is essentially determined by the boundary condition at z — oo,
which is nearly constant in the same vicinity.

From the amplitude A™ (E) one calculates contribution to the probability of finding
particle in the resonance state with the energy E,

P = 47r/ dE VE |A*(E)[}
E,

I E)P

+ *
- 25 / dz [g7 (Er. 2] fol2)

2 E2
e —
E (E—E) +E
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Similarly the contribution from A~ (E) is calculated, but for real and symmetric fy(z)
it is equal to the contribution from A™ (E), therefore the total probability is

E; |y (E)P
2JE,
For d = 1 the probability to find the particle in state m = 1 is P; = 0.245 whilst

instate m = 3itis P; = 0.115 (in state m = 2 the probability is zero because of sym-
metry), which is about one half of that predicted by classical mechanics in Sect. 5.3.4.

2
P, = / dz [g (B, 9] o)

5.4 Extreme Confinement

5.4.1 One Particle

By extreme confinement one understands that a particle is localized within a very
small volume, the definition that needs clarification. A small volume is the one in
which average momentum of a particle implies that its velocity is very close to
the speed of light, as deduced from uncertainty principle. If a particle of mass m is
confined to a space of radius r then by the uncertainty principle its typical momentum

is
h

p:2}"0

and velocity

pc c
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where x = mc/h is the Compton wave number. For a Hydrogen like atom with Z
protons, and Zr, being the Bohr radius of the ground state, velocity of the electron is
v~ 3.6 x 1073 ¢Z, and even for a nucleus with large Z it is non-relativistic. On the
other hand if the electron is confined to a nucleus, with a typical radius ry = 10~ m
then it has velocity v & 0.99999¢ whilst that of the proton is v =~ 0.1¢, which is
nearly relativistic.

Dispersion of momenta due to the uncertainty principle has a very important
impact on dynamics of particles. One particular consequence is discussed in the
context of a decaying system, in Sect.5.1.2. In here discussion is devoted to the
change in mass of a particle due to this effect. The mass effect, on its the most
elementary level, is derived by calculating the relativistic energy due to the dispersion
of momenta. The simplest distribution is
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d3
P (p) h3 3/2
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where p is momentum of particle. The mass of particle is then its relativistic energy

equivalent
1
= — [ d’p P (p) \/m}c? + p?
m C/ p P (p)ymse” +p

where my is its rest mass. Definition of the rest mass should be carefully examined,
but at this point it is used as an arbitrary parameter. For the Gaussian distribution the

mass is
cdm} il c*d®m}
m= e 12 K| 5
JTh 2K

where K (u) is Bessel function. In the non-relativistic limit d — oo the mass has the
value m = myg, with the correction of the order d~2. The rest mass is now defined as
that which corresponds to a particle delocalized over the whole space. On the other
hand in the relativistic limit for small d the mass of particle is

2h
Jmed

and irrespective of its rest mass my. Similar analysis for more general distributions
give the same result, thus for example for the Hydrogen atom this limit gives the
same order d~' and with approximately the same coefﬁcient

If particle has the overall relativistic momentum 7 o, with the property =5
then its relativistic energy is

m =

(5.42)

d
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and by expanding it for large py the dominant terms are

po  cm} W

— P, T 0 (k73
" C+2p0+26‘p0d2+ ()

The expression is approximation of
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which means that the rest mass my is modified by

2
2
my — m0 + 2
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thus giving the same estimate for the change in mass as earlier, i.e. correction is of
the order d—'.

Previous analysis is demonstrated on the experiments with elementary particles,
and one example is decay of charged negative pion into a muon and muon antineu-
trino. Initially pion, like in almost all other examples, is moving with relativistic
velocity, resulting from collision of, say, two protons. Previous analysis, however,
assumes that decay takes place in the rest frame of pion, when it is greatly simplified,
and so direct comparison of theory with the experimental evidence should take this
fact into account. The objective of this simplification is to emphasize the role of
confinement and the consequences on kinematics and dynamics of particles, and the
example is pion.

Mechanism that leads to decay of pion is of no consequence on the outcome of
the subsequent kinematics. The fact is that muon is produced (muon antineutrino is
not essential in the analysis, only in determining initial conditions) within the size
of pion, which determines initial probability density for its position. Initial overall
momentum of muon is determined from the energy and momentum conservation
laws, and by assuming that the rest mass of antineutrino is zero the two laws give

PO ) =
mc_kO_EmW (m7r m#)_59

where m is mass of the electron. Mass of pion and muon are with respect to the
mass of the electron. Radius of pion (charged) is approximately 7 x 10~'®m and if
this is assumed to be the size of confinement for the muon then its mass (5.42), in
the units of the electron mass, would appear to be m,, ~ 622. This value exceeds by
far all that is known about the mass of muon, and therefore it should be assumed
that its initial confinement is orders of magnitude larger. For the extreme case of the
radius of confinement 10~!2 m stability of the initial probability density is preserved
up to time (5.5), which in this example is # &~ 107!8s. It appears that the probability
density spreads fast, so fast that experimental detection of muon would be almost
impossible. At infinite time, however, the probability density spreads by angle (5.6),
and in this example it is & ~ 6.5 x 10~ rad, which means that it looks like a very
collimated beam enabling detection of muons.'!

The true test of the impact of momentum distribution on the mass of a particle
is to do dynamic calculations, essentially “mass time acceleration equals force”.
The problem with this test is that one can do this analysis provided the coordinate
probability distribution stays stable for sufficiently long time. There are two ways
to achieve this, one is that the particle has relativistic velocity, when according to
discussion in Sect.5.1.1 the coordinate probability density is stable. The other way
is to do the test on a bound particle, for example on a Hydrogen like ion where the
increase of its mass is due to the confined electron.

"'This conclusion does not take into account other effects in detection of elementary particles,
which are not reviewed here.
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5.4.1.1 Force on Unbound Particle

The mass effect is analyzed for an unbound particle when it has large momentum p
in the x direction and the force that is applied is constant and perpendicular in the
z direction. The idea is that if there is an effect on the mass of the particle which
arrises from the momentum distribution then the solution for the average trajectory
would be different from that which is expected from classical relativistic dynamics.'?
According to it particle that has momentum py is introduced in dynamics equations
with the increased, relativistic, mass. More precisely, relativistic dynamics equation

for a particle that is subject to the force F is

47 =d | ——T | =d(+T)=F (5.43)

_ v
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where T is its velocity and +y is its relativistic mass. Before further steps it is con-
venient to work with scaled variables, thus one introduces k = p/ (hx) instead of
momentum, d stand for dx and 7 = ctx, where k = mc/h is Compton wave number.
For a particle that is subject to a constant force in z direction, with general initial
conditions, solution of equation (5.43) is

X =X + keou, y=yo+ kyou, (5.44)

Vi ®2-J1+7%2
F

z=120+

where

—
1 kz+ 1+ k2 — — —
u=—log———vo—, k = ko+7F

_F =
kz0+\/1+ k(%

Variables with the subscript 0 are their initial values at 7 = 0.
Initial phase space density is

2 — = \2
o(7. T .7) = we
and its time evolution is obtained by replacing 7 with (5.44) but 7 is replaced by —7.

Momentum k is replaced by k& — F 7. Resulting expression is quite complicated
but one is not interested in detailed structure of the coordinate probability density

121t should be noted here that the tracks which the charged elementary particles produce in detectors
are analyzed precisely in this way.
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but the average coordinate in the z direction, along which the force is applied. This
average is

z(7) :/d3rd3kzp(_r),_k),7')

where the integrals in the coordinates and k, could be evaluated without too many
difficulties. The result is

z(1) = /dkx dk, Z (ky, k,, T)
where

N _p 1
Z (ky ko, ) = fe_d Plkok=Fny (—5, 0, d*P? (ky + ko, kz))

N 1
—Fe’dzpz(k“kfFT)U (—5, 0, d*P? (ke + ko, k; — FT))

where
P (ko k) =1+ K + k2

U (a, b, u) is hypergeometric function. From the relativistic assumption for k it fol-
lows that the argument u in U (a, b, u) is large, when one replaces it by its asymptotic
expansion

1
Ua,b,u)~ —
(a, b, u) ﬁ+4ﬁ

Z (ky, k;, 7) is now a function of P (k, — ko, k;) with large ky and small other para-
meters, the fact to use to expand combination of the hypergeometric functions for
large ko. The result is a combination of powers in k, and k, when the integrals could
be evaluated with the result (non scaled variables are used)

m2c? K2 ) cFt? N cF??
25 4dPpg) 2po 2./p} +m2c: +

The dominant term is relativistic trajectory for a point-like particle under the impact
of a constant force, but with a correction to its rest mass. This correction is only
dependent on the width of the probability density.

z(t)%(l—

5.4.2 Two Particles

Two particles that are bounded together, and the system as the whole is confined
within a small space, should be analyzed within relativistic dynamics. Transition
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from non relativistic to relativistic dynamics is not straightforward, and even for
a single particle some of the problems are revealed in Sect.5.4.1. Difficulties that
are encountered when treating more than one particle are much greater, even to the
extent that one could assume to be insurmountable. Few of these problems shall
be discussed here on a simplified model, but two the greatest should be mentioned.
One is that with each particle one should associate its own time, therefore for two
particles there is no unique time variable that is used for describing their dynamics.
Their dynamics should be treated with the invariant time, and in quantum dynamics
it is not clear what it should be. The second problem is that one should taken into
account finite speed of propagation for their mutual interaction. If this is done then the
two particle system is not a solvable dynamics unless some simplifying assumptions
are made. The source of the problem is that the initial conditions are not well defined,
in particular force that acts between the particles (for more details see [9]).

Before attempting to analyze two particle relativistic systems, however, one should
select the problems of interest. In fact there are not many examples of the systems
that one should attempt to analyze, for example, one is Hydrogen like Uranium ion.
Strictly speaking this ion is marginally relativistic, much better example would be, say
the neutron as a bound state of proton and the electron. This, however, is dismissed as
anon physical problem because the structure of the neutron has different description.
The same is with the other elementary particles. Therefore discussion that follows
could be treated as an exercise to describe problems, and the effects, that result from
treating relativistically a two particle system.

The simplest system to analyze consists of a heavy particle and a light one (for
example proton and the electron) mutually bound by a scalar potential.'® In the
examples like this a simplification is possible: dynamics of the heavier particle could
be treated as non relativistic and therefore one could define universal time variable.
Further simplification is that a one dimensional problem is treated, however, the con-
clusions are of a general nature that could be applied for systems in three dimensions.
Additionally it is assumed that a constant, but time dependent, force is applied on
the particle with large mass.

Classical equations of motion for this system are

GX=F@#)—Gx—X),dp=G@x—X)

where X is the coordinate of the particle with large mass, ¢ = M /m is the ratio of
the large and small mass and

The force between the two particles is G (x — X) and it is normalized with respect
to m.

13 Again an approximation because this is not relativistically invariant interaction. Justification for
it is that one of the partner particles has large mass and therefore moves non relativistically.
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From the equations one derives two essential conservation laws. One is conser-
vation of momentum law, which is given by

d
S G+P) =F®) (5.45)

where A
P=gX

If the external force is zero the total momentum is constant. The other is conservation
of energy law, and for relativistic particle it is derived from equation for the fourth
component of the four momentum

d . .
Em =xG(x—X)=—x0,V (x—X)

where

pa=+1+p?

and it is assumed that the force G is derived from a scalar potential V. By com-
bining equation for p4 with the one for the non relativistic particle it is shown that
(contribution from the external force is neglected)

1
ps+—P+V(x—X)=E
2q

is conserved, the total energy of the system. In the non relativistic dynamics for both
particles the total energy could be conveniently divided up into contributions from
the motion of their centre of mass and their relative motion (in the scaling here energy
is normalized with respect to m)

R )

T 249 2(14¢)

+Vix-X)

This is the necessary step towards reducing the problem from a two particle dynamics
into a single particle dynamics in the relative coordinates. Motion of the centre of
mass is associated with the conservation of the the total momentum for the two
particles. When the motion of one particle is relativistic the same fragmentation of
the total energy is in a more complicated form. The details are omitted and the final
result is

1 1 (»+P)? qps (p P)2
E="= — N Vix—X) (546
2(p4+p4)+2(p4+q)+2(p4+q) Pe q V=0 640




184 5 Confinement of Charge

where one recognizes the same structure as in the non relativistic dynamics except for
the first term, which in the limit of small velocity is the energy equivalent of the rest
mass. Furthermore, each term is a function of py, therefore a function of p, and this
means that in two particle relativistic dynamics there is no way one could disentangle
motion of their centre of mass (the second term) from that for their relative motion
(the third term).

Solving dynamics of the system when external force is applied requires formu-
lation of initial phase space density, for which certain assumptions should be made.
One is that initial, average, total momentum of the system is zero. The next is that
bound state of the two particles is stationary, the assumption that could be made in
the nonrelativistic dynamics because their relative motion is disentangle from that for
their centre of mass. In the relativistic dynamics this disentanglement is not possible
and therefore a more general assumption should be made. By a general theorem a
stationary phase density is a function of dynamic invariants (conservation laws) and
one of them is the total energy for the system of, in this case two, particles. This
means that in relativistic dynamics the total energy for two particles (5.46) should be
used as dynamic invariant. Another dynamic invariant is the total momentum of the
system, and through the functional dependence of the phase space density on it one
defines its initial value. Yet another dynamic invariant is the total angular momentum
of the system, but in this discussion it will not be considered.

For those initial conditions the phase space density should be a function of total
energy and the total momentum of the two particles.'* Indeed the initial phase space
density is stationary but in the trivial sense. The total energy is function of only
the relative coordinates of the two particles and therefore the phase space density is
spread over the whole space and as such stationary, regardless of nonrelativistic or
relativistic dynamics. The term that is missing is localizing the system as the whole
around certain point in space and for that one uses the coordinates for the centre of
mass and this parameter needs some discussion. Total momentum of the two particles
is well defined, and it is the invariant of motion if no force is applied, as it follows
from (5.45). In non relativistic dynamics centre of mass is deduced from this law,
however, the same is not possible in the relativistic dynamics and therefore it should
be defined as its generalization. From (5.46) it could be inferred that the variable py4
plays the role of mass for the relativistic particle and then the obvious definition for
the centre of mass coordinate is

_ gX +pax

141t should be noted that the total energy, both in nonrelativistic and relativistic dynamics, has term
with the total momentum of the particles. In the former this term could be omitted, being replaced
by explicit reference in the phase space density by the total momentum. In the latter this is not
possible and therefore the total momentum term appears in two places.
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Phase space density has therefore a functional form

d?

X

2
p(.X,p,P)=Ff (E,df(p+P>2,x"")

from which the average total energy E

2
Eav=/ddeddeEf(E,df(p+P)2,)Z';”),

has contribution from two terms with the total momentum. The same is also true
in nonrelativistic dynamics if this term is not omitted from the total energy, and a
model example is analyzed in order to demonstrate how this affects E,,. Convenient
functional form of the phase space density is assumed with a note that in classical
dynamics there is no restriction on its choice, and also bound state energy is not
quantized. The simplest is to choose exponential function, in which case phase space
density is (scaling is the same as in Sect.5.4.1)

2
E_p 2_ln
p=Ne *“ APy =32

where the uncertainty principle is incorporated by the choice of the widths for
momentum and coordinate variables. The parameter d, is the measure for the width
of (5.46) whilst d, gives the range of the confinement for the system as the whole.
From the phase space density one calculates the average total energy of the system,
which is given by

2
e
X

E,, = N/dx dX dp dP Ee
Potential is assumed for harmonic oscillator
V= lwzuz
2
when E,, is

1 d,

Eauzde+ 2 ry
1+ 2d,55 (m+ M) 2

where the parameters are again non-scalled. The total energy equals essentially to
d,, in particular in the limit of infinite delocalization of the system, d, — oo.
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5.4.2.1 Classical Dynamics of Bound States

Before further analysis it is instructive to discuss relativistic theory of bound states
and the problems one encounters. They are reviewed on a one dimensional example
of a particle in harmonic oscillator. There are two basic quantities that play important
role in relativistic dynamics, one is momentum of particle and the other its velocity.
The first is very important because one of the basic laws, conservation of momentum
law, could be formulated, and the other is that it has the property, together with
its fourth component, of the relativistic four vector. On the other hand velocity is
a directly measured quantity given as the time rate of coordinates, the two basic
parameters of dynamics. The two quantities are related by a parameter, the mass of
particle, which is by default taken positive because it essentially measures amount of
matter. However, there is nothing to prevent defining the mass parameter negative,
one could very well use the existing force law but the force should have to be defined
with the opposite sign. On the other hand if the sign of the force is not changed then
the two signs of the mass describe two separate space regions where the particle
moves. This is best described from the expression for the total energy of the particle

(for harmonic force)
2
14 k 5
E=—+—-
2m + 2x

If the mass is positive that he trajectory of the particle is bounded within the interval
- %E <X <,/ %E whilst if it is negative then it moves in the intervals x > ./ %E

or x < —\/%>E . In both cases trajectories are solution of the force law, except that
when the mass is negative velocity of particle points in opposite direction to the
momentum.

The discussion about mass appears rather artificial but it is not so in relativistic
dynamics. The basic equations of relativistic classical dynamics are (there are now
four equations, three for the spatial coordinates and one for the time coordinate)

— —
4P =F, dps=7-F

where T is velocity of the particle and

—

%
7 =mv, ps=mc

where
ny
m=myy ==

2
v
I-=

Relationship between momentum 7 and velocity v is formally the same as in the
non relativistic dynamics except that now what one calls mass is no longer a fixed
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parameter, and furthermore it has arbitrary sign. This mass is called kinematic mass
in order to distinguish it from the (rest) mass my in the non relativistic theory. By
convention, but mainly to be in the unison with non relativistic dynamics, the sign of
the mass is chosen positive. However, this choice, if it is not treated carefully, may
lead to missleading conclusions. In order to see this one derives the conservation law
from that set of equations, by assuming that the force is a (negative) gradient of a
scalar function V (7), the potential. By combining together the four equations one
gets the fundamental relationship

pi—c’p* = myc? (5.47)

and from the fourth equation
P4 = E-V

where E is defined as the total energy of the particle and it has arbitrary sign. As
it was mentioned, the concept of momentum is important but it is velocity that has
physical significance,'” which is deduced from the relationship (5.47)

62

1 p
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In this relationship positive sign is implicitly assumed for the square root and also
absolute value of mass. It follows from (5.48) that velocity is real in two disjoint
intervals, which are divided by the interval where the square root is imaginary. This
means that a particle could move even in the interval where its potential energy
greatly exceeds its kinetic energy, which in non relativistic dynamics is forbidden,
however, provided its mass is fixed positive. On the other hand if in non-relativistic
dynamics mass is taken negative then in that region velocity is real. In order to bring
the two findings in agreement velocity of the particle is defined more precisely as

¢t (E-V 2 /E—vy 12
v = — cmy — 4+ cm
E—V( c O) ( c O)

This form has another important property, which must be satisfied in both classical
and quantum dynamics, it is analytic function of the coordinates. Without satisfying
it many erroneous conclusions are easily obtained.

Nonrelativistic limit is defined when kinetic energy of particle is much smaller
than the energy equivalent of its rest mass mgc?. Although one should also apply
the same reasoning for the potential energy, however, for harmonic oscillator, in
principle, the potential may go to infinity yet kinetic energy of the particle could

150ne should be careful when using the term “physical significance”, in this context it is meant
that velocity does not have arbitrary signature whilst momentum does.
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be non-relativistic. One writes E = mgc? + E,, and because E,, is small velocity is

approximately
c? \/ 4 \/ E, V
VR —————[2cmp — —/ — — —
—V +cZmy cV ¢ c

The expression simplifies further for small V, for example around the equilibrium
point of harmonic oscillator, when v ~ _/ m%) VE, — V,whichis a well known expres-

sion for a particle whose total energy is E,. On the other hand, when V > 2mc?
then velocity is again real which agrees with the previous discussion about the sign
for the mass of particle.

For potentials that go to infinity at large distances classical relativistic, but also
non-relativistic, dynamics allows particle to move in two mutually disjoint regions of
space. Between the two regions there is a barrier that prevents particle to get across
from one to the other, however, in quantum dynamics the barrier is not the obstacle
because of the tunneling effect. The implication is that such potentials do not support
bound states.

It is entirely different situation with potentials that have finite well depth, for
example harmonic potential that has a finite height Vj. For convenience one could
shift the potential to have negative well depth —Vj in which case if —myc? < E <
moc? then particle could only move in one region and in this energy range particle
is bound. For E < —myc? particle again could move in two space regions and for
E > myc? it moves in the whole space.

If the well is very deep, and |E| is smaller than moc? (bound state regime) then
velocity of the particle is

2.5
myc

Cooy2

vV C

and its mass is m ~ V/c.

5.4.2.2 Quantum Dynamics

Strictly speaking bound state problems should be treated within quantum dynamics,
and as discussed in Chap. 2 Dirac set of equations is the proper to use.'® For a particle
in a scalar potential V' this set is (in the scaling with the Compton wave number for
the electron)

i0,F = —iS-VG+ VF +F, (5.49)
i6,G = —iS -VF+ VG —G.

16Chapter 2 is devoted to relativistic dynamics, and here the emphasis is on bound states.
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where F and G are two component single row matrices and the spin matrices S
(details of Dirac equations are found in Sect.2.3.4). This set is solved by writing

00 . o0 .
F = / def (F,e)e™™, G= / de g(F,e)e ™ (5.50)

o0 [ee]

where now the functions f and g satisfy equations
of =—iS-Vg+Vf +f, eg=—iS-Vf+Vg —g (5.51)

For spherically symmetric potential solution is factored in a product of angular and
radial functions

1
f(7)= ~F (1) Q(0,9)

and similarly for the function g.

Time evolution of the probability amplitude (5.50) for a spherically symmetric
potential reduces to time evolution of its radial component. By omitting from analysis
the angular functions, and by replacement F — F/r and G — G/r one has

o0 o0
F = / deA(e)f (re)e ™, G= / de B (e) g (r,e) e

oo oo

If the radial functions are defined with the asymptotic limit r — oo (it applies only
for those that represent unbound states)

Vo
f(r,e) = cos [r\/ ez —1 +§(e)] g(r,e) = eTlsin [r\/ ez —1 +6(e)]

l1+e

one shows that they are normalized as

°° [e —1
/ dr [f (¢)f @ +g()g@]=m s (¢ —e) (5.52)
0 e+ 1

From their asymptotic limit one could also show that individual radial functions are
normalized as

ez —1

R
rll)rgo ; drf(r,e)f(r,e’) = 27el [5(6/—6)+5(e’+e)] ,
R ma/e? — 1 |:e—1

rlirglo ; drg(r,e)g(r,e): 20e] mé(e—e)—é(e +e)i|
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which is consisted with the normalization (5.52). The coefficients are then

Ae) = W%/f(r,e)ﬂ)(r) dr

1
_Jel et /g(ne)Go(r) dr
/et —1e—1

which are only defined in the interval |e| > 1.

The details of how to find the angular functions, and what are the equations
that the radial functions satisfy could be found in Sect.2.3.4. Important term in the
radial equations is the centrifugal energy having a general form as in non-relativistic
dynamics, with one exception for the indices o = 1 and [ = 0 (these are defined in
(2.61)) when it is zero. In this case one could show from (2.61) that F (r) satisfies
equation

pp_ F-rdF)dV

—_—_— - —_— 2_
= v 1D [e—=V) —1]F (5.53)

whilst the other function is

_ F—rd F
T re—=V +1)
In the same spirit one could isolate the radial function G that corresponds to
o = —1 and / = 1 for which the equation is
G —rd,G)d,V
ﬁG:L—l—l———W—Vf—qG
re—V —1)
and
B G—rdG
re—V —1)

Those equations do not include the centrifugal contribution, and its impact could
be estimated from a simple model. Relativistic effects are expected for potentials of
a small width, for example of the order 10~'3 m, which is the scale of a nucleus. The
lowest centrifugal energy is E. = 2h?/(mr?) and for the assumed range of interaction
its estimated value is E, &~ 2.7 x 10° MeV, which is so large that the only relevant
equation to describe these systems is (5.53).

Often in the analysis of dynamics one uses model potentials with sharp edges,
for example a square well. Sharp edges require the use of the connection formula
that propagates the solution smoothly across it. In the nonrelativistic dynamics the
connection is simple, the log-derivate of the probability amplitude upon crossing
does not changes the value. However, in the relativistic dynamics this is not the case
because in equation (5.53) there is derivative of potential that in the vicinity where
the potential changes as the step function it is a delta function. If the potential makes
a step from Vj to zero at r = rg then in its vicinity equation (5.53) is approximately
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_(F— rd, F) Vob (r — ro) B
re—=V +1)

d’F = [e—V)*—1]F

and by integrating it from r = ry — € to r = ry + €, where ¢ in the end is taken zero,

then
(F- =2 (d.F* +d.F)) Vo

ro (e — V()/2 + 1)

d,Ft —d.F~ ~

where the signs =+ refers to r = ry &= €, and for V at r = r( one takes the value V;/2.
In the limit ¢ — O the last relationship is exact, from which one gets the connection

formula
F~V, - Vo+1
drF+ _ 0 + e 0+ drF_
role+1) e+1

besides the one F* = F~, which is implicitly assumed. This is relativistic generaliza-
tion of the nonrelativistic connection formula (which is derived in the limit e — 00)
for Dirac equation. The same steps could be repeated for the other function G, thus
obtaining

GV e—Vo—1

d,Gt = d.G”
role—1) + e—1

These connection formulas are used for the analysis of bound states for a square
well potential with the well depth V. For r < rq the radial function is

R (r) = sin (rK) (5.54)

for both indices o, whilst K = /(e — Vy)?> — 1. Thus F (r) = R (r) for ¢ = 1 and

_ sin (rK) — rK cos (rK)
T r(e—=Vo + 1)

whilst G (r) = R (r) is for 0 = —1 and

sin (rK) — rK cos (rK)
re—V —1)

F=-

In the space r > ry the radial functions are
R(r) =a; &% + b, e*

where s is the sign of mass and k = +/1 — ¢2. It should be recalled that ¢> < 1. The
coefficients are calculated from the connection formula, thus the coefficient a; is

Vo . Vo K cos (r9K)
2a =1+ —— K 1—
“e ( +kro<e+s>)sm(r° H( e+s) k
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and condition for a bound state is that a; = 0. For | V| very large the approximate
equation for the energies of these states is (Vj is negative)

a; ~ cos (rpK) =0

with the solution

1
ro\/(en—vo)z—lz(n+§)w:»en=—|vo|+

where the integer n is chosen so that ¢, is from that interval —1 < e, < 1. On this
level of approximation these energies are degenerate with respect to the sign s of the
mass, and degenerate with respect to spin states (for their definition see 2.60).

For the bound states the coefficient b, is exactly

bye "% = sin (rgK) ~ £1

Typical graph for —K? is shown in Fig.5.16 and in the space with the negative
values classical trajectory for particle is real. For example when e > 1, or mc? in
the non scaled variables, this is the whole range of the radial coordinate. On the
other hand, for ¢ < —mc? there are two disjoint intervals where this is the case and
the shape of the curve is very much like in the nonrelativistic quantum dynamics
when potential has a barrier. Particle could tunnel through this barrier and hence the
potential does not support bound states, instead resonances are formed. For the sharp
square well that is discussed here the width of this barrier is zero and therefore no
resonances could be formed because of the their important property: their energy
width is proportional to the tunneling probability.

Few general properties could be derived for the bound states from the assumption
that the width of the potential is very small, and by that it is meant it is much smaller
than the Compton wave length for the bound particle. If the potential is modelled by a
square well then it means that in (5.55) there is inequality rp << 1. Very small space
within which a bound state is formed means that the potential well should be deep,

Fig. 5.16 Graph that shows
classically allowed intervals
of radial coordinates where
particle could move for two
energy intervals. The
example is for a square well
that is much deeper than the
energy equivalent of its mass,
and goes to zero beyond ry
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Vo >> 1 in the model. The equation for the bound states then assumes approximate
form

1 .
ag ~ —sin (o (¢ + Vo)) = [Vl cos (ro (e + Vo)) = 0
0

where dependence on e is negligible because |e| < 1. It is, therefore, expected that
the bound states energies are determined by | Vp|, and the role of e is marginal as long
as it is from the interval —1 < e < 1.

There is, however, another important property of the relativistic bound states.
On the approximate level probability density for bound states could be divided up
into two regions, one inside the potential and the other outside of it, the tunneling
space. If inside the potential probability density has constant value P and outside it
is exponentially decaying then the total probability is

oo
Pro+P / dr e k=) — |
o

where it is assumed that the probabilities connect smoothly across r = ry. By calcu-
lating the integral the ratio of the two probabilities, that from outside to that within
the potential, is

1

=— 5.56
Q 2krg (5.56)
which is large by the assumption that the Compton wave length is much larger than
ro. This means that finding particle outside the potential, in the tunneling space, is
much larger than finding it inside.

Exact, numerical, calculation is done for the probability density in the Gaussian

potential
2

V(r)=Voe %

by solving (5.53). The parameters are those that mimic the electron confined within
the radius of a nucleus: ry = 0.0025 (approximately 10~!3 m). For the chosen para-
meter ry bound state solution of (5.53) with no nodes (ground state, so to speak,
but meaning the shallowest potential that supports a bound state) is not taken as an
example but the one with 6 nodes. For the well depth Vo = —9116.91 mc? (m is
mass of the electron and so the well depth is 4.7 GeV) energy of this bound state
is e = —0.9 mc?. The probability density within the potential, and its tail within the
tunneling space, is shown in Fig.5.17, upper graph (the curve is not normalized as
the probability density, for convenience of presentation). Its shape resembles that
of classical probability density for a particle in a square well, it is constant with
slight oscillations, which is in contrast with a nonrelativistic probability density that
oscillates with a variable amplitude.

In the graph bellow in Fig.5.17 the probability density is shown in all its extent,
and as noticed it goes to the distance far exceeding ry, in fact the average distance of
the particle from the centre of potential is 7., ~ 1.1 ~ 4.2 x 1073 m. This is more
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than 100 times larger than the range of potential, and this means that probability of
finding particle within the tunneling space far exceeds the probability of finding it
within 7 = ry. The ration of the two probabilities is

0 =381

and in fact it is almost independent of the order of a bound state. The estimate (5.56)
gives A459, relatively a good guess, which depends very much on the choice of rj in
its derivation. In any case, both results indicate that in fact the electron is not confined
within the potential well, its presence could be noticed at distance that are relevant
for the atomic structure.

Negative Energy States

Integration variable e in the solution (5.50) is defined in the whole interval from
negative to positive values. However, for potentials that go to zero at infinity this
energy range is interrupted for the values from the interval —mc? < e < mc?, where
solutions are either bound states or not defined. In the case of bound states the integral
is replaced by a sum over the corresponding energy values. For a free particle, as
the simplest example, the integral is split into two, one over the negative energies
below —mc? and the other over the positive ones larger than mc?. Negative energy
states attract particular attention because for a free particle they do not appear to
have much meaning, they appear as non-physical. It is shown here in the analysis
for a free particle dynamics in one dimension that these states are essential when its
motion is relativistic. For this example the set of Dirac equations is

iOF =—i0,G +F , i0,G=—i0.F —G (5.57)
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where now F and G are ordinary functions. Solution for these functions is

F = / ” dp [a(p) e P + b(p) &P ] P (5.58)

o0

o0
G= / dp [c(p) e " P +d(p) e"P] "

]

where e = /1 + p?. Integration variable is now changed from the energy to momen-
tum in order to take explicitly into account two separate signs of energy. Components
of the solution with a(p) and c(p) correspond to the positive energy states for e > 1
and those with b(p) and d(p) correspond to the negative ones for e < —1. If one
assumes that the negative energy states are not physical, and they are omitted from
expansion, then the “proper” solution is

F(z,1) = / dp a(p) ePiite® (5.59)

[e¢]

and the coefficient a(p) is determined from the initial condition

Fo(z) =/ dp a(p) " = a(p) = L/ dz Fo(z)e™ ™ (5.60)

() 27 [}

In order to understand the meaning of the “negative energy” states one chooses
the initial probability amplitude that is zero outside certain interval in the coordinate
z. The simplest choice is!”

| f@ 5 <z (zz—l)2 izl < 1
Fo(Z)—[O e _[o s (5.61)

and the amplitude a(p, zp) is analytic in the complex p plane. If this were not the
case, say the amplitude has a branch point in the half plane Im(p) > 0, then for any
Z > zpo in Fy(z) one could not transform the integral in p along the path Im(p) — oo
in order to get its zero value. Indeed for the explicit choice of Fy(z) one gets

8 .
a(p, z0) = s [3z0p cos (zop) + (250> — 3) sin (zop) ]

which is indeed analytic in the whole p-plane. As the result for any z > 7z the
integral in p is transformed to the semi-circle p = Pe'? where P — oo, along which
the integrand is zero and hence Fy(z) = 0, as it should. Similarly for z < —zy the
integration path is transformed into the half plane Im(p) < 0.

7When the probability amplitude is strictly zero outside certain finite nterval then it should also
be zero at the end points of the interval, otherwise uncertainty principle is violated. For example,
constant probability amplitude within the interval is not a physically acceptable choice.
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Those observations about the general properties of a(p) are essential for the time
evolution of the probability amplitude F(z, ¢). Physical requirement is that if this
amplitude is strictly localized within the interval |z| < zo then at time ¢ it cannot
extend beyond the coordinates |z| > zo + ¢, i.e. it should be strictly zero there. How-
ever, this means that at any time the integrand in equation (5.59) should be analytic,
but this is not the case because the function e(p) introduces the branch points at
p = =%i. As the consequence F(z, t) is not zero for large |z| and the principle of
Lorentz invariance is violated. This problem could only be remedied by introduc-
ing the “negative energy” component into the expansion of the solution of Dirac
equation, because the combination of the two removes the branch points of e(p).

In order to show that one needs both energy components to get physically accept-
able solution of Dirac equation one first writes solutions (5.58) in the form that is
consistent with the differential equations (5.57). These are

i —ite(p) _ p ite(p) | ipz
F—/dp [a(p)e —e(p)—i—ld(p)e i|e"’

G= / dp [—e(p)p " La@e " +d(p) ei’e(”):|ei”z

and if the initial functions are Fy(z) and Gy(z) then in terms of the coefficients

1 o0 .
Ap) = o / dz Fo(z)e

o0

1 R .
B(p) = %/ dz Go(z)e™*

o0

the solutions are

o /dp He(p) cos [re(p)] — i sin [te(p)]A(p) ~ i;:?p(?) G [te(p)]} i

e(p)

e(p) cos |te(p) | + isin [te(p) ipA(p) . inz
G=/‘”’{ T ]B@‘%“"[’e(’”]]”

The integrand in both functions is an even function of e(p), which means that the
square root branch point is removed and it is analytic function in the whole p-plane.
In this way physics of solution is preserved, but for that both “energy components”
must be included.
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As an illustrative example it is assumed that G is zero (initial probability current
is zero), in which case

Fle.t) = /dp e(p) cos [te(pe)(]p)— isin [te(p)]A(p)e”’Z
Gz 1) = —i / dp 2 j(;’;) sin [re(p)] e

For the initial ' one chooses (5.61) when

8
A(p) = _E [3pcosp + (p2 - 3) sinp]

but the integrals do not have solution in a closed form. Probability density
P 0 =|F@ 0P+ 6@ nP

that is calculated numerically at + = 8 is shown in Fig.5.18 by solid line (initial
probability density is shown by broken line). It is strictly zero beyond the interval
|z] > 9, as it should from the requirement of the Lorentz invariant dynamics.

It was shown that the negative energy components are essential for getting phys-
ically correct solution of Dirac equation. The question is if these components are
always required for solving Lorentz invariant dynamics? The answer depends very
much on the initial probability amplitudes F and G, which if they are strictly localized
within certain interval negative energy components cannot be avoided. However, if
this requirement is relaxed by allowing the amplitudes to have infinite extent then
indeed one could have solution of Dirac equation with only a single energy compo-
nent, say positive, in which case

Fig. 5.18 Probability
density in Lorentz invariant
dynamics, which is initially
strictly zero outside the
interval |z| < 1 (dashed
line), after time t = 8 (solid
line)
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. . e —1 . .
F = /dp a(p) e” Wt G = /dp e -1 a(p)e 1w gir=
p

From the structure of the integrand in G it is explicitly evident that having a single
energy component in solution one cannot form the initial probability density other
than of the infinite extent. In fact the square root branch point of e(p) determines the
asymptotic form of this probability density, which is of the order

P(z) ~ ¥

lz]—>o00

Possibility of solution with only single energy component does not invalidate
previous remark that both components are required for getting physically correct
solution. The latter applies to the examples where the Lorentz invariance is directly
tested, but if this is not possible, such as when the probability density has infinite
extent, then single energy component solutions are also acceptable. The only problem
is how does one form such states, but this is the matter of other discussion.

5.4.3 Charge Density

When two oppositely charged particles are bound together there is separation of
charge density within the system, as discussed in Sect.1.2.3. It is shown that the
separation depends on the mass ratio between the two charges, two examples of
Hydrogen and Muonic Hydrogen showed that. However, there are two approxima-
tions made in that analysis, one is that position of the centre of mass of the system
is delta function and the other is that relativistic effects on the mass of particles is
not taken into account. The choice of delta function for the position of the centre of
mass is in direct contradiction with the nonrelativistic approximation, the width in
the momentum distribution is infinite.

Charge distribution for two oppositely charged particles that are bound together
is analyzed here by amending previously mentioned drawbacks in the case of a
Hydrogen-like atom. Two particles, one with the mass of the electron and the other
with that of proton, are interacting through a scalar potential.'® The model lacks rigor
if it is not analyzed in the Lorentz invariant dynamics, but in this case one confronts
four important obstacles. The most obvious is that proper Lorentz invariant interac-
tion between the two partners is not taken into account because scalar potential'®
should be properly generalized for the systems where a typical velocity is nearly the
speed of light. Generalization from the scalar potential towards the Lorentz invariant
four vector interaction is not a unique procedure, for example, Maxwell equations

18This choice is inspired by measurement of the charge density in neutron [20], and as the model
it is assumed that it is result of bound state of the electron and proton.

19Scalar interaction could be Lorentz invariant if it is function of the Lorentz scalar, which in this
case this is not the case. The interaction is function of the relative distance of two particles.
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could be derived from the Coulomb potential, but only if certain additional constraints
are assumed [9].

The second problem is the question of defining the centre of mass of the system,
which was discussed earlier in this chapter.

The third problem is even more serious. Interaction among particles are delayed,
e.g. in analysis of Hydrogen atom one should in principle take into account delay of
interaction due to the finite speed of electromagnetic field. The delay is in this case
negligible because (a) velocity of the electron is less than 1% of ¢ and (b) proton is
assumed to be infinitely massive and so dynamics around the common centre of mass
is negligible (motion around this centre results in the time variation of the Coulomb
interaction and hence delay). In the case when particles move fast, and there is no
apparent stationary centre of mass, this delay could affect dynamics in an essential
way.

The fourth problem is that in relativistic dynamics one works with four coordi-
nates, space and time define whereabouts of a particle and therefore for two particles
there are two separates sets of these variables. In classical relativistic dynamics one
defines invariant time that is universal for both particles, in terms of which their
equations of motion are solved. In quantum relativistic dynamics it is not clear what
analogous “time variable” should be. It is assumed here that ordinary time variable
is universal for both particles, in fact only stationary states are analyzed when it does
not enter the equations.

Proper formulation of Lorentz invariant dynamics for two particles therefore
appears an impossible task, especially in the view of the fourth comment. However
under some conditions one could formulate a solvable model but it is not strictly
Lorentz invariant. One assumption is that stationary systems are studied when the
time component is not present and the second is that the particles interact by a scalar
potential that is function of their relative distance.

As it had been discussed proper quantum relativistic treatment is by Dirac equa-
tion, however, its generalization for two particle interaction is not straightforward.
One way to derive it for the previous assumptions is to start from the nonrelativistic
equation for stationary states for two particles

12 1 —
ef =—5—Af =S —Nf + V(T2 = T1)f
2m1 2I’i12

The equation could be put in a set of first order equations in the space variables

— —
eF = —iﬁ(21 -V, + 22~V_YZ)G+ VF (5.62)
ih (— —
G=——(21 SV, + E2~V52)F
2m

where F and G are single column matrices and the number of rows depends on the

= =
properties of the matrices X ; and X ,. The parameter m plays the role of mass and
its value is as yet arbitrary. These matrices are defined by the requirements
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- = - =
Y1 X1 =28, =1
- = - =
21X+ 22X =0
and for one dimensional model they are
10 01
sl 0] L me]O)] .

for two dimensional model

. . . 071
=% , Ziy=1iy , Zua=Iy , Xy= ‘] 0‘
and three dimensional model

5 0
0070 0 0il 0
0001 0 00 —il
X2 =11000| > |00 0|
0700 il0 0
0 0 0il
0 0 il0
2= _i00
—il 0 00

where the gamma matrices are defined in (2.4) and / is two dimensional unit matrix.
The scaled coordinates _s>2 and _s>1 are defined as

— — — —
S1=JH1 T, S2=4/H27T2
where 1) and p, are dimensionless parameters, masses of the two particles that are

normalized with respect to m. The set (5.62) is generalized into the Lorentz invariant
form in the same manner as it is done for a single particle, with the final result

) — — )

eF:—lhc(zl.vﬂ + 22~VSZ)G+ VF + mc*F
) — — )

eG——zhc(El -V, + 22~VS2)F—|—VG—mc G

By defining new coordinates

(5.64)

—
- = — s =
F=7,— 1| - — R

KR
j— ) =a 1 +b_s>2
2 [T
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where the parameters a and b are determined later, the set of equations transforms
into

. =2 =2 2
eF:thc[Z v, — ZC-VR]G+VF+mcF
=S — )
eG:zhc[E v, — EC-VR]F+VG—mcG
where
= 1 o 1 = — — —
Y = E]— 22 . Eczaz|+b22

W1 2
and the matrices have the property
e - + - .
2.72.72“2_;“172 P 1 Ec~7=(a2+b2)p2
2141

The two equations are transformed into a single one and for a spherically symmetric
potential it is

252 22 8,8,V
B N L W . (E’ VF— X, VRF)
Ha b M1+ o e—V +me
(5.65)
=— [(e — V)2 — mzc4] F
and
ihc — —
G:—[E v, — EC~VR]F
e—V +mc?

In the derivation it was assumed that

- - - -

¥ -V, X2 Vp+ X VgX -V, =0
from where the parameters a and b are determined

= VM1 b= V2
[ M1+ o

Equation (5.65) resembles two body equation in the center of mass coordinates,
except for the term containing spin matrices ¥ and E)C. However, even without
this term separation of solution into two independent for the relative and the centre
of mass coordinates is not straightforward, as it is in the non relativistic dynamics.
Before further discussion it is advatnageous to introduce scaling that would simplify
equations. The dimensionless mass (4 is set to unity ;1 = 1, meaning that m = m; is
assumed. It is also assumed that p; is larger than i in which case one parametrizes
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o = 1/€% where ¢ plays the role of perturbation parameter. Energy is scaled with
respect to mc? and the coordinate with respect to the Compton wave number. Equation
(5.65) is now

(146 AF + SN (E’ VF-% VF) (5.66)
E)AF+ — —— %, (Z -V, F- X, :
1+ 8 T e v R

= —[te—V)*—1]F

For further analysis the spin matrices ¥ and X . should be represented in the spher-
ical coordinates, and it could be shown that for the relative coordinates spherical

=
components of ¥ are

n

s, = Cg s n=r0,¢

o

where 0, are 4 x 4 matrices that are defined as

I L sinfe'® il cos @
Ir=""r il, cos® I,sinfe |’
e —LcosBe® il sinf
g6 =" il sin@ —I,cosfe |’
e 4e —ihe'” 0
9o =" 0 ibe i

where [, is a 0 X o unit matrix and 7, are defined in (2.5). The matrices X, are

normalized as
2,2, = 1+ 52

Similarly one could show that for the spherical components of f))C the matrices
o, are replaced by

62

oo — — 4 _ € |Bsin 0e'® il cos
R=7 + &2 TR 142 ilcos@ Ipsin fe~i@|°
o = e 4 —Lcosfe®  il,sinf
6 =70 ilbsin@ —I,cosfe ™|’

o = — +e —i[zeid) 0
®=""e 0 ibe ™

It should be noted that because of the structure of the X, matrices the set of
eight equations (5.66) de-couples into two sets with four equations. The two sets are
coupled only if external field is included that couples the spin of particles.

The set (5.66) de-couples radial and angular components only if solution F is
eigenfunction of three angular momentum operators: two for the angular momen-
tum squared operators in the kinetic energies of the relative and the centre of mass
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coordinates, and the angular part of the operator

5 (3 -V, =30 Vr) = (1422 0, — =, Tk

+ 123r (2959 + .E—oao) - 12Jr (2@8@ + .Zq> 8¢)

r sinf r sin ©
From the form of the operator it is evident that the radial center of mass coordinate
is coupled to the angular coordinates for both the centre of mass and the relative
coordinates, as it was qualitatively argued before. As the result the radial and angular
motions cannot be de-coupled. Nevertheless one solves the set by deriving a complete
set of angular functions for one of the set of coordinates, for example for the relative
ones, and the complete solution is then expand in this bases. For the remaining
coordinates the resulting set of equations is solved numerically.

Angular eigenfunctions for the relative coordinates satisfy the eigenvalue equation
(in addition they also satisfy eigenvalue equation for the angular part of the kinetic
energy operator for the relative motion)

PIPS
sin 0

%, (2989 + 84)) Q=\Q

where €2 is a single column matrix with 8 elements. If the elements are parametrized
as
Q; = P;(0) e"°

then the eigenvalue equation becomes

iz,

sin 6

PN (2989 + M) P=M\P

where M is a diagonal matrix with the elements

1‘4]',]‘ =m (Sj,l + (m + 1) 51"2 + (m - 1) 5],3 +m 5]‘,4 + (m — 1) 61‘,5
+m (5]',6 +m (5_,',7 +m+1) (Sj,g

It is convenient to define new matrix A such that the eigenvalue equation is para-

metrized as .
A (2089 - l,—"M) P=)\P
sin 6

and in the next step one transforms the solution by defining an 8 x 8 transformation
matrix Y whose elements are

Yij = 6i,10j,1 4 0i20j4 + 0;30;2 + 0; 49; 3 + 9; 50,6 + 0i.60;,7 + 6;70;8 + 0; 80} 5
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In the new basis the transformed eigenfunction and the other components in the
eigenvalue equation are

Oo=YP , ¥ =7z,1v"', AT =1AT"!

where
0 o 0 O 0a0O0
AT —-a*0 0 0 AT ic a*0 00
1000 TR 1422|0008
0 0-p5%0 00p*0
where
2c 1—e2 .
_ | e e 5= 0 —i—e¢
Tlgar 22 | P T li4+e O
e+i e+i

In this form the set of equations is block diagonal, where on the diagonal are 4 x 4
matrices, so that finally the set of equations is in the matrix form

oM
¥ | o

0 U?||lo®

‘ u® o

‘ oM

or
9,0 = U™ o™

Each O™ could be divided up into 2 x 2 block matrices and for these the set of
equations to be solved is

a0 = uflof? + Uty
2,00 = UROP + 0%

From the first equation
() _ prm—1 (n) (n) ()
0, = Uia [8901 - U0 ]

and by replacing it in the second the equation to be solved is

2 (1) (n) () p7(n) pr(n)—1 (n)

90, — [U1,1 +ULU LU, ]6901
(n) (n) y7(n) (n) 1) p7()—1 7 (n) (n) _
- [aﬁUl,l +UiaUsy — U Uy hUp U1,1] 0y =0

The set of two equations is de-coupled and the solutions are Legendre polynomials
from which the eigenvalues are

N=—(1+L 5 =1, -1-1
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where [ = 0, 1, 2, ... Solution, for example for Q(V, when all the back transforma-
tions are made, is

¥ (0, ¢)
l(CH'ECZ)WYm-H (0 ¢)

(i—e)(l,+m+1)

Q(l) —
i(cp—ec)/(Hm)(I+1—m) Lm l(COS 9)

(i—e)(l,—m+1)

(&) Yl (97 (b)

which is determined by four “quantum numbers”, the choice for /, and the constants
¢y and ¢,. The same also applies for Q® . The constants c, are determined by requiring

that the solutions are ortho-normal for any combination of the “quantum numbers

and when this is imposed on them the solutions are

e2l41=Cm—1)s;+is/21+1+2m+1Ds; Ym (9 ¢)
272/ 1462211 ’
ssiv/ 1+e2/(I—m) (I+m+1) m+l (0 (b)
Q) — (—i4e)V2V20H 1211+ Cm+ s Y,
S8 T is;a/1
1V 142/ U+m) ([—m+1) ymn— 1(0 ¢)
(—i4e)V 22+ 12 F 1= Cm—T)s; Yy
21+1—2m—1)s;—ise/2I4+14+C2m+1)s; yvym
2V2V/1+€2V21+1 Y (0. ¢)

and
isy/1+e2/+m) (—m~+1) (0 )
(i+e)V2V 21+ 1/ 2[+1—2m—T1)s, l
21+ 1—Q2m—1)s;+ise/2IH-1+Cm+Ds; ym
QO — 2724/ 14622141 Y (0. ¢)
S8 T _ e2IH 1= C2m—1)s;—is/2I+ 1+ 2m+Ds; Y'” ©, o)

- NN F=N s}

55,V 142/ ([—=m) ([+m+1) m+l (0 ¢)
(i+6)V2V20+ 12+ 1+ Cm+)s; Y,

where s; takes values &1 that correspond to / or —I — 1, respectively. Likewise s also
takes values %1 that correspond to two linearly independent choices of coefficients c,,.

Equation (5.66) in the expanded form is now

1+e%) o,V oV P
1422 A F (7&17 %" s s+ =20, F
(L) AF+ =7 +r(e—V+1) (""+sin9 ")

2 oV oV
— %, SROkF — ————— %, zed )
KR T e—v+ (®O+ @‘1’)

5
— ApF —
T T v T
—[e-Vv)*—1]F

and one way of solving it is to represent the solution in the series

Z Gl,m,x,,sQ;’n,L,sl’s (09 d))

l,m,s;,s
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when the coefficients G, ,, 5, s (r, R, ©, @) satisfy the set of multichannel equations

(lj—fz)a, (r*0,) Grm.si.s — % Lmsrs
2
%&GLM,S + (e_a’—VVH)/\,G,,mJ, ;
+ %ARG[,m,X,,s - % 1 Z ,aRGZ/m:'S;,S/T(I,m,s,,s),(l,’m,’s;,s/) (O, d)
Jms).s
r(e?—\‘//+l)l ; ) Q(lm 5150, (1om.sps) Glim, s = — [(e = V) = 1] Groms.s
where

Tmsis). (1m.sps) (©5 @) = / d9deo Q") (0.¢) T, TxQ)" . 0 (0 @) sin 0

and

z
R _/d0d<b ot (0.9)% (z@a@+ﬁa¢) Q™ (0, ¢)sing

mss

Solving the set is quite a demanding task, but for the physical content of the solution
it is instructive to solve much simpler one dimensional problem.

5.4.3.1 One Dimensional Model

One dimensional dynamics of two bodies that interact by a bounding potential is
described by equations

eF = i (20, — Sx0x) G+ VF + F
eG =i(20, — Xx0x) F+ VG —G

that are reduced from the set (5.64) to single dimension. The matrices are

1 —¢
2—21—822—‘_6_1 s
NP I N L
XTI a2 T e Ty |1l =
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where X and X, are defined in (5.63). Solution is represented in the form
F(x,X) = / dk A (k) e™ f (x, k) (5.67)
G(x,X) = /dkA(k) e g (x, k)

where now the functions f and g satisfy equations

ef = l(Eax — ikEX)g + Vf +f
g =i (S0, —ikSx)f +Vg—g

or in a more explicit form

ike 01 V4+l—e| 1 —¢

axg_1+52 —10'9_ 14¢2 e/ =0 (568
ike 01 V—-l—-e|1 —¢

8)cf_l+€2 _10‘ - 1+€2 _E—l 9—0

The amplitude A (k) determines the probability amplitude for the system as the whole,
for example, for the Hydrogen atom that would be the delocalization of the atom as
the whole.

The system of two equations is reduced to a single of the second order by replacing
g from the second equation

i —1le ke e 1
= — Of — 5.69
I=vize| e 1| V-1-e)(1+2) 1| (569)

in the first equation, giving equation for f

2 e 12

v’ 1—(e=V)" + mk
"= 5.70
/ Clte— f * 14¢2 f ©-70)

zekV !

(1+e)(1+e—V) '—10‘f

The set is decoupled into two independent equations by diagonalizing the coupling

matrix
01

—-10

i 0

+
v 0—i

-

where
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and by parametrizing f (x) = Ufr (x) the equation (5.70) transforms into

2 2 2
V! f/+1—(e—V) +(1i52)k
v T

ekV'’ ‘1 0
(1+e)(14+e—V)|0-1

"o
T =

1+¢2 !

fr

_1+e—

Solutions are degenerate with respect to the change in sign of k, and they are selected
by initial conditions, thus fT(+) is zero in the lower component (fr is a single column
matrix with two rows, the lower component implies the second row) whilst fT(_) has
the upper component zero. The two components differ in the sign of k. Based on
this observation one parametrizes solutions as f& = £\ Ur®, where £ is now
scalar function and satisfies equation

2

+ 2 2
- E- T aak
Ir

(L) - _ Vv ! (L) +
JT 1+ei—V'T ]+82
ckV ! (#)

:F(l+52)(l+ei—V) T

where
o L|1Ed ’

1
Tol1F1

For the component (5.69) one writes g = U g;i) where now g(Ti) is given by

1 10
(*) _ (£)/ (%)
gr __1+6_V|:T O_IHS

@ _L|-+iadFD
2 A—ie)(1£1)

10| keff”
01 1+¢e2

where

N

Bound state energies e are functions of k, the dependence vanishes for ¢ =0
i.e. when one of the particles has infinite mass. The centre of mass motion is then
decoupled from the relative motion of the two particles.

Function fr has asymptotic form for x| — oo as

\/l—ahéfﬂx —V]7”2+%§k2_x
fr—e 2y toe ) 5.71)

and for the solution to have the finite norm it is required that u, = 0 for x - —o0
whilst in the limit x — oo this requirement is satisfied if #; = 0. This means that e
should be within the bounds
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2

1 + &2

le] < [1+ k2 (5.72)

which is generalization of the requirement for a single particle when |e| < 1, and
if the non-scaled parameters are used then |e| < mc?. This means that in (5.72) the
additional term plays the role of increased bare mass of the particle and therefore the
energy interval within which the bound states are possible is increased. Furthermore
this “increased mass” has additional effect on the solution f in its asymptotic tail.
If the range of potential well is xy then beyond this limit the tail, its exponentially
decreasing component, is given by (5.71). For k = 0 it is a slowly decaying function
that extends much beyond xy, however, as |k| increases the decay is more rapid and
in the limit |k| — oo is of the order x.

Typical features of solutions are demonstrated on an explicit example, where the
bound potential V is Gaussian

2
Vix)y=VWe &

and the amplitude A (k) in (5.67) is

At = | %e—”f(k—sz (5.73)

which in the coordinate space represents Gaussian probability amplitude, and indi-
cates that the system of the two particles has momentum #kq (in the units of the
Compton momentum) that corresponds to the velocity

ko
Vi +1

of the system. The parameters chosen for the potential in this example are d = 1
and Vy = —10 whilst ¢ = 0.1 (mass of particle 2 is 100 time larger that of particle
1). The width d of the potential well is in the units of the Compton wavelength of
particle 1, and if this is the electron then the system is confined within 1072 m

Dependence of e on k is calculated and the results are shown in Fig.5.19 for
k > 0 (for negative k the line is symmetric) for two values of €. As k increases so
the bounds within which the bound states are possible increases, and in the example
with e = 0.1 for k = 100 this bounds are e¢;,, = £10.0 (10 times the rest mass of the
particle 1 with respect to which scaling is made).

Probability density

vV=c¢

P)=fT()f(0)+g" () g
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Fig. 5.19 k—dependence of bound state energy e for the system of two particles. Dotted lines
represent the bounds within which relativistic bound states are possible for a single particle. The
width of potential is D = 1 and dependence is shown for two values of the mass ratio ¢

=| k=0
o e=-0.667

e = b o o o e o Eear o k om m w f om m om k w e  w ow om l o o e |
= Cnr 2 ' 0 2 4
=
= k=100
| e=5.19
o T T Ll 1
| e S e N R o e S
< ©nr -2 0 2 4

Fig. 5.20 Bound state probability densities for two extreme values of k shown against the potential
well within which they are formed. The broken line represents energy at which these states are
formed, and the index indicates its “non-relativistic” value * for the definition see discussion of
equation (5.74)

for example in Fig.5.19 with € = 0.1 it is shown in Fig.5.20 for the two extreme
values of k. The curve P (x) resembles closely the WKB solution for a particle in a
well, more so for large k. However its oscillatory structure indicates that this is as an
excited state for a non-relativistic particle in a well, but here it is ground state when
k = 0 because no other is available below, until the limit e = —1. Furthermore one
observes the shrinking effect in the width of P(x), which is for large k nearly the
width of the well, as explained in discussion following (5.71).

Energy interval within which bound states of the system are possible expands
with increasing k and it is possible that new bound states appear. Thus for k = 100
in Fig.5.20 (¢ = 0.1) several new states appear and the lowest in energy is shown in
Fig.5.21 (upper curve). Natural question is what happens to this bound state when
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Fig. 5.21 For large k new
bound states may appear, and k=100

one of them is shown for e=0.698

k = 100. In fact it is the true &8585

ground state for this system.

When k is lowered this

bound state disappears, and 1.0 05 00 0.5 10
at this threshold it is shown
in the lower graph together
with its energy

P(x)

k=44
e=-4.46
e,=-0.698

P(x)

k is lowered? In this case energy of this state decreases whilst the interval for the
bound states shrinks and at some point e meets the lower boundary. For the state in
Fig.5.21 e meets the lower bound for k &~ 44, (enr = —3.14) and it is shown by the
lower graph, together with its energy.

By decreasing k even further than the value that is shown in Fig.5.21 the bound
state becomes a resonance and the system decays into its constituents. Energy of the
resonance states, which are complex and not real, are calculated by the same recipe
as in non-relativistic dynamics, and follows from the physical reasoning. The states
of this kind have only the outgoing components in the form of a plane wave, thus
for x < O they have the form exp (iKx) (moving away from the origin) whilst for
x > 0 they are exp (—iKx) (also moving away from the origin). It should be pointed
out that because e is negative velocity of particle is opposite to its momentum, for
this reason these boundary conditions have the chosen form. In order to satisfy the
prescribed boundary conditions one makes the choice exp (iKx) for x < O but then
from (5.71) it follows that resonance energies are solutions of equation

up(e) ~J (=0 +f"=0

where

\/(1 — &) (1+&2) +&2%>

0= (+2)

Calculation of complex energies for resonances is a demanding task, but the simplest
is to use perturbation technique. At real value of resonance energy e the module of
function J (e) (traditionally it is called the Jost function) has a minimum, close to
zero, which means that the product J* (e) d.J (e) is zero. If this is calculated then
from perturbation theory the complex resonance energy is
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J(e)
er=e— ———
deJ (e)
where the energy derivative of the Jost function is calculated by taking the energy
derivative of the set (5.68), which is the most straightforward way of doing it.

For the example in Fig.5.21 resonance at k = 40, just below the value of k where
still the bound state prevails, has the energy e = —4.80 — 0.00015:, however for
k=0itis e = —6.73 — 0.047 i. The two resonances have large difference in their
imaginary part, indicating that their decay time is different. Probability density for
the two resonances is shown (5.22), together with

2

2
1+€2k

K@) =1-[e-=V®+

in order to show the source of this difference. The resonances are formed in the well
around the origin but between it and the space where the particles move away from
each other there is a barrier (positive value of K2 (x)) through which the system must
tunnel. The barrier for kK = 40 is much higher than that for k = 0. It should be noted
that for x >> 0 the probability density oscillates, which is an artifact of using the
perturbation technique for calculating resonance energies (the graphs are calculated
for real e) (Fig.5.22).

The energy e could be split into several components, and to show this it is assumed
that A (k) is non-zero around a narrow interval around k; and could be approximated
by a delta function. Energy is defined as

V41 i (X0 — Zx0x)

Ox — Xx0Ox) V-1

e:/dde|F+G+|‘i(z pa

d

— 1 k=0
X 1 e=668 W
: T T T
X 20 4 SRS S
=~ 1 k=40 / \
& 1 e=128 \ X
] . ( j
£ -s—'____-/'lz/ \\é / e
¥ 0] 5

Fig. 5.22 Probability density P (x) for resonances that are formed when k is lower than that in
Fig.5.21. Imaginary part of resonance energies is due to tunneling through the barrier that is formed
in K2 (x)
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and if
1
Ak)=—06(k —kp)
27

then
e= i/dx [T @) Zog () + gt () TO, f 0] (5.74)
+ko / dx [f* @) Zx g () +g" (0 Iy f )]
+/dx V) [fT @ f)+g" @) gW]

4 / W[ f* @@ -g" @ gw]

=er+ ekt eyt ey

In the case of resonances this energy is infinite because solutions f and g are nor
square integrable in which case one calculates it from

e =i[f30g00 + 9L T0: foo |y + ko [£5Zx oo + 95 Zxfc ]y
+ [fngfoo - g:;o goo]N =er+ e+ en

where oo indicates that solutions are calculated for x — oo and N indicates that the
bracket is normalized with respect to P (x — 00).

Energy is a sum of four terms: first is kinetic energy (e ), second is kinetic energy
associated with the motion of the system (ey.), the third is potential energy (e,) and
the last contribution is from the effective mass (e,,). The energy that is equivalent
with the total energy in non-relativistic dynamics is the sum of kinetic and potential
energies, and it is given by e, = e; + e,. Thus in example in Fig.5.20 e,, has the
value ¢,, = —0.176 for k = 0 and ¢,, = —1.96 for k = 100. Both values are what
one would consider “physical”’, meaning that they are negative, within the limits
of the potential well. Interesting case is the example in Fig.5.21 for k = 100 when
ey = —8.96, which is close to the bottom of the potential well and plays the role of
the ground state, which is confirmed by the shape of P(x) in the same figure.

If the two particles are of different charge then one could calculate charge density
in the system, along the lines in Sect. 1.2.3. One starts from the overall density

Px,X)=F"(x,X)F(x,X) +G" (x,X) G (x,X)
and replacing solutions with (5.67), with the amplitude (5.73), one gets

P(,u)y=F @, uw) F ,u)+T7 o, u) T (xp, u)
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where

F (o, u) = ¢%47 e ]?Oﬂmb

and the same for I" (x1, ) except that f is replaced by g. By taking ko = O it is
assumed that the system is in the rest frame. The charge density for particle 1 (its
mass is 1 in the scaled units) is then

p1(x1) = —Q/duP(xl,u)

where the minus sign of the charge Q indicates that it is negative.
Similarly the density could be parametrized as

P u)=F' (o,u)F (o, u) +T7 (o, u) T (x2, 1)

where now
242 +ik

F (o) = 52 £ iy

ﬁ

and the charge density for particle 2 is

p2 (x2) = Q/duP(x2,u)
and so the entire charge density is

p(x) = p1 (x) + p2 (x)

Charge density is not very sensitive on €, the ratio of the mass of particle 1 with
that for particle 2, except when ¢ is nearly one in which case it goes to zero. More
important is dependence of the charge density on the width d;, for a very physical
reason. Larger di, which implies narrower width of the probability density in the
coordinates, means that the system gets into the relativistic regime, and these affects
the masses of particles and implication on the charge density. There is, however,
the limit of taking d; very large, in general there is no meaning for the system if
d; > d~! (the width of the potential well), and the largest to choose di ~ d~!. The
other extreme is dy — 0 and it is the simplest, the charge density is zero because
individual densities are uniformly spread around the space.

In order to demonstrate the effect of confinement on the charge density it is
assumed that ¢ = 1 whilst the size of the potential well is d = 0.001, which is the
size of neutron (approximately) if particle 1 is the electron. The results for the entire
charge densities are shown in Fig.5.23 for two examples of confinements. The left
graph is calculated when the confinement is hundred times larger than the size of the
potential well, and distribution of charges is similar to that in Fig. 1.1 for Hydrogen
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Fig. 5.23 Charge density for
two oppositely charged
particles, lighter particle has
it negative. On the left is
charge density when the
width of confinement is
about 100 times the size of
the potential well. On the
right the system is confined
to the size of the potential
well, approximately the size
of neutron. In both case
system is relativistic
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like atom (for muon as particle 1). However, at extreme confinement, right graph,
when it is of the size of the potential well, the distribution of charge density is
reversed, most of the negative charge is around the centre of interaction.



Chapter 6
Atom in Electromagnetic Field

Abstract When electromagnetic wave interacts with atom both the electrons and
its nucleus are affected. Several effects emerge that have roots in inter dependence
of the electron and the atom as the whole dynamics. Some of the effects are classical
in origin and the others are typical of quantum dynamics.

6.1 General Remarks

Atom is a conglomerate of many electrons and a single nuclei, and its interaction with
the electromagnetic wave affects all of them, in principle. In typical approach many
simplifying assumptions are made, but here this will be avoided as much as possible,
or arguments will be given why they are used. For a free single charged particle in the
electromagnetic wave both classical and quantum analysis were made, however, for
atoms this is not possible. The reason is simple, motion of electrons even without the
electromagnetic interaction is highly unstable in the classical treatment, meaning that
the auto-ionization process occurs almost instantaneously (one electron in collision
with another ejects it free but after that it is more tightly bound). There is a remedy in
classical mechanics to avoid such events, but a complete reformulation of it in terms
of probability densities is required. Application of classical mechanics will be used
only when sufficient simplifications are made within the quantum treatment.

Isolated atom is described by a probability amplitude that includes both the elec-
trons and its nuclei. Roughly speaking, atom as a whole is the same as a free particle,
within which electrons are bound whose motion should be described in the relative
coordinates with respect to its nuclei. The nuclei is normally associated with the
centre of mass of atom, which is a good approximation, and therefore the probability
amplitude could be written as a product

f(ReFiFo o) = f (R) fo o Fac )

© Springer-Verlag Berlin Heidelberg 2016 217
S.D. Bosanac, Electromagnetic Interactions,

Springer Series on Atomic, Optical, and Plasma Physics 94,

DOI 10.1007/978-3-662-52878-5_6



218 6 Atom in Electromagnetic Field

where R is position of the nuclei with respect to some coordinate system (absolute
coordinate system, for short) and 7; is position of the j-th electron with respect to
the nuclei. This factorization is the bases of all analysis of electron structure because
the nuclear degree of freedom is neglected. However, when the nuclear coordinate
is taken into account then the probability amplitude for the electrons takes a more
complicated form because relative to that coordinate electronic states are stationary
but with respect to the absolute ones they are not. The probability amplitude for the
nuclei evolves in time because it is that for a free particle, it spreads, and therefore
probability density for, say, electron 1 it is given by

- N N N o - N\ 12
P (R,, r) _ / ‘fN (R, z) £, (R, “R,Ry—R,..R — R)‘ &R d*Ro...d°R,

where R ; is the absolute position of the j-th electron. This may appear a somewhat
artificial conclusion because the intrinsic properties of atoms do not depend on the
whereabouts of atom as the whole. However, when it comes to interaction with forces
that vary over the spatial distances then it is indeed necessary to work in the absolute
coordinates for the electrons. Namely, variation of the force over the localization
distance of the j-th electron in atom may be small but because localization of the
atom as the whole is much larger, and spreading, then this variation may be large.

Probability density for the electron in Hydrogen atom is analyzed in order to
demonstrate the difference when it is treated in terms of the absolute coordinates
as opposed to the relative. Strictly speaking it should be done in the absolute, and
one starts from the probability amplitude for the entire atom, nuclei (proton) and the
electron. The simplest is to assume Gaussian type probability density of the width d
for the proton and the 1S state for the electron in the relative coordinates. Together
they give probability amplitude for the whole hydrogen atom as

- 2 r
f (R;?) —Neawe 5

However, position of the electron is determined in the absolute coordinates, in the
same coordinate system in which position of the proton is given. If the coordinates for
the electron are R, then in the absolute coordinates the atom probability amplitude is

R2 | Re—R|

f (13 138) =VNe we

The probability density for the electron is now

N2

. PO L PO )
P(Re)=N d°Re @« =N [|d’Re @& ~a
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Fig. 6.1 Probability density
for the electron in the 1S
state of Hydrogen if
delocalization of the atom is
taken into account. For the
atom that is localized to
twice the width of the
electron state the probability
density is shown in left figure
and when its delocalization
is much wider (right figure)

PR,)
PRR,)

and its explicit expression is
P (k)
N d R, d R,\ =k d R,
==+ )erfel =+ =2 )ew — | = - 22
Re|:(2a+d)erc(2a+d)e ‘261 d

where

¢ Re| _
erf ¢ — e
d

d
2

Re
a

erfc(z) =1 —erf(2)

and erf(z) is the error function. Two extreme examples are shown in Fig.6.1, one
when d = 2a (left graph) and the other when d = 10a (right graph). For a very
wide probability density of the nuclei the electron probability density is that of a
Gaussian shape of the width that is comparable to d. On the other hand, for a small
d the probability density for R, < d?/(2a) is a Gaussian shape but otherwise it is
that of the 1 state.

When the probability density evolves in time the only change is in the width of
the Gaussian, when d is replaced by an increasing function in time. This means that
eventually the probability density for the electron acquires the shape of the probability
density for the nuclei, and gets delocalized over the entire space.

6.2 Atom in Electromagnetic Wave

6.2.1 Basic Equation

Equation for an atom in the electromagnetic wave is
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- 2
n? v ie & i R A s
m | ® T he c
n? ie -f n- I_én ?
=5 | Vr = A ~t)| revy
m he c

where R is position of the nuclei of the mass M and the total charge 7, R ; 1s position

of the j-th electron in the absolute coordinates and V is the Coulomb interaction
among electrons and the nuclei. In order to simplify somewhat derivations indexing
of the particles is modified. The nuclei is particle 1 and the electrons are particles 2,
3, ..., N, so that there are N — 1 electrons. The equation is now

- 2

. hz N 1 i€j—> fle

i f =2 > — | Ve + LA )| feve 6D
2 m; he c

j=1

where e¢; = ne for j = 1 but otherwise e; = —e. The coordinates are transformed
into the centre of mass system, but in such a way that the bilinear form

N 1 5
K= Z me [VR/']
j=1""

is again diagonal. The final result of the necessary transformations are given in (D),
and for the case of N — 1 identical particles (electrons) and the mass of the nuclei
(particle 1) being much larger than the mass of the electrons, the expression for K is

1 I —
K=—Ar+—> A,
M R+mj§ !

where now R is position of the centre of mass but it (approximately) coincides with
the position of the nuclei and 7; is position of the j-th electron with respect to the
nuclei, i.e.

Fi=R;— R

The vector potential in (6.1) can be approximated as

(AR, (A7 A-R
A —t)=A + —t
C C C
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with the argument that although over the distance R it may vary considerably, over
the distances r; it is nearly constant. When the square in (6.1) is evaluated then with
this expansion the cross term is

N A 2 A 3 N
T=Z%X(n'ch—t)~VRj%A(n R )Z

§|\

In the centre of mass coordinates the operators in this expression are given in (D),
so that

e | -fA-R (7)) - (AR
T =—— A —t)- V., +—LA — 1) -V,
m 4 c ! c c !

j=1

h2
ihatf:—mARf—zm ZA,I (6.2)

iie <~ ,. -\ - iR n2 o\ &2 = iR
“Fi) A —t)-Vv — 4+ — A —t Vv
+Mc2 — (n r_/) ( c ) Rf+(M+m 2¢2 c fFrvis

where dependence of the vector potential on the coordinate of the nuclei was retained,
to indicate that the probability amplitude for the atom as the whole may have large

spread.
It is assumed that electrons are all bound, and that the eigenfunctions and eigen-

values of equation
2

h n
Eyhy = —o > Ak + Vb

J=1

are known. The probability amplitude f then have expansion

(R r,) ng (R z) hy (7)) e En (6.3)
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which is replaced in (6.2) and a set of equations for g;, (I_é, t) is obtained. If for the
vector potential one writes .
Aw) =a)s

and if the orthonormal property of the eigenfunctions /;, is used, this set is

- h? -
ihd, g, (R, t) = — 5 A, (R, t) (6.4)
ihe s 1 ’ —i —E; o
+ % ; [a(u) r)(LL + Ea (u)q)\u:| e (Eu E; )t/hgu (R, I)

ihe (n) —i(E,—E)t/h 4 5

n2 n 62 2 -
+ 5+ ) 55 (u)g,\(R,t)

where
) = Z/dv h (5-V,,) hy
j=1
" = Z/dv h (A~ V,,) hy,
j=1
G = Z/‘W hy (A7) (8- V2) b
j=1
and -
n-R
u= —1
C

More convenient expression for the matrix elements ™ is obtained by using the

A
relationship for two bound state eigenfunctions

2
(e1 — ) / AFfo = % / AVS

in which case

= (B = £) [V 7)),

= B~ ) [ aV (07 b,
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where the symmetry property of the probability amplitude with respect to interchange
of two electrons was utilized.

6.2.2 First Order Interaction

There are various levels of approximation to the set of equations (6.4), and the leading
one is to neglect all terms of the order ¢~2, when

) - h? - ihe ) —i(E.— R
iho; g;, (R, t) = —mAg,\ (R, t) + %a(u) ;r/\,u e (En EA)’/th (R, t)

(6.5)
which indicates that there is coupling between the motion of the atom and the elec-
trons (degrees of freedom of electrons are contained in the indices A and ). However,
before any further analysis one must specify initial conditions for this set of equa-
tions, for example initially the atom is in one of the eigenstates of electrons, say
the ground state. The probability amplitude for the whole atom should represent its
initial localization, and without much loss of generality the overall initial probability

amplitude is
o (#7) = a0 (R) 1 7)

The simplest to assume is that g (13) is spherically symmetric, but that does not allow
to decompose equations for g; in spherical coordinates, because of the argument in
the vector potential. More appropriate would be cylindrical coordinates, where the

z axes is chosen to lie along the vector 7.
Approximate solution g, is obtained by transforming the equation in the integral
equation form, by using Green function (B.1.1). It is given by

9. (R, t) =90 (R, t) S

. t R N A.” . N
P[P [0 (f- )8 ) B o)

and the first iteration gives correction
gr (I_é, t) =90 (ié’ t) BA.,A.O
+ % r}(jio '/d3Q/0t ds G (ﬁ — Q t —s) a(ﬁ c — x) e_i(E;‘O_E")S/th (13 t)

=0 (R1) 321 RLCW
’ A0 me A0

Qe
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By replacing Green function with its explicit expression, and

90 (13, t) = (2;)3 /d3k B (];) iR R—i Bt

then the correction term / is

_ 3 iRAR—0)—i D (1—s)
I =— h(27‘[)3/ /ds/d/(e 2w
a( Q—S) 1(E,\0 E)s/h/dkB() letZM
c

The simplest assumption is that the electromagnetic interaction is a plane wave

a (M) = dy COS(L{) = % (eiw“ + e—iwu)

but, as argued before, one should take great care not to make conclusions that require
the wave to have begging and end. If one uses expansion of the plane wave into a
sum of two exponential functions, as shown, then the integrals I split into two, each
corresponding to one of them. The integrals in the variables Q then given the delta

function R
3 3 > n_oz
/d 0...=(Q2m) 8(—Kj:w—+k)

c

and in the variable s

‘ ( vh k-i—+ +2 2M —(Ex—Ex )/h$w) 1
/ ds...= . : (6.6)
0 i (2K 5l — (B, — Ey) [hF w)

where it was taken into account that

K=4w—+k

SIS

which follows from the delta function. It is assumed that the frequency w is close to
the value when

1 A hw E)\ —E)L
— | £hk - — - =0 6.7
cM( ”+2c)w R v ©7

which is approximately satisfied for the resonance frequency

E, — E;,

w = 7
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under the assumption that £, > E, . Correction to this value comes from the other
terms in (6.7), but it is small because

1 - hw
— Anm-n+ =
cM( ”+2c)

is the ratio between total momentum of the atom and its Compton momentum. Total
momentum of the atom is a sum of its momentum from the dispersion of momenta in
the initial probability amplitude and the momentum imparted by the electromagnetic
wave. If this term is treated as perturbation then approximate solution of equation
(6.7) is
EA_EAU l_él’Al (E)L_E)un)z
w= D SR (B - By)
h cM 2c*Mh

The first correcting term, which includes k comes from the Doppler effect due to
dispersion of momenta in the initial probability amplitude of the atom. The remaining
term comes from the change in velocity of the atom due to the frequency dependent
momentum transfer onto the atom (the photon effect). Frequency of the wave that
has this value is also called resonance frequency.

For the resonance frequency of the electromagnetic wave the time integral is

t
/ds...:t
0

and so the correction term [ is

~
1
|
| N
=N
~
[N
P
Pt
>
—~
banl)
—
&u
—~
g
Al
+
=~
e
‘%l
Nl-\
=
sl
g &
N
>

= —ﬂt/d%B k= wl) kR
2h c

where the contribution from the frequency term e’ in the plane wave was neglected.
The probability amplitude for the atom is therefore

- - t - AN N
9 (R’ t) =90 (R’ t) O T+ e VS)A /d3k B(k—wl)e*r-i%5
' 2mc 70 c

and increases linearly in time. However, correction to the probability amplitude for
the atom is the same as the unperturbed except that it is moving with the additional

velocity

- wh
Vatom = En (68)
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Linear increase in time is obviously a sign of a very efficient energy transfer
from a ground state into some excited one, and cannot go on indefinitely because
perturbation expansion fails. In such a case alternative analysis that goes beyond
perturbation theory is required. One obvious objection is that for the resonance
frequency it was assumed that it has some fixed value, whilst in fact it varies with k.
More accurate assumption would be that it is solution of equation

w?h

sy (Er = Es) [h=w =0

and it has the value wy. In this case I is

- wo B+ 2 PRV
Pyl [ () )R T
2o kA

and if one defines cylindrical coordinate system, with the z axes defined along the
vector 71, then

wy 2
cM o0 LW (R0 tkn)
] = — dknez([—%ukn)m—zim t
2h2w0
i woh
kat
el kat 1 N T
— /dzch(k,,n+K)e”‘R Yo
n

where k, = k - A, R, = /i - R and the vector ¥ is perpendicular to 7. Formally the
integral in k,, could now be calculated, and to demonstrate its properties it is assumed

that B (12) is a Gaussian

in which case

I icMm _; Ry mg erf( R, ) R, — hwot
=——F—=¢ c e _
2h2w0m ﬁA([) \/_A(l)

where

1 ht
A(t) = d—2+l

where erf (z) is the error function. The remaining integrals in « where omitted because
they represent the unperturbed probability amplitude.
The function 7 (¢) is time dependent, and for short times it is approximately
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Va/T iy
V2h

I(t) ~ —i

which has a linear increase in time, as expected, and it has the initial Gaussian shape.
More general estimate of 1 (¢) is based on using property of the error function erf(z)
that for z < —2 it has the value erf(z) = —1 whilst for z > 2 its value is erf(z) = 1,
and erf (0) = 0. As the time increases one error function remains centred at the origin
and the centre of the other moves with the velocity (6.8). After sufficiently long time
function I has estimate

. R, B
0% ZFaar <
I 2 . R oo . Rt 6.9
N TG RG] (6.9)
0 . Rl
© 20

and one typical example of this limiting case is shown in Fig. 6.2. The shape is result
of the separation of the two centres of the error functions, and the transition time
from the initial Gaussian shape is estimated from the following observation; if in
time ¢ the edge of the transition interval of the first error function is

Re
V2A@)

and this point is on the edge of the interval of the second error function, i.e.

2V2A(t) — By B
V2 1A@®)]

Fig. 6.2 Long time behavior
of the correction to the
probability amplitude for
atom in interaction with a
plane electromagnetic wave.
Initial functional form of the
probability amplitude for the o
atom is Gaussian

0 200 400 600
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then for the times greater than this the function 7 acquires the shape (6.9) or as shown
in Fig. 6.2. From the last equation one obtains

t— 1 16Mc? 1+ 1+ w(z)
T wy  hw 8c2d,f

which gives time when the shape in Fig.6.2 starts forming, before that being the
Gaussian function whose maximum increases in time.

In the limit # — oo the modulus of 7 is constant, in the interval given by (6.9),
and within it

(s) .
Ma()e nr)\,)\o i (”AR)MO —i hwtz)

o (R) = () M T 205

mhwoy \/d,\/7

therefore the correction term to the probability amplitude for the atom is constant,
but large.

Very often the limit # — oo is taken in the beginning of analysis, in the expression
(6.6), where one of the integrals is delta function

! wh - w?h
ds...~8|—k-n+ ———(E,, — E;) /h —
/0 s (CM n 2¢2M ( *o k)/ w)

and based on that very elaborate analysis for transitions between electronic states is
made. In fact this limit is not allowed, because, as it was shown, the perturbation
increases linearly in time and beyond certain value it fails. Various justifications of
this limit, such as formulation of transition probabilities per second (derivative of
perturbation is constant), only confuse the issue, and that is how to handle this limit.
It was shown above how this can be done within the perturbation theory, but there is
another approach by which one solves the problem beyond it.

One important finding of the previous analysis is importance of the resonance
frequencies. Any other frequency perturbs atom but has little effect on it. Therefore
from now on it is a very good approximation to consider only two states from the
set (6.4) or (6.5). In order to simplify notation the two states are labeled as 1 and 2,
where 2 is higher in energy than 1. The plane wave propagates in direction of z axes
and it is polarized along the x axes. The set of two equations that one has to solve is

- ih -
g1 (R, [) = wAgl (R, f) (6.10)

eaopry 2 wz . _ -
= cos(— — wr) e B2 EV/R g, (R, t)
c

me
) (I_é, t) = £A92 (I_é, t)

2M
eaopry wz _i(E— 3
_ LCOS(— —wt) e i(Ey Ez)t/hg1 (R, t)
C

mc
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where it was taken into account that r; , = —r; ;. The frequency is nearly resonante,
and therefore itis expected the dominant component of the plane wave that contributes
to dynamics is'

1

wz
cos(— —wt) = —e
c 2

—i B iwt

in the first equation, whilst the other is dominant in the second equation. The set that
needs to be solved now is

R ih D —i Y iwt =
0: g1 (R,t) = mAgl (R,t)—}—ee c 9 (R,t)
- ih - P -
39 (R,t) = S0 (R,t) _gelEimly, (R,t)
where de-tuning is
o — (E> — Ey)
h
and
__eapr2
T 2me

One defines now new function by
g1 (13 t) = ettty (13 t) R (13 t) =3, (ﬁ t) (6.11)

and equations for them are

iw 2iM w? Mo 2ieM
Ahy — —0.h —oh—|—=+—)h - h, =0
1m0 1+ 5o (462 + 5 ) 1 no
Ay P UM w?> Mo oy 2EM
2 P 5 o 42 3 2 M=
These functions in the Fourier transform are
Iy (ié, r) - /d3k bi(k, 1)el* R 6.12)

ha (ié, t) - /d3k by(k, 1)e'* R

I'This choice is called the rotating wave approximation for the reasons that are somewhat mysterious,
and go back to the early developments of quantum theory. In this text this name is not used for the
sake of clarity of associating name with a substance of theory.



230 6 Atom in Electromagnetic Field

and equations for the coefficients are

ihk*  ihk.w i hw? iw
db; = — — < — )b b 6.13
o (ZM 2Me | 8Me T 2) heh ©.13)

ib i hk? N ik, w N ihw? o , ;
=- - — —¢
172 oM " 2Mc ' 8Mc2 2 )P :

They have exact solution, which is

- Rl Qt hk sin (£ -
bk, t) = e i It |:cos (7) +i ( MZ:) — w) S(22 ):| bi(k, 0)
o w2 one?, sin (2 R
by(k, 1) = —2e ¢ I szt Mlﬁ(k, 0)
where

)

Mc

It was assumed in this solution that at # = 0 the initial conditions are
9 (13, 0) =% / &k by (k, 0)e* R
0 (R0)=0 = b0 =0

or
A | 3p kR 5
bl(k,o)—m/d Re™> QI(R,O)

Time evolution of either g; (13, t) or ¢, (13, t) is very complicated, but numeri-

cally straightforward in particular this is a relatively simple task if initial g; (13, 0)

is a Gaussian. As noted before time evolution of the probability amplitude along
the z axes is then de-coupled from its time evolution along the other axis. Coupling
with the electromagnetic wave is along the z axes and therefore only this degree of
freedom is considered. The assumed Gaussian is (the atom is at rest initially)

2

q1(z,0) = meizﬁ

and b, (k, 0) is (only one coordinate is used, where now k stands for k)

w2

d P2
bi(k,0) = 5237 e~ T (=5)




6.2 Atom in Electromagnetic Wave 231

The coefficient b (k, t) is now

d_ e Q hk o
o e B <)

where
hkw 2
Q=./4¢2 —_—
i (=)

and the solution for g; (z, t) is

o0
a1 (z, 1) =e*'"*‘+’E’/ dk by (k, t)e™*
2
ey %) d% 2
— 617 dk e ikz— l =i =5k
et
2
+

Qt hkw  hw? sin (2)
cos | — + —w
2 2Mc? Q
Qo lae4 hkw+hw2 :
AT ez ©

because the integration variable k was shifted.
Similarly the coefficient b, (k, t) is obtained as

where now

2d hkz (k w)z sin (%)

byk,t) = —¢ m e_’ ! Q
and ¢, (z,t) is
cwz W o0 .
¢ (z,1) = e’T?_’T’/ dk by(k, 1)e'* (6.14)
—o0
- —¢ 2d 6‘ i%t /C><> dk e ikz—i ( 2”) t— %kz sin (%)
73/2 e Q

Information that g, (z, t) gives is too detailed, one is more interested in the overall
probability to find atom in the electronic state 2

Po1) = / dz 162 (2 )P

oo
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If solution (6.14) is replaced in the integral then

2
sin? (%\/482 —+ (7,}’: + % - zv) )

2
2 hkw hw?
4es + (_Mc + M2 o

4de? [
Py =2y [ ke
alz | o

or if one changes the integration variable by writing

hkw hw? hw
—t—— — o = —1u
Mc  2Mc? Mc

then

2 0 5
Py(t) = 46182 / du e =%+Em)
a2 J_ o

Typical features of the probability P,(¢) depend on a number of parameters. Few
typical choices are shown, and the other are gauged against them. In calculations the
parameters M and & where set to unity, whilst w = 15, ¢ = 100 and d = 100. For
de tuning @ = 0 (w is the resonance frequency) two values of ¢ are chosen, and the
corresponding P (¢) are shown in Fig. 6.3. One notices that the probability oscillates
between the two extreme values with the period that depends on this parameter, and
it is approximately given by

T = (6.15)

b/
e
It appears that the oscillations go indefinitely, with the amplitude between O and
1, however, on the longer time scale a different conclusion emerges, as shown in
Fig.6.4 where only the envelopes of the oscillations are shown because individual

Fig. 6.3 Short time 1.0+
dependence of the _ =05
probability for the excited ?i& 051
state in a two level system ’
under the impact of an
electromagnetic wave with 0.0 . . . . ,
the resonance frequency, and 0 2 0 4 & 8 100
two coupling parameters €. 107 e=0.1
The (Rabi) period is given by N ’
(6.15) oe 051

0.0 T T T T 1




6.2 Atom in Electromagnetic Wave 233

Fig. 6.4 Long time 1.0 -
dependence of the
probability for the excited =01
state in a two level system 081
under the impact of an
electromagnetic wave with 0.6 -
the resonance frequency. =
Only the envelope of the o~
oscillations is shown 044
0.2 4
0.0 T T T T 1
0 10000 20000 30000 40000 50000
t
Fig. 6.5 Dumping of 1.0
oscillations for the
probability of the excited = ©=001
state in a two level system, as o 057
a function of de tuning
0.0 T T T T 1
0 10000 20000 30000 40000 50000
1.0+ t
©=-001
o 0.5
0.0 T T T T 1
0 10000 20000 ¢ 30000 40000 50000

ones are not distinguishable. Dumping of the amplitudes occurs, and eventually the
probability P,(¢) acquires a stationary value. The time when this stationary value is
achieved depends greatly on the chosen parameters. However, in the limit ¢ — o0
this time is infinite when the period of oscillations, Rabbi oscillations, is (6.15), and
it is referred to as the Rabbi period.

Dumping is also affected by de tuning @, and two typical examples for ¢ = 0.1
are shown in Fig. 6.5, one for the positive and the other for the negative de tuning
(again only the envelopes of the oscillations are shown). For the positive de tuning
dumping gets negligible whilst for the negative it becomes more efficient.

The meaning of the dumping of the transition probability is that atom eventually
acquires a permanent electric dipole moment. Namely, oscillations of the probability
amplitude between two states occurs primarily between those that have different
symmetry properties, which means that the electric dipole moment oscillates between
zero value (when the electrons are in one of the eigenstates) and some maximal value
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Fig. 6.6 Probability density 34
of atom under the impact of a - .
plane electromagnetic wave Q 24 T=10
in resonance with its two *
levels. Short (upper figure) N 14
and long (lower figure) time a 0
behavior is shown 0 500 1000 1500
8-
B 6 T=5*10"
= 4
T 2]
2000 3000 4000 5000 6000

z

(for example when P, (¢) = 0.5). Eventually due to damping the probability acquires
a constant value somewhere between its two extremes, which also means that the
electric dipole moment of atom has a constant value.

Probability density for the atom, along the z direction, is defined as

P(z,t) = /dVel fff= Z:g;k (ﬁ,t) VR (13, t)
A
=i @D @EH+g @ 1)g 1)

Two typical instants in time are chosen, one when the probability P, (z) is still oscil-
lating (in Fig. 6.4 this corresponds to # = 10000), and the other when this probability
reached a constant value (+ = 50000 in Fig. 6.4). The probability density retains its
Gaussian shape for a long time, but spreads, and eventually it becomes a shape with

two extremes, which are not well separated. Both examples are shown in Fig. 6.6.
Another useful quantity to calculate is velocity of atom, which is defined for the
total probability amplitude (6.3) as

bnd 3 * ih
Vatom = dVey d°R f _MVR S

in 3 5 =\ JiEt/h 5 =\ —iEut/h
- 7ﬁ/dve,d R ;g; (Rot) b (7)) BV ;gu (Rot) by (7y) e
and if the orthonormal property of the electron eigenfunctions are used then

= ih 3 [ p D
Vatom = _M ;/d Rg)L (R, t) ngk (Rs t)



6.2 Atom in Electromagnetic Wave 235

For the example that is analyzed velocity, and only its component in the z direction
is

Vatom =

w5 (1) 0 5. )]

B 4dhe? [ 2 sin? (%Q)

—d?
BT B
2
dh [ e | (s hhw  hw? ?sin? (£Q)
+ i [ dkke [COS 2) "\ e T Q2
w_h_4d82 /DO dk ke_d2k2 Sin2 (%Q)
Mc ml/2 |_ Q2
and from the definition of €2 one obtains
h
Vatom = w_PZ(t) (616)

Mc

This means that the atom acquires velocity that is proportional to the probability of
finding electrons in the state 2 and the frequency dependent momentum from the
electromagnetic wave, photon momentum transfer to the atom. Average value of the
atom velocity is obtained by neglecting oscillating terms in P,(#), which gives

Mc

) 2
2de? /°° e (=545 )
e

Py(t) = =
2(1) =7 482_'_(7/[_,‘,)2“2
c

The integral has analytic solution and the probability is

Mcden'? ,
P2(t) = Te “ [1 —erf (la)] + C.C.
w

where C.C. means the complex conjugate of the previous term, and

dw Mcd 2Mcd
a=—— w — 1 £
2c wh wh

The argument of the error function erf(z) is large and from its asymptotic value

5

erf(z) ~ 1 — e’

1
/7
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the average probability is

2¢?

PZ(t) = ) 2
4e? + (21321,?/1 - w)

For the example in Fig. 6.6 the average P,(t) gives the value &~ 0.5, and so the
motion of the maximum of the probability density P(z, t) is governed by the equation

15
Zatom ~ —0.5t =0.075¢
100

which is a good estimate.

6.2.3 Second Order Interaction

Second order interaction involves terms in the set (6.4) of the order ¢ 2

ihalg;\ (I_é t) = —h—zAg)L (I_é t) + (n_2 + 1) iaz (u) g (I_é t)
' 2M ' M m) 2 '
ihe
mc?

ihe . o
() —i(E.~E)t/h
+7a'(u) Eﬂ e (E—EIR G . Vg, (R, t)

1 CE— -
;a/(u)Q)L,ue (EH Ek)r/hgu (R7 t)
"

Some of the terms have relatively simple explanation, which is based on the analysis
in the previous chapters. Thus the time average of a” (1) is the contribution to the

phase of g, (I_é t) that is interpreted as velocity of atom

y n2+n et
i =\ T ) 3
drift M m)am3°

in which the drift velocity (4.6) is recognized that gets contribution from both the
nuclei and the electrons. The oscillatory part of a* (1) has double the frequency of
the electromagnetic wave so that both the nuclei and the electrons oscillate at this
frequency. It should be noted that Vg, increases as the square of the nuclear charge
whilstit only increases linearly with the number of electrons, an indication that V. ¢
is indeed the drift velocity.

The term

ihe ;
unadr = za,(u)qk,ueil(EﬂiEk)t/h
mc
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is very similar in its structure with that analyzed in the previous section, except that
now it is of order ¢ smaller and that it has also coupling along the propagation of the
electromagnetic wave. The coupling element riAL (dipole interaction) in the previous
section involves only the states that are connected by the polarization direction of
the electromagnetic wave, on the other hand g;, ,, is a product of the dipole terms in
the 2 and § directions, which is a quadrupole interaction. These transitions are ana-
lyzed separately from those coupled by only the dipole interaction because the states
involved may have different eigenenergies. Analyses of V44, however, follows the
same arguments as in the case for the dipole interaction.
The remaining term is
Vlun.r] = %a,(u) r)(nn/i €_i(E“_E7“)t/h s-V

and involves the dipole interaction along propagation of the electromagnetic wave,
the longitudinal interaction. Treating this term in isolation from the others should be
done with some caution. Although the selection rules are different from the dipole
interaction rk(sL the states involved may have equal eigenenergies., the states only
couple different angular momentum states. Nevertheless, this interaction is analyzed
here on its own.

By using the same arguments as in using the set (6.10) the two coupled equations
that need to be solved are

- K2 - ihe . -
indigr (R.1) = —527 80, (R, ) + i3 ) rig e BT g g, (R.1)
2

- v -  he ; -
iho;g> (R, t) = —wAgz (R, t) - ;/[cza’(u) r12 e E2mEI/R g g (R, t)

where polarization is assumed to be along the x axes, and the superscript (n) was
omitted. Again the structure of equations is the same as in the set (6.10), except the

selection rules are different and derivatives of g, (13 , t) are involved. Analysis of

the solutions is the same as for the set (6.10), which means that for a plane wave of
the frequency w the set is transformed into

= lh = Jwz oy =
301 (R, z) = 28 (R, t) _ige Ty o (R, r)

D ih D L i% iw D
092 (R, t) = wAgz (R, t) +ice <7 9, (R, t)

where
ewry 2

£= 2Mc?
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The set is first transformed by defining new functions, as in (6.11), which satisfy
the equations

iw 2iM w? Mo 2eM
Ahy — —0.h+—0h — | —S+— ) h1 — —0hy =0
- 1+ P (4c2+ 5 ) 1 3 2

(w2 Mw) 2eM

Ahyt+ Pan, 1+ EMy
2+ %M iha =\ 12 W

hy 4+ ——9,h; =0
3 2 1

h

The solutions are represented in the Fourier transform as in (6.12), and for the coef-
ficients the set of equations is

Jh ink* ihkw N ihw? PLLCA VRN
V=T oM T aMe M T )T e
ihk* ihkow  ihw? o
diby = — z — — ) by — ek,b
72 (2M+2Mc+8Mc2 2)2 i

This is almost the same as the set (6.13) except that the coupling constant ¢ is
multiplied by k., which means that instead with a single dimension problem one
solves a two dimensional, at least. Detailed analysis of this dynamics is not made.



Chapter 7
Radiation by Charge

Abstract Charge under non uniform motion, more general than uniform accelera-
tion, radiates and the radiation patter carries information about the structure of charge
density. Radiation by created charge, by bound charge, rotating and vibrating mole-
cule is calculated and analyzed. Line shift of atomic spectral lines is derived when
atom is interacting with electromagnetic wave.

7.1 Radiation Zone

Charge in a nonuniform motion generates time dependent electromagnetic field that
could be analyzed in two regions of space. One is far away from the source, the
radiation zone where the outflowing electromagnetic field carries away energy and the
measure of this is Poyting vector (3.3). The other region is where the electromagnetic
field overlaps with the probability density of the charge and it is the source of field
reaction (4.3). Electromagnetic field in the radiation zone is analyzed in this chapter
and how its properties give information about its source.

A point-like classical charge has no meaning because of the uncertainty principle
that should be imposed on dynamics of particles. Therefore, a single charge should be
treated as an extended source of the electromagnetic field, of the sort as charge density
that is discussed in Sect.4.3. The two most important quantities that determine the
field are the charge and the charge current, which in this case are defined as

. - P h
pG=elf G0 . JG 1) = %Im (F*vf) (7.1)

where f is the probability amplitude for the particle of mass m and charge e (for more
details see Sect. 1.2).

Vector and scalar potentials for a time varying charge distribution are derived
from (3.9), and the acceptable retarded solution is derived in Chap. 2, with result for

scalar 1

- PZIJ—;|?_5|
V(r,z)z/d3q( o ) (7.2)

© Springer-Verlag Berlin Heidelberg 2016 239
S.D. Bosanac, Electromagnetic Interactions,

Springer Series on Atomic, Optical, and Plasma Physics 94,

DOI 10.1007/978-3-662-52878-5_7


http://dx.doi.org/10.1007/978-3-662-52878-5_3
http://dx.doi.org/10.1007/978-3-662-52878-5_4
http://dx.doi.org/10.1007/978-3-662-52878-5_4
http://dx.doi.org/10.1007/978-3-662-52878-5_1
http://dx.doi.org/10.1007/978-3-662-52878-5_3
http://dx.doi.org/10.1007/978-3-662-52878-5_2

240 7 Radiation by Charge

and vector

= > 1= -

AG 1 = l/d3qj(q’tf Elr_qD (7.3)
¢ Ir —4ql

potential.

Both results indicate that the potentials at a certain point, and at certain time,
are given by the charge density and the current at some earlier time, also called
retardation time, being result of the finite velocity at which the perturbation in the
field propagates. If the size of the source is small compared to the distance 7 where
the field is observed then one could write

F—qgl~r—7-q (7.4)

and the scalar potential is

- 1 1~ =
- p(q,t—-r+—r-q)
VE D~ [ d £ <
(r, 1) / q -

It is tempting to conclude that because g is small compared to r one could write
expansion

. 1 1, . . 1 1, _.[. 1
p(q,t——r+—r~q)%p(q,t——r)—i——rw]p(q,t——r) (7.5)
c c c c c

and that it is valid in all circumstances. However, this is not the case, which is shown
by noting that the probability density for charge is determined roughly by the phase
space density I' (?, v, t) as the integral (for simplicity velocity variable is used
instead of the momentum variable)

p(?,t):/d%f‘(?,_v),t)

If at some initial instant the phase space density is 'y (7, _v>) then after a short time

interval, within which the particle is assumed to move freely, it is given by

O — _U>A~—>
1“(61, v,—r~q)=1“o(q - v)

o

where for simplicity it was assumed that r = %r. Expansion in the powers of ¢! is
now
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where Liouville equation was used in the last step. The probability (charge) density
is now

%

v)

- ]‘/\ - - Ao -
p(q,;r-q)%p(q,O)—r-qTqu(q,O)

where in the phase space (_v>) is the average velocity of the particle. Expansion
(7.5) is, therefore, accurate under more stringent conditions then suggested in the
derivation (7.5), and in fact the condition (T))) <« ¢ should be more appropriate.

By assuming that expansion (7.5) is accurate the scalar potential is

- 1 1 N 1
V(r,t)%;—i—; dqr-j q,t—;r

where the continuity equation

for the charge density and the current was used. Similarly the vector potential is
obtained

—— 1 5 == 1 1 N 1
A(r,t):; d’qj q,t—;r - = d’qr-qdj q,t—;r

and the second term can be neglected because it is of the order ¢ 2.
The electric component of the field is

> 1 - 7 -f. 1 1 -f. 1
E:—VV—fBZA%%/d%]ﬂd;j(q,t—fr)—T/dsqd;j(q,t—fr)
¢ c?r c c*r ¢

1. . 3 ~-(. 1
=5 I Xx|rx dqdijl\g, t ——r
c°r c

- - 1. s == 1
H=VxA~x—-——rx [dqd jlq,t—-r
c

ctr

where only the dominant power of r was retained, which is 7~!. The Poyting vector
from these components is

. 1T . of-  1\T
P—EEXH—mr[rx/dqd,]<q,t—;r)] (76)

which shows that the energy flows in the radial direction, out of the surface sur-
rounding the charge. Another finding is that the electric and magnetic components
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are perpendicular to each other, which is characteristic of the electromagnetic wave.
Total power outflow is the integral over the surface that surrounds the charge is

- 2 - /. 1\7*
W=/dQ?.P=332|:/d3qd,j(q,t——r):| (1.7)
cr Cc

Previous derivation should be taken with some caution. In the expansion of the
scalar and vector potentials one encounters the integral

- 3 = f- 1
Vv = [ d7q] q,t—zr

which has the meaning of the average velocity of the charge. It could be replaced
by its classical result (in most cases, especially for unbound charges), in particular
if the charge is acted upon by a constant force F' then

>

F

Ugp = — ¢
where m is mass of the charge. Scalar potential is in this case

= 1 1 Iy, -
Ve~ -+—\t—-r)7r-F

romcr c
1 t . - 1 . -
=—+—r'F——2r-F

roomcr mc

and likewise the vector potential
S . tr - 1 -
A(r,t)= —F - —F
mcr mc

In the calculation of the electric and magnetic components one neglects contributions
of the order 2 or higher, in which case

. 1 . -
e ()

mc?

S s

and
H~V x LIT" =0
mcr
because magnetic component decays more rapidly with the distance then r~!. There-
fore a uniformly accelerating charge does not radiate, a surprising result in view of
the intuitive belief that in these circumstances radiation is produced.
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Analysis of W is the subject of spectroscopy, in particular connection between
the structure of a cluster of charges, epitomized in their current, and the dominant
frequencies at which the system radiates. The subject is well studied [21-23] because
this is almost the only information that one gets about the structure of atoms and
molecules. This aspect of radiation by charges is not discussed in details here, but
few additional remarks are necessary for later analysis.

Poyting vector (7.6) gives very detailed information about the radiation intensity
from non uniformly moving charges, because it is a function of time, and this is very
difficult to measure. It also gives limited information because in its derivation it was
assumed that over the range of the charge density the electromagnetic wave travels at
infinite speed. The finite speed is taken into account by deriving the radiation intensity
without expansion into the powers in ¢!, and as the result various correlation effects
within the charge density are described. Correction that takes into account retardation
effect within charge density is done by replacing the current in (7.6) with

Eya r <[ - r ;l;/
J(V,t——)—)] r,t— -+
c c c

In addition to this modification one also replaces normalization of the power per unit
surface area, the Poyting vector (7.6), with power per unit solid angle

P 1 Prixoil7 r—n-7\7? .
dQ  4xc3 EaRCA U c > =

As it was argued, information contained in (7.8) is too detailed, and it is replaced by
integrating radiation power over the whole radiation time thus giving the total energy
emitted in a given solid angle

N s

(7.8)

W—/wwﬂ) (7.9)
T dS2 '

where the limits of integration should be carefully examined. Formally they extend
over the infinite time interval, but in fact the power P(¢) is non-zero over a finite time
interval.

Having that in mind one defines Fourier transform of the current

R 1 3, —ikF it
](r’t)ZW d’k e dw],;‘we =

= 1 3. ikF Z - —iwt
Jiw = —(27r)1/2 /d re /dtj(r, t)e

when the integral over the current, that enters the radiation intensity (7.8), is

~ = f - r—ﬁ~7” i N = iw(t—=
/d3r’n X Oy (r/,t— : ): (ZW)I/znx/dw Wi e (=5
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and when replaced in the expression for emitted energy W one gets

1 ANEIRY
W = 4ﬂc3/dww (n X]z’w)

where

is the wave number of radiation. Instead of the unit vector 72 one now defines W as
a function of the polarization vector a of the emitted radiation, whose property is
k - a = 0. This is achieved by replacing

- - NG
(n xj,-{,w) . (n xj,;yw) — (a -j,;’w) s

which differs from the original expression in the factor cos?(A), where A is the

angle between a and the unit vector in direction of the perpendicular component of

the current j Ji., Withrespect to k. The radiation intensity gives now information about

the polarization of the emitted radiation, besides its frequency dependence.
Spectrum is defined as emitted energy per unit frequency interval

W(w) = (7.10)

where

-

K@Ew)z/ﬁﬂv oG, (F) =VF_/ﬁt/d%Aut)]at) (7.11)

is radiation amplitude, and )

A =g ekriwt (7.12)
is the vector potential of emitted electromagnetic wave. The current is in general
given by

B he % * 62 It - 2
JOO) = S ([ = [Vf) = —Aulf . D) (7.13)
m mc

where A in 18 vector potential of external electromagnetic field that determines dynam-
ics of a charge. f (¥, 1) is probability amplitude for the charge, which in momentum
space is

f(;t7 t) — /d3p deg([_ﬁ, e) eif)-?—i et
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and the current is

he

- =
HE —/d3p de d’p' de'g (p, e) g* (/. &) ¢! PP) 7= (et (p—+p - LA )
m

D) Ein

It contains two terms, without and with the external field, and the radiation amplitude
for the former is

- 1 - o
1Y@, k,w) = —/dt /d%& j(F, 1) R

= (27r)7/22h—:12z -/d3pdeg* ([3+7<,e+w)g(ﬁ,e) (213+7<)

Contribution from the external field field Zin in radiation amplitude simplifies for a
plane wave

;\in = ;\om cos (7% - wmf)
when it is parametrized as
1@, k, w) =1P% @, k, w) + 197 @, k, w)
where

19%@, &, w)
=—0mn'"? Ze—njc& - Agin / d*p de g* (il;in +P+k, fwp+e+ w) g, e)

Radiation amplitude is essentially an overlap integral between two momentum
space probability amplitudes. One, g (9, ), is the original amplitude, before the inter-
action takes place, and the other, g* (]3 + l;, e+ w) or g* (:I:l;in +p+ l;, Tw;,+
e+ w), is the amplitude after the interaction. Both final state amplitudes indicate
that momentum distribution of the charge changed by a discrete amount. In the ampli-
tude without the external field the change is by the wave number of the radiated field
whilst when the external field is included then there is additional change due to its
wave number. If it is assumed that momentum probability amplitude has maximum
for p = 0 then g* (13 + 12 e+ w) means that the charge recoiled as if the wave num-
ber of the radiated field is associated with a momentum or as if a particle is emitted
of momentum k rather than being the field. By the same token, the wave number of
the external field could be treated in the same wave, it changes momentum of the
charge.
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7.2 Radiation by Created Charge

When a charge is created, or a charge changes its motions almost instantly, radiation is
produced. Although the problem appears well defined, but it is not so if the retardation
effect is strictly taken into account. The problem is that one does not have information
about the charge prior to that instant. However, in specific situations this problem
could be solved, and one is creation of a charge when it is initially confined to a small
volume. By small it is meant that due to the uncertainty relation charge moves in
confinement with relativistic velocity in which case its dynamics is relativistic, and
its radiation should be treated accordingly. If Ar measures the width of this confining
volume then in'

h
Ar Av = —
Tm

one replaces Av with the velocity of light and gets an estimate of its size. If Ar
is smaller than the tenth of the Compton wave length of a charge then relativistic
dynamics is required to describe its radiation when it is freed from the confinement.
For Hydrogen atom Ar is of the order of the Bohr radius 2/ (2wrmca), where « is fine
structure constant, and dynamics is not relativistic. However, relativistic effects for
the lowest energy electron in Uranium atom would be appreciable. If the electron is
confined to a nucleus, whose typical radius is roughly one hundredth of the electron
Compton wavelength, it is required to use relativistic theory. Treatment here shall be
relativistic, from Dirac equation.
The set of relativistic equations is

ih - h ih - h
LOF=5 VG +mcF, —8,G=5-—-VF—meG  (1.14)
c i c i

where § = S,% + S,y + S,z are spin matrices. Solution is

(o)

and for a free charge solution the two components are

2 2
F = e+mc e—iel/h+lf7-;/hF0’ G = e+mc e—i€t+iﬁ-;GO (715)
2e 2e

where

"Warning! The uncertainty relationship is non relativistic and so the estimate is used only as a crude
guidance.



7.2 Radiation by Created Charge 247

Solution is normalized as
1=F"F+G'G

provided Fj Fy = 1.

There are three initial conditions that determine dynamics of a charge: probability
density, probability current and orientation of spin. One starts by parameterizing F
as

in which case
F{SFy=7

is the unit vector that points in direction of the spin. The three initial conditions for

1) could now be fitted by parametrization (units in which m = ¢ = h = 1 are used,
for details see Appendix A)

eo+1 Fy n
_ | o 7.16
Yo e (egi-lS o e’dF())fO(r) (7.16)

when the probability density is

Po=F'F+ GG = [fy(P|?

the probability current

T o=F*SG + G*SF = fy(P)? (@ cos 8+ o x 22 sin ﬁ)
€0 €0

and spin . .
To=F*SG+G*SF = fy(HI* 5

The phase (3 is determined from the initial condition for the current.
By defining initial conditions one formulates solution v in the form

,(/) — /d3p [A(+) @)W(+)e—iel+iﬁ-? + A(—) (I—J') W(—)ei€t+if)~7] (717)

where

F
W& :( . ) (7.18)
=S P Fo
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The unknown amplitudes A% (p) in (7.17) are obtained from the initial amplitude
(7.16) by setting ¢ = 0, in which case

AD (5) eo+lexl - el GFo—iF-Tx50) ) h )
= “po—Iip-SX
2e0 2e ld+ee)+1 po P po

where

1

O 3 =\ —ipT
h(p) = @ /d rfo(rye="". (7.19)

and (W(J“))Jr W) = 0 was used.

Solution is ]
— ([ et — i) Fo)h Gy B
= —i > . e
p _islr;els_l_iFo

and the charge density is
P=P,+P;

where
2 =22
Po=IfF+[7]|

and

with the definitions

f=@mn 2 / &p (cos o —iSm e’) h(p) e’ (7.20)

inet . --
7 = @0y / Pp () e
e

The index r indicates that this is radial part and s the spin part of the probability
density. In the same way one obtains the current

— - . =
7 = —2Re [f*(j FiFx ,)]

There are two limits of interest. One is the non relativistic limit, which is when
fo(7) is very broad whilst / (p) is narrow and all p of significance are small compared
to the rest mass of the charge (here this is m = 1). In this limit
»

~ 1 —
e +2
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and
fr=@m e [ dpn e

= m) en/d3ph(l3) ePTEI

— 1 1

jnr:ZV nr__Zvﬁlr
where the superscript — indicates that sign of energy e is negative. The probability
density is

P=P,+ |V [ +IV il —2Re [ (VA7) V] + Py (7.21)

and the probability current

- =
=J

ar — %?x V o> =Tm [f (=55 % V7 + V)]

The index nr indicates the quantities that have usual expression in the non relativistic
theory. The corrections are of two kind, one is due to the spin, index s, but the other
is the effect that needs little more attention. In the expression for the probability
amplitude (7.17) there are two components differing in the sign of energy e. This
fact is the source of many discussions, involving the concept of particle and anti
particle, but in fact it has a very similar interpretation as the “negative frequency”
solution for electromagnetic waves, as discussed in Chap. 2. Negative energy is not
specific to only (relativistic) quantum theory but it is also important in classical
relativistic dynamics, as discussed in [9, Sect. 8.3], where it must be introduced in
order to resolve inconsistencies that appear if only positive energies are considered.
Based on this finding negative energies do not have any deeper physical meaning,
they are purely of mathematical significance specific to relativistic theory. They
are needed for a proper mathematical formulation of the theory. Negative energy
components in the solution have impact on the charge and current densities and one
expects their effect on the radiation intensity, in this example, of a free charge. In the
charge (probability) density the effect of the negative energy is in the interference
termin (7.21), but an estimate shows that its contribution is of the order (v/ c)2, where
v is typical velocity of the charge and c is the speed of light. However, in the non
relativistic dynamics radiation intensity is determined by the probability (charge)
current (7.8), and if the spin contribution is neglected then

7 = (27r)73/d3q W (q) e a7

v ( / dphp) Pt " / d’p h (p) eif"?+£1)2f)


http://dx.doi.org/10.1007/978-3-662-52878-5_2

250 7 Radiation by Charge

imaginary part of the right side being assumed. The second part contains the oscil-
latory term ¢"", which oscillates at the frequency that is equivalent to the energy of
the two rest mass of the charge. This term is direct consequence of the interference
between positive and negative energy contributions in the probability amplitude.
However, the first and the second term are of the same order and the question is
if the rapid oscillations of radiation could be observed? In order to verify this one

—
calculates transform J j of the current

1 -2
T, = / &r / dit T (1) e*

ke T 2mt

but here one encounters a problem. The integral in time variable runs from far past
to far future, but the solution is determined in the far future by the initial condition
at t+ = 0. Nothing is known about its past, but if formally the time is reversed at
t = 0 then the solution evolves in the same way as in the future, and this is not very
realistic. One assumption is that in the past the probability amplitude is zero, hence
the solution describes creation of a charge. The time integral then runs from ¢t = 0

. -
to infinity, and J i ls
T, =imn™ / dr (/2 + f)) e,
(/d%ﬁh@nﬁﬂﬂ*%—éﬁ/d%ﬁh@n%ﬂ&www)

and the integral has the form as in (C.3). In this discussion only the estimate is required
(more detailed analysis shall be in a separate section) and only the contribution from
delta function is considered (equivalent to assuming that the probability amplitude
evolves into the past as it does into the future). One then obtains for the spectrum

(7.10)?
2 )

w A 2
W) = [A-F

where it was taken into account that & is parallel to 7 and % (p) depends only on the
modulus p. The scalar product is then

2—w

L= 1 N 5
”'J;z,WN;/dpph(p)h(2w+p)+ — /dpph(p)h(Zw—p —4)

The first term is ordinary contribution that result from spreading of the non relativistic
probability amplitude, and originates from only the positive energy component. As
h (p) is negligible outside a narrow interval around p = 0 this contribution in the

2polarization vector @ is perpendicular to the vector k in which case radiation intensity is zero,
and therefore the original expression with the vector 7 is used.
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spectrum decays rapidly when w is larger than its width. On the other hand, the second
term results from interference of positive and negative energy components, but for
the same reason, it is negligible for all w that are smaller than 2. In the standard units
this means that the spectrum is non negligible in a very narrow frequency interval,
which is determined by the width of / (p), around w ~ 2m_hcz This line, if observed, is
an indication of the presence of negative energy component in dynamics of a charge.

When considering relativistic dynamics one distinguishes two general cases. One
is when a charge has relativistic velocity and the other when its probability amplitude
is very narrow. For a relativistic charge one should also include the possibility that
the probability amplitude is also very narrow but the modulus of momentum py, that
is associated with the motion of a charge, is also much larger than the width of & (p),
which in this case is also very large. The functions (7.20) are then

sin (et)
a p——
e

f~ (27r)_3/2/d3pcos (et) h (p — po) P 7 = Qm) 3/ V/ h (P — po) &P

and by decomposing the momentum p into the parallel p; and orthogonal p; com-
ponents with respect to py one gets for f

f = (27.‘-)—3/2 / de del cos (et) h (pH7 ?L) eiPu’u+i7r7L+iponfu

where

2 1 p2
ez\/(P0+P\\) +P2L+1%Po+(1 —F)PMJF—l
0

The integral is now

- _ ‘
f~Qr)3? elm; —lm /dpu elpur”_l(l_ﬁ)l)”t

2
LD
Lt

—
/dzplh (. Po)e” "+

from where it follows that along the space coordinate that is parallel to py the prob-
ability amplitude translates with velocity

m2c?
v=c|l-— 5
2p;,

without changing shape, whilst along the orthogonal component it spreads as a non-
relativistic charge but of the mass pg/c. As this is much larger mass then the rest mass
of the charge then the orthogonal spread is very slow. In other words, the probability
amplitude for a charge moving at relativistic velocity is practically non spreading.

Similar analysis for j shows that it represents a current-like non spreading vector
function for a charge traveling at nearly a speed of light. For such a charge radiation
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field is that of a classical charge density that does not spread (stationary probability
density), a point-like classical charge when the density is narrow.

The other relativistic example is a very narrow probability amplitude but py is
small, for simplicity one puts po = 0. In this case ¢ ~ p and for a spherically
symmetric & (p) one gets

—

2y~ 1/2
Fr %/dpph(p) sin[p(r—n] . (7.22)
j o~ —(27r)_1/2;/dpph(p)sin[p(r—t)]

where it was assumed that r is large. This means that the initial shape is translated
in time, at the speed of light (in fact nearly because higher order corrections in e are
not taken into account). More detailed analysis of the functions f and j is made by

using the stationary phase method (C.3) because 4 (p) in (7.22) is broad, therefore a
slowly varying function of p. Stationary point of the oscillatory function is

r

DPst = t2 — 2

in which case the integral is

[P — ( _ ) sin (\/t2 “ 2y 7r/4) (7.23)
t

(t2 _ r2)5/4 — 2

Figure 7.1 shows two typical examples of the modulus squared of f , when A(p) is a
Gaussian with large width, both from the exact expression (7.20) (broken line) and
approximate (7.23) (solid line), for two time instances, one for = 200 (upper graph)
and t = 2000 (lower graph). The two results for f are nearly identical.

Fig. 7.1 Examples of the
modulus squared of f.
Exact expression (7.20)

(broken line) and = 14

approximate (7.23)

(solid line), for two time 0 . :
instances, one for t = 200 19 r 198
(upper graph) and t = 2000

(lower graph) 0.002-

f?

0.001 M[WW‘L
0.000-

T 1
1990 1995 2000
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Similarly one calculates 7), in which case one gets for the probability density

4
P = —(t2 ! 2)7/2 sin’ ( 2—r2+ 7r/4) h? (ﬁ) (7.24)
—r vV -

o t* 2 r
2(2—r2)" =

and the probability current

7 L p r s _5x7F 725
~ (t2—r2)5/2 2 _ 2 (tz_rz)l/gr—SXr (7.25)

where the oscillatory part was averaged over the oscillations and r was assumed
large. Both functions are in a form of a pulse, being zero for ¢ < r, of the width

m2c?
rect|l — ——
(1-5+)

where A is the width of i(p). Based on this estimate one makes further approximation
t 4+ r &~ 2t in which case

2

oLV hz( Jr )
TR a—n” \Vayi—r

where 1 = t/r. Similarly one obtains approximation for the current.

Radiation field is now calculated from the charge and current densities, thus the
scalar potential is (7.2) but its explicit form from (7.24) is difficult to obtain. However,
it could be shown that its general parametrization is (for a spherically symmetric i (p))

1 t
Vi, t)= —U(—)@(r—r)
r r
where © (u) is the step function. Similarly one obtains for the vector potential

- 1[ (r)A (t)A A}
A=—-|A|-)T-A |- )sx7|O®O@—-7r)
r r r

which has two components, the radial A, and spin A;. From the potentials one cal-
culates the components of the electromagnetic field, the electric

1
F=—VV-0A~- |:U (5)?_/4, (5) FrA, (5) ?x?]é(t—r)
r r r r
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and magnetic

— - 1
H=VxA~-AM5t—r)TFx(FxP
r

where it was assumed that ¢ is large. The Poyting vector is then

—> 1—» -
=—ExH
4
1 o~ ~ e
=W[As(l)[U(l)—A,(l)]rxs—Af(l) (1—(5-PD)7F] 6>t —r)

which displays essential singularity because the total energy transmitted by radia-
tion (7.9) is infinite due to the delta function squared. However, it should be noted
that the delta function is an approximation, and in reality the front of the pulse is
steep but not a step function, hence the field is of the delta function character. One
thing, nevertheless, is correct, the intensity of the radiation power decreases as 2,
characteristic feature of the radiation field that extends to infinity.

On encounter with a charge radiation field changes its momentum, due to the delta
function (the same is correct if delta function is replaced by a more realistic one),
in accordance with the theory that is described in Chap.4. Another feature of the

radiation field should also be mentioned, angular momentum that is carried by it. Its

general definition is
E) = / dr 7 x 7’)

from where one gets

— 2 —
§>:As(1)[U(1) Ar(l)]/d3r o= (t N+

4 r

which is large (but not infinite) and points in direction of the spin of the charge.
One could argue that the electromagnetic radiation, in this example, carries angular
momentum that of the spin of the charge.

7.3 Radiation by a Bound Charge

7.3.1 Hydrogen Atom

The simplest radiation system of a bound charge is Hydrogen atom, which is in a
mixture of states the origin of which is not discussed. Time evolution of this system
is governed by equation
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h? 1
ihOF (7 ), 7 ost) = (——A,, — A+ V) F(7 ) 7o)

in which the term that includes loss of energy (field reaction) is not included. Radi-

ation field is a combination of that produced by proton and the electron and it is
calculated from the probability

P:q/d3re |F(—r>p,—r>e,t);2_q/d3rp IF (7 7 et)
and current density

1 2
T = (/ &r, F*V,,F) I (/ &, F*VeF)
my, m,

where ¢ is charge of proton. The probability amplitude is very well approximated as
a product

- - — — mp7p+me7e
F(rp, re,t)zf(rg— rp,t)g(—,t)

m, + m,

where f describes dynamics of the electron with respect to proton and g describes
the atom as the whole in the centre of mass coordinates. Time evolution of the two

functions is -
f(7.1)= Zanf” (7) P
n

where f, (7) are eigenstates of the atom (continuum states are excluded), and

1 — 3 .2k
g(?,[) = B )3/d3pG(?) ezp-R—ﬂsz
™

where M = m,, + m, is mass of Hydrogen atom.
Radiation field is obtained from the scalar and vector potentials, and the spectrum
of radiation from (7.10). Scalar potential is
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and by changing integration variables

2 2
e (= T =7 o (7o + i = T = 70)|
A 7=
2
¢ [ = 17 =T o (Pt T = 2|7 -7
1) areat =7

1

ey~ —> P ALy~ —
/d3uﬁ1 (_u)) il (_u)) (e_l"'ﬁmﬂ T ”)

q w jazen 3 eiT M — 1 —~ « [ — 1 ~
V = ; Zanale h d’q TY])G q + EAl’nl" G q — EALnI"
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In the simplest case when only one state is present the scalar potential is zero, as
it should because Hydrogen atom is neutral. When two states are present then the
potential gets contribution from the mixed terms of indices, for an insight into its
structure one makes approximation that does not affect the essence of it but enables
detailed calculation. The obvious approximation is to assume that M is large and m,
is small. In this approximation the potential is

L ep—e] . —
‘(ez—e1)l 3 exr e 4
q ayaze’ N By
== +
v r Re — L e—e N o (7 _ e=el ) 3 - FM* — -2 F
G (T + %e7) G* (T — ed) [ dufo (W) 7 (7) (1 - 7 57T
(7.26)

where some terms that contain M were retained because they are essential for analysis.
If for the momentum probability amplitude G (?) is taken Gaussian

6(F) = ione
pP)=——=5€ 7
I

then the integral in the momentum variable is

. 2 (er—e 2 2 e 2
/d3q....= (1 T (e2 —en)) - -msy
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where the width §, of the probability density in the coordinates is used rather than the
width §, in the momentum space, they are related by 6, = 1/6,,. This integral gives
the overall effective charge density for Hydrogen atom as seen from large distance,
and it is time dependent, decaying at a slow rate.

The other integral is in the relative coordinates between proton and the electron,
and it is in general independent of the parity of the eigenfunctions for Hydrogen
atom, however, its magnitude depends on the parity. Thus for example if the mixture
is 1§ and 2§ states then

/ 7 16384+/2a2
u.. =———"7
81 (16 + a?)’
where « is fine structure constant. Together the two contributions give small deviation
from the neutral Hydrogen atom, which is also oscillating.
More interesting is calculation of the spectrum of the emitted radiation by Hydro-
gen atom, and for that one needs to calculate the probability current. The spectrum (or

more appropriately, spectrum amplitude) is essentially given by the Fourier transform
of the integral in (7.8)

— iwt 37 (= _r_ﬁ'?/
I(w)= [ dte arJ \r,t— ————
c

where the current is given by

2 w?
7o ( / &r F*VPF) I ( / &r, F*VeF) (127)
m,, me

and the coordinates 7 are either for proton or the electron. The contribution of the
individual currents is of similar form as (7.26) thus for proton is

/d3r7 (? t—r_—M) (7.28)
p 14 P c .
= 1A = P
~Im Y’ atane™ T /d3p G (P +3007) G*_(>p ~ 5 Au) GTTT T
hT
Ln 1 - C’;Wp
where

i(7+ 380 my o, ety
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(7.29)
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For the electron one modifies j into

- gk i(7 +1A,7)m ity
7= et oy )« (TR

Spectrum amplitude is therefore proportional to the Fourier integral of (7.28)

I(w)~6(w:|: el;e,, hA;’,,?.?) . Mclel—e,,\é(,r\._p)7%iMc(el—en))

+
M h2w? Rw

from where one also obtains that the frequency of radiation is

o (e; — en)
(1)

which is Doppler shifted, due to dispersion of momenta in the probability density,
familiar resonance frequency for transition between two discrete states. The integral
over the momenta in (7.28) is now evaluated exactly and for the Gaussian momentum
distribution it is given by

1 M2\ ej—en \2
/d3p ~ i% e_ @) I:w2+(%) (I:FIFLT) :|

Properties of the spectrum depend on interplay of three parameters, one is the fre-
quency wy, that is associated with energy of the rest mass of the system (essentially
that of proton) and the frequency w;, that is associated with the energy difference
between the states [ and n. The third parameter is the width of the distribution of
momenta J,. It could be assumed that §, is small (spectroscopic study of Hydrogen
atom is in the environment where it is delocalized in relatively large space), wy, is
large and wy , is small relative to it. In this case the spectrum consist of two lines at
w = £ w; , when M is infinite, but only the one with the positive sign (if e, — e, > 0)
gives contribution in the spectrum. For a finite value of M, but large, perturbation
theory gives corrected position of the line

e — e, (e — en)?
w = 1—
h 4¢c4M?

and the spectroscopic width of the line is Aw = 24)c¢.

|€[ - en| 5[7
Mc

Aw =

—
The integral j is in the relative separation between proton and the electron,
and in general determines the amplitude of the spectrum whilst the integral (7.28)
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determines its structure as a function of w. The first term in (7.29) is well known
from analysis of transition probabilities, and involves momentum operator. Deviation
from the standard form is in the additional exponential factor that contains the phase
that indicates “photon” transfer of momentum to the proton (in the integral 7 for the
electron the momentum transfer is to the electron). The momentum of the “photon”,
when M is large, is hA;, ~ “%=“-and its direction where is emitted is 7. This
factor indicates that when atom emits radiation then both proton and the electron
are affected in the form of a recoil as if a “particle” (a “photon”) is emitted. As
a consequence the transition probabilities are corg:cted by this effect, thus for the

transition 1,—2=1y = 2(;=1./=0) the first term in j is

- 4820° M* (3a2M2 + 4m]%17%72)/r\
(902M? + 4m[2,77%!2)3

where m,, is replaced by m, when 7 is calculated for the electron and

wl’gh

n= mgcg NO(az)

Impact of the “photon” emission has greater consequence on the “forbidden”
transition 1(,,22’[:0) — z(n:I,Z:O)’ when

7 ;L 32\/§ia4M3mpT]1,2 (3a2M2 + 4’"57712,2)?
- 3
(902012 + 4m2np? ,)

which is not zero, but it is smaller by a factor « relative to the “allowed” transition.
However, the main consequence is that there are always “spontaneous” transitions
from any excited states. The cause of instability of excited states is that the radiating
system “jiggles” around the centre of mass which does not coincide with the nuclei.
This is shown by taking the limit m, — 0o when the “forbidden” transition intensity
of radiation, when calculated from (7.27), is indeed zero.

The second term in 7) results from the motion of atom as the whole, and it is in
the form of a product of momentum of atom and a function that is entirely a function
of the internal coordinates of the atom. In the simplest case when [ = n this part of 7
is not zero, in contrast with the first term, and represents, together with the integral
in the momentum, the current for the proton. When / # n momentum of the atom
7 is modified by the momentum of the emitted radiation, thus indicating that it has
an effect on the motion of atom. As an illustration contribution is calculated in 7
for the same transitions as in the examples before. Thus for 1,—2 ;=1) = 2(:=1./=0)
it is given by

o (7 + SA0.7) my 3843205 M3myn, 5
(my +me)  (9a2M2 + 4’”,2,7712,2)3
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whilst for l(n:ll:()) — 2(,1:],1:())

P
(mp + me) (9a2M2 + 4m§7ﬁ'2)3

- (? + %AL,,?) my, 256\/§Q4M4m277%2
7=

Relativistic corrections are essential when analyzing fine details of radiated elec-
tromagnetic field from Hydrogen atom. Unfortunately one encounters a problem of
fundamental nature, because strictly speaking one must take into account relativistic
dynamics of both proton and the electron. In general, relativistic two body problem is
not a solved problem (for details see discussion in Sect.5.4.2) and it is not discussed
here.

7.3.2 Radiation by Rotating Molecule

Molecules are structures that are defined by positions of nuclei of atoms, and the
excess or lack of the electron charge density that surrounds them makes atoms slightly
negatively or positively charged. Motion of nuclei, their vibrations around the equi-
librium points or rotation around their centre of mass, causes this charge density to
be time dependent resulting in electromagnetic radiation. Problem of radiation by
this conglomerate of charges is solved by assuming a model for dynamics of such a
system. At the extreme is the rigid rotor model, where the nuclei do not change their
relative positions, but it is relaxed by allowing the nuclei to move around their equi-
librium positions (semirigid model), in a harmonic potential. In both cases dynamics
is solved for the eigenstates of the system and their set determines which lines in the
spectrum are in principle observed. However, what is missing is information about
charge density in molecule whose dynamics alone determines which lines shall in
fact be observed, from the set of all possible.

Both classical and quantum dynamics is for a single, point-like, particle, and the
concept such as the rigid rotor model is derivable by a suitable approximations in the
many particle dynamics. In order to derive suitable model for analysis of radiation by
amolecule one starts by defining suitable coordinates. Positions of the nuclei, if there
are N of them, are given by 7, (notation is that of Sect.D.2), and their equilibrium
positions are 7,9, which are either fixed or time dependent. Position of the centre of
mass of the nuclei is always fixed (translation of molecule is not considered) and the
origin of the coordinate system in which dynamics is described is centred there.

Radiation is emitted by charge density, which is distributed mainly on the surface
of molecule but concentrated on individual atoms. As an approximation one defines
charge for each of the atoms that represents charge density on it, and calculating this
charge is described in Sect. 1.2.2. Therefore the main problem is to find dynamics of
these charges as a function of internal coordinates of atoms in molecule, rotation of
the equilibrium points r,o and separation ¢,, of nuclei from them.
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General treatment of radiation by molecule starts from Schroedinger equation
for the motion of nuclei in a potential that binds them together. In matrix form this
equation is

2
- %M‘l Af + Vf =Ef (7.30)

where M is diagonal matrix for the masses of atoms and A is also diagonal matrix.
Eigenvalues of this equation give possible spectral lines that could in principle be
observed when the molecule radiates. However, this analysis is very crude, because it
does not say anything about relationship between actual charge density distribution in
amolecule and radiation intensity. In other words, the spectrum that one obtains from
(7.30) implicitly assumes that it is derived from probability density and probability
current for atoms, which is associated with the charge density and charge current for
these species as if they have unit charge. This assumption is based on the requirement
that the probability density is normalized to unity, which also implicitly assumes that
the total charge is unity. Much better description of distribution of charges is given
in Sect. 1.2.4, where it is treated as an overall dipole moment of a molecule. The
shortcoming of this treatment is that for relatively simple molecules, such as carbon
dioxide, electric dipole moment is zero, nevertheless charge density is non zero on
atoms thus allowing for radiation, in principle. For more complex molecules electric
dipole moment may not have meaning.

Estimate of radiation intensity from a rotating molecule could be made by assum-
ing that it comes from point like charges that are at the position of atomic nuclei.
These charges are defined in Sect. 1.2.2. The simplest is to assume that molecule
rotates around the z axes, in which case trajectory of the n-th atom is

rp = R, cos (wot + 6,) X+ R, sin(wot +8,) Y+ 2,2
where R, is its radius of rotation. Radiation energy per unit solid angle per unit
frequency interval after s rotations is now

N 2 2

an/wo dt 7 x (?x ;,,) =T /o)
0

n=1

d*pP 1
dwdQ 4723

(7.31)

where 7 is the unit vector that points in direction of the solid angle and g, is charge on
the n-th atom. This radiation energy is often too detailed and of sufficient interest is
just the total energy per unit frequency (spectrum), which is obtained by integrating
it over all angles, thus giving (retardation term in the exponent is neglected)

2

27s

ZCIn n/ dr (cos (wot + 0,) X + sin (wot + 8,) 3) €'

. 2w0
dw T 373
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where trajectory of charges was taken into account. By integrating in time variable
one gets

2 2
dP &u(‘)t wr + w(z) . (Wsw) ‘
— =—— " _sin“{ — E X,| + E
3 > 4nXn qnYn
dw 37mc (w2 — wé) wo - -

and the total radiated energy is

2 2
dswim
P=—" | |20 am| + |2 (7.32)

where x, and y, are the coordinates of charges. The absolute value of this energy
gets more meaning if it is compared with some reference parameters, and the most
obvious is rotational kinetic energy of molecule. If one defines angular momentum of
rotating molecule from 7;,wy = AL, which is the classical equivalent of the quantum
number, and rotational kinetic energy as

1
K= Elinw(z)

then normalized radiated energy is

2 2
P 2Lsh
_— = E + E X
X 35003]31 . qkYk . Gk Xk

where transformation to S/ units was made. For convenience one defines momentum
of inertia [, in terms of proton mass and angstroms and charge in terms of the electron
charge, in which case

2 2

P 2.7%1075sL

x> 2 ZCIkyk + ZCIka
in k k

This shows that rotating molecule radiates energy that is only a small fraction of the
energy stored in its rotation.

In the same way one could estimate energy radiated by a vibrating molecule from
its n-th vibration state, which has roughly the same structure as (7.32). Um' /¢ could
be normalized with respect to the energy of harmonic oscillator niw,;, when one
gets the rate of lose of energy from this state. However, one is interested in the relative
importance of radiation from rotation of molecule and its vibration. The ratio of the
two is
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~ Lm2174

Q~— 05—
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where the distance 7 is obtained from the estimate for the frequency of harmonic

oscillator from equation

m
2 2
5 Waiv'] = nhwyip

Momentum of inertia of the molecule is roughly Mrj1 where r,,,; is of the order of

the size of molecule and M is its mass, in which case

4
o~ () ()

Since the ratio 7)/7,,, is small, and m is roughly of the order of M because there are N
oscillators, it essentially determines the rate at which rotational energy of molecule
is lost compared to energy lose from vibrations. This ratio is small meaning that
molecule relaxes to its vibrational ground state much faster than to its rotational
ground state. In that respect the two modes of dynamics of molecule are de-coupled
in the first approximation.

Classical and quantum theory of rigid rotor is described in Appendix D.2, where
also the charge current for a quantum system is given by (D.16). One starts by
calculating radiation energy from the classical expression for point like charges
(7.31), and when applied to the rigid rotor one has

ol®

2
d’P

1
dwdQ  4m2c3

(7.33)

N
an / dt 7 x (’?x i)n) =T T/0)
1

where v, is velocity of the n-th charge and for the rigid rotor (xyz rotation angles are
used)
n = R (av ﬁ’ ’Y) dn(o)

where d,(0) is position of the n-th charge at some initial instant. 7 - r,,/c is small
and therefore the exponential function could be expanded in the powers of ¢~!. One
word of caution, in principle w could be large, meaning that the product w7 - r,/c
could be large, however, for molecules this is not the case. For better understanding
of radiation by rigid rotor two leading terms in the expansion are chosen and by
integrating over the spherical angles 2 one gets

/dQ [’fx (’fx i)n)] . [’fx (?x v;)] = 8;6,14};



264 7 Radiation by Charge

and

_/dQ r X r X v,,)] . [?x (?x v;)] F-r) (F-rl)
T [(” xn) - (vox ) #3000 ) (v 0,) = (0nem) (v,-71) ]

because contributionin (7.33) of the order ¢! is zero. In the last expression the second
term could be written in alternative form, thus facilitating the final expression for
the spectrum of radiation. One notices that the product in the second term could be

written as
(r,/l or ) (vn n) =Tr [X’X]

where Tr is trace of a matrix and X is direct product of two vectors r,, and v, with the

matrix elements
= (rn)i (Un)'
ij J

where the indices run over the three Cartesian coordinates.
The spectrum, with the two leading terms, is now

Xi,j = [rn ® Un:|

2

N
@ - 3;7 ;q,, / dt b, (7.34)
2
157rc5 / (vn X r,,) an/ ( rn) P
< nls dt X! 2
+57rc5 r ;qn/ e

where the absolute value of the last term should be understood as the product of
Hermite conjugate matrix with the matrix itself. This is classical expression for the
spectrum of radiation but the quantum is obtained by making replacement (D.16),
and when integrated over all rotational angles one has

vpe T = —h/ dQR (o, B,7) 1 'd,(0) x Im [f*Kf] e Wrmle

Radiation intensity, when retardation is neglected, is then given by

dP K2

2
3 7.35
dw _ 3nc ol ( )
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where

Jo = /dQR(a, B,y T x /dt Im [f*?\f]em

f is probability amplitude for the rigid rotor and

N
=2 .d:(0)

n=I

is its dipole moment.

The same thing could be done for the correction term to the spectrum, but obvi-
ously the expression is quite complicated. However, what it transpires is that the
spectrum is no longer defined by dipole term, but radiation carries information about
more detailed distribution of charges.

The spectrum is determined by the probability amplitude f for the rigid rotor. In
the stationary state its time dependence is

fla, B,7) = e ™/Mg, (o, B,7)

and there is no radiation. Therefore at least two, non degenerate, states should com-
pose the probability amplitude, when the mixing term between the two in the charge
current would produce radiation.
g. (a, 3, ) is an eigenfunction for a rigid rotor (symbols are defined in Appendix
D.2) that satisfies equation
2

=

h PN
_?A L AgN = E/{g/s'

where x designates a set of quantum numbers that characterizes its rotational state.
The equation, in the expanded form, is

()6 5w e (L) 5 o T

Le Ly by
(7.36)
L_AZ cA.g. = _an
where
AT =A, +iA,

In order to solve this equation one must define basis functions that could be used
for this purpose. These functions are Wigner rotation functions, eigenfunctions of
the operator Ar - Ag, however, the problem is that they are defined for the Euler
angles whilst the formalism for the rigid body (and semi rigid body) dynamics here
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is formulated in the xyz set of angles (for details see D.2). It could be shown that from
the Wigner functions D;”’M (c, 3, y) one obtains eigenfunctions B}"”"/ (o, B, 7y) of
the operator A - A by replacement 3 — /3 + /2, but the problem is that the new
angle 3 is defined in the limits —5 < 3 < 7. In applications in quantum dynamics
it is therefore more convenient to use Wigner functions, but if required the functions
B;”’m/ (a, B, 7y) are obtained through the replacements discussed in (D.2.2). Wigner

functions have properties

A2DIM (@, B y) = —L(+ 1) D™ (@, B, 7)

ADM™ (o, B,7) = im' D™ (e, B, 7)

AED (o, B,y) = iTA+ 1) —m' (' £ DD E (@, 8,7)
(K"' AT+ A X+) D;"’m/ (o, B, ==2[ld+1) - m’z] D;"’m/ (ar, B, )

where D}"”"/ (a, B,7) = e’i("’&+m’7')d,ln,mr (3) and

dy e (B) = VE4+m @ —=m!d+m) ([ —m)!

2l4+m’' —m—2s m—m'+2s
—m’ . £
(=1)ym—ms (cos g) (sm 5)

Z U4+m —st(m—m' +5)! ([ —m—5)!

s

7.3.2.1 Dipole Radiation

The simplest rigid body is a two atom molecule. Its axis is assumed to be along the
z coordinate axis, and its centre of mass is at the origin. Atom, of the mass m; is at
the distance d; above the origin of the z axis whilst the other atom of the mass m; is
below it. The starting point is to calculate the momentum of inertia of the molecule
from the general expression for the coordinates of atoms. Thus if the spherical angles
of atom 1 are 6, (polar angle) and ¢, (azimuthal angle) then the position of atoms
are
ri2 = £d, 2 {sin; cos ¢y, sin ) sin ¢y, cos 6}

from where the matrix X,,, defined in (D.10), is calculated, and then the momentum
of inertia [ is derived. Two eigenvalues ¢ of I are degenerate and one is zero, and
their sequence in the diagonalization procedure is arbitrary. In this case they should
be arranged so that degenerate eigenvalues should correspond to x and y components
in the body fixed frame and the third (in this case zero) should correspond to the z
component. The non zero diagonal components for a diatom molecule are

2 2
Ly = Ly = mdy + mad,
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In the expression for the spectrum of rotating molecule (7.35) one also needs the
dipole moment IT, and because the atoms are along the z axis of the body fixed frame
then

MN=gq(d —d)z
where g is the charge on atom 1. The inverse ¢! in the spectrum is infinite in its z
component, but it has no impact because this component in the vector product of I1
and the operator for the angular momentum A is zero.

The integral over the current in the spectrum (7.35) is (Euler angle representation
is used)

J =/dsz Re (o, B, 7). x /dt Im [f*Agf] e

wheref (o, 3, 7, t) is some arbitrary function, subject to symmetry properties, which
is in general a linear combination of eigenfunctions for the rigid rotor. These are
solutions of the equation (7.36), where the inverse :~! enters. Infinite value of L;l
implies that the eigenvalues of the operator KZ are zero, and so the eigenfunctions
for the rigid rotor diatom molecule are

m —imao 4 mx
(@, B,7) = D" (o, B,7) = e ™l o (B) =, 211 Y (. )

and the appropriate eigenvalues are

R+ 1)
E=
2 (mldl + I’I12d2)

At this point it should be mentioned that the eigenfunctions are in terms of the
Euler angles (zyz rotation). In the angles appropriate for the xyz rotation the angle /3
is replaced by [ + /2 and the orthogonality relationship among the eigenfunctions
is

/2 47 5
d f / s M m s M = '
/_W/2 B cos (B) gy (@, B,7) gim (@, B,7) o

which defines the angle ( in the interval that is not convenient for analysis.
The probability amplitude f, although general, it is not function of the angle ~,
and so the vector product in the current J is

q(d; —dr)Z x /dt Im [f*XEf] it

’ — 3 Ouf — cosnf*Ouf
=q(d — dz)/dt ' Im —%f*&zf + sinyf*0sf
0
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and the current itself is (the solid angle d€2 is the product da d3 d-y sin ()

. f*agf sin 3
dQ/dt e“'Im | —=f*0uf ETJZ — f*0af cos Bsina
~f*0uf Gy +[*0af cosBcosa

q(dy — dy)
m]d12 + mzd%

J =

From this current the spectrum (7.35) is obtained by taking time derivative of the
vector in the integrand, which is not zero unless the probability amplitude is a mixture
of the rigid rotor eigenstates. The simplest is a mixture of two

e, By, 1) =agim(a,B,7) e ™"+ b gy, (a, B,v) e /N

in which case time derivative restricts the product f*0g f to the mixing terms

Im [f*é‘gf] = NA (f) cos (nao — ma + tEy/h — tE; /R + §)

and
Im [f*éaf] =NB(B) (m +n) sin (na — ma + tEy/h — tE;/h + )
where
A () = P} (cos ) OgPy" (cos 3) — Py" (cos ) OgPy (cos 3)
and

B(5) = P} (cos ) P}' (cos )

The constant N is

E. — E ab] (I —m)! (k — n)!

N =
h L+ m)! (k + n)!

‘When the time derivative is included in the current then

_ 27‘(‘36] (d] — dz)N

J, = 8 (w— |Ex/h— Ei/R) [ J1
e+ myd? (w— |Ex/ /R [JT+ (m 4+ n) "]
where
26n.m sin? I6]
JI = /d/BA (5) - i(5n+1,m - 6}171,m) sinﬁcosﬁ
(5n+1,m + 5}1—1,"’1) sin ﬁCOS 6
and

0
ﬂz/wmm—ﬂMm+Mw

(5n+1,m - 5n71,m)
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It should be noted that the delta function is only approximately (limits in the time
integral do not extend to infinity), and that when squared the result should be treated
in the average sense, as shown in (C.5).

7.3.3 Radiation by Vibrating Molecule

In general molecule rotates and vibrates and as such it is called semirigid body,
if vibrations of atoms around their equilibrium points are in a harmonic potential.
General theory of such a body is described in D.3, which is a very complex dynamics,
especially if external force is applied. Here it is assumed the simplest case when there
is no external force on molecule and it is not rotating.

Position of the n-th atom in a molecule, with respect to its centre of mass, is
(notation is defined in D.2)

r,=d,+ e,

where d, is position of its equilibrium point and ¢, is the distance from it (called
local coordinates). For a non rotating molecule d, is time independent. The potential
within which the n-th atom moves is (D.18) which could be written in a more compact
form as

1
V=-EWW
FEW(d)e

where the matrix elements of W are determined from the second derivatives of the
exact potential around the equilibrium points of atoms. Classical equations of motion

for the n-th atom are
my&e, = z W,l,j{:‘j
J

where the initial conditions for ; should satisfy the set of restrictions (D.28). On the
other hand, quantum equation for this dynamics is

s 1, Y Vf=Ef (1.37)
2 “~m, of - ’

and it should be reminded that position of the n-th atom is d,, + ¢,, and hence f
is a function of this variable. Both classical and quantum approaches give identical
results for the dynamics of vibrating molecule, however, classical dynamics should be
appropriately formulated from the Liouville equation [9]. Depending on the problem
one could use one or the other.

In classical dynamics one first solves equations of motion for ¢, details of which
are given in (D.3.1). Slight generalization is made by including external force on the
charges of atoms, for simplicity only that which is constant in coordinates but it has
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arbitrary time dependence.> However, approximation is that molecule is fixed not to
rotate and translate, which implies that the results could be used for large molecules
when calculating internal flow of energy and its impact on radiation.

Classical equations, when external force f is included, are in the matrix notation

me =We+F (7.38)

where for simplicity F is assumed to be only time dependent. One defines a unitary
matrix with the property

17 m PWm™ VP U = —?
and when the local coordinates ¢ are transformed with this matrix as
n=Um"% (7.39)

then the set of equations for them is

n=—wn+Un""?F (1) (7.40)

The set 7 is called normal coordinates. General solution of the set (7.40) is

t
n = cos (wt) 1 + w ' sin (wt) 7, +/ duw sin[w (t — w)) Um™"*F (u)

’ (7.41)
where 7 and 7, are initial conditions and must be chosen in accordance with the
conditions (D.28) for ¢ and ¢. It should be noted that also the average position of
atoms d,, is for the normal coordinates given by Um'/d.

The essential step in using classical dynamics is its formulation in the phase space
and imposing the uncertainty principle (for details see [9]). One starts by choosing
initial phase space probability density but for that there is a choice between either
the local coordinates ¢, and the appropriate conjugate momenta » = me or the
normal coordinates 7 and the appropriate conjugate momenta ~ = 7. Physically
important are the local coordinates € because their time dependence determines
radiation, however, in the normal coordinates the equations are de-coupled, and so
it is expected that the phase space density is product separable. Therefore it is of
advantage to use normal coordinates for determining initial conditions but analysis
of radiation should be done in the local ones.

3More general force that is linearly dependent on the coordinates also gives identical result as
quantum dynamics.
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Initial phase space density that is in accord with the uncertainty principle is para-
metrized for the normal coordinates* as

1 —~
po (M, k) = TN 3N /d3qu0* M+q) fon—q) g2iar/h

where fj (1) is initial probability amplitude which is determined from the initial
probability density Py (1)) as

fo () = /Po (n)e’®™

and the phase from the probability current. In the simplest case the phase could be
chosen as
Do () = 30¢e/h

where ¢ is the average initial momentum of the particles. The phase of the amplitude,
in the form that is given, indicates that the atoms are given initial momentum, say
by impulsive collision by some external force. It is implicitly assumed that f; (1) has
functional dependence f; (77 + Um"/ 2d)

Time evolution of the phase space density, for the initial phase space density
po (n, k), is obtained by solving (7.40) and the solution for coordinates is given by
(7.41) and for the momentum  is

Kk = —wosin (wt) 1N + cos (wt) Ko

+/ du cos[w (t — u)] Um™'?F (u)
0

because x = 7). The essence in the calculation of p (1), &, t) is to make replacements
N <— Mo, Kk <—> ko, t > —tand f (u) — F (¢t —u) in the solutions (for the
details see (Sect. 12.6 in [9])), which gives

t
Mo = cos (wt) 1 — sin (w?) w 'k +w ! / du sin[w (t — w)]Um™'?F (t — u)
0
and

t
Ko = o sin (@t) 7+ cos (wt) K —/ du cos[w (t — w1 Um™"*F (t — u)
0

41t could be shown, but not elaborated, that the conditions (D.28) are automatically satisfied for any
function that is dependant on one of the normal coordinates.
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Time evolution of the phase space density is then given by

p (1, K, 1) = po (1o, Ko)
1 71
= W/d3l\/qf0* (no + C])fo (o — q) ezlql\,()/h

from where one calculates charge current for the n-th atom

. qn 1 % iqK
I = o AN / Nk 5, / g fo 0o+ @) fo (o — q) 4 (7.42)

where g, is its effective charge. In this expression velocity of the n-th atom is given
in the local coordinates because the appropriate current determines radiation.

Spectrum of radiation is given by (7.34) where the expressions for velocities and
coordinates should be appropriately modified. Thus

qnUn — /d3N77jn

and
Gn (U X 1) — /dBNnjn X Iy

where

Jn X Iy = hyg—"w/dwﬁ (m_l/szi)n X (m_l/zUn)n
s

/ d*Ng f (o + @) fo (o — q) ¥4/

and similarly

. qy _ _
ot = ol [ o), ),

/d3quo* (0 + @) fo (o — q) ¥ 0/%

The dominant term in the spectrum (7.34) is now

2

(7.43)

a2
dw = 373

N .
Z/dt /dSNnjneiwr
n=I
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where
/ d*Nnj = hgm™"*U cos (wt) Im [ / d*Nx fi¥ (%) Vifo (x):|
— o sin (wt) qm71/2U/d3Nx T ) fo(x)x
+ qml/zU/OTdu cos (wou) Un~ "% (t —u)

and apart from the term that contains external force the frequencies of radiation are
w,. The intensity of particular line is, however, a complex function of the average
value for x,, and V, in the initial probability amplitude. One should note thatin (7.43)
the integral is infinite if 7 extends without limits, in that case it should be treated in
the sense of the average value, as defined in (C.5).

Higher order correction in the spectrum are more complex, but in essence it
produces frequencies of radiation that are combinations w, =+ w,,.

Radiation by molecule is result to motion of charges on individual atoms, and
this motion is determined from the probability density in the local coordinates. By
definition this probability density is

P(e) = /d3NK‘, p (f]ml/zs, K, t)

and when the integrals are evaluated the final expression is

P(e) = IA|

en™
where
A= / Ny o Jy du @' sin[wul Um="2 F (t—u)—iun+i 2 u?w" sin 2t
fo (uhw’l sin tw + (7m1/2d)

where n = Um'/%.

7.3.3.1 Three Atom Linear Molecule

Linear, three atom, molecule is not the most general example to analyze vibrations
of molecules, however it has specific features of its own. One starts by defining
potential V that binds the molecule, which is a function of the relative separations
among atoms. Thus if the relative separation of two atoms is

nx=d —dy+e —ex=d+enk
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where d; is equilibrium position of atom [/ and ¢; is its separation from it, then the
potential is a function of combinations of the moduli’®

k| = Pk ri

By convention position vector for atom [ is r; = {x;, y;, z;} and when written without
the index its meaning is r = {ry, r, r3} (for three atom molecule). The potential
is then expanded into the series of powers ¢, at most harmonic, and fitted into the
bilinear form

1
V= Vot SEWe (7.44)

where W is symmetric 9 x 9 matrix. Specific feature of linear molecules is that
motion of atoms is independent in their Cartesian coordinates, which implies that W
is a diagonal block matrix provided that convention for the coordinates is redefined.
The matrix r stands for r = {x, y, z}, where x = {x, x2, x3} and x; is the x Cartesian
coordinate of atom /, and likewise for y and z. In this convention the matrix W is

W, 0 0
W=|0 W, 0
00 W

and the unitary matrix U that transforms local coordinates into the normal coordinates
7, which is defined by (7.39), is also a diagonal block matrix

U =

oo S
oS o
S oo

The equilibrium positions of atoms are assumed to be along the x coordinate axis,
which means that d, = {d;, d», d3} and dy, = d, = {0, 0, 0}. In order to get results
that are in an analytic form one simplifies the system by assuming that the masses
of atoms 1 and 3 are equal and that d; — d, = d, — d3; dy > d» > ds. The block
matrices in W are then given by

V020 Loy (L1L0) 4 200 0D _ y@00  _y0.20 _ ya0h _oyd.10
W= Y101 _ y(2,0,0) —oy 0.1 4 212,00 Yy LoD _ (2,00
_y 020 _ y0) _ oyl 0 _y200) 020 4oy (10 4 12,00

SPotential could also be a function angles among the position vectors of atoms but here simpler
case is assumed.
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and
y©0.1.0) A ) _ yoLo
4 .1 0>dl'4 (‘{1040) %1.070)
_wo_ G v _yud
‘/V-V_ W= % 2 di g dia
y0.1.0) y0.0) 0.0 Y (1.0.0)
dig dia dig dia

where the short hand notation is used for derivatives of potential. Thus for example
V19 means
0 0

V(l,l,O) —
8’r1,2| 6 ’r1,3|

a)

V(Inal,

The block matrices in the unitary matrix U are

"y 15 _ L
2my+my 2(2my+my) V2
_ — _ _ 2m,
UX— U)'_ UZ— \/2m1+m2 \/2ml+mz
"y L
2my+my 2(2m1+m7) \/E

and the eigenvalues (7.39) are

5

— (o (2m1 +m2) (V(I,O,l) _ V(Q,0,0)) zv(0.2,0) + V(l,O,l) +4v(1,1,0) + V(2,0,0)
T\ mymy m

and

)

2my +my) VA00 2q, ,y 1.0 4 d1,7V“*°*°))

Wy = W, = (O,

mymad) 4 mydy 4dy 7

It is characteristic of the frequencies w that at least three are zero, and additional
two are also zero because

2dy 4 VOO 4 g, v 100 = ¢

The equations of motion for the relevant normal coordinates are the same as for
free particles, hence they are unbounded in time variable unless their initial time
derivatives are zero. The requirements that select the initial conditions for these
normal coordinates are that the molecule does not move, that £ do not shift its centre
of mass and that molecule does not rotate along the axes that are perpendicular to
the axis of the molecule. If the positions of atoms are

rr=d +e¢
then the centre of mass is

myry +mory +mary = +/2my +my {77)«:1» Myl, 772,1}
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which is zero if the initial conditions for the normal coordinates {11, 71, 7.1} are
zero. The centre of mass of the molecule does not move if the initial time derivatives
of the same coordinates is zero.

Total angular momentum of the molecule is

L:m]r] X ry+moyr xr2—|—m2r3 X r3

and the only condition that its y and z components are zero is that 1,3 = 1.3 = ﬁy3 =

7.5 = 0 in which case

L= {nyzﬁzz — N2l N2l — T2l Tallyy — nyzmz}

Angular momentum has all three components, but according to the requirements on
dynamics only the component along the x axis should be non zero. The only, non
trivial, solution is that vibrations of molecule cannot be combination of three normal
vibrations, one with frequency w,, and the other two with frequency w,, = @, .
When this selection is made only the normal mode 7),, is retained and then L = 0,
whilst if the two normal modes with the degenerate frequencies are retained then the
angular momentum is

L= {mana = nany. 0.0} (7.43)

and these normal modes are acceptable.

In the conclusion, vibrations of molecule that are acceptable are based on the nor-
mal modes 7,2, 72, 1:2 and 7,3, or their linear combinations, subject to the restric-
tions. Thus the mode 7,3 could mix with any other mode, however, modes 7., and
7y2 (1z2) cannot mix, the former having no angular momentum whilst the latter has
and it is given by (7.45). The meaning of the modes is determined by calculating
all r;, from where one obtains that 7,3 corresponds to asymmetric stretch, 1,, to
symmetric stretch and 7, (1);2) to bending of molecule.

That analysis was classical, based on analysis of individual trajectories. Quantum
dynamics is based on solving (7.37), however, the same result is obtained by using
previous classical analysis but by appropriately solving Liouville equation. The result
for the spectrum of radiation is summarized in (7.43), for which one needs to calculate
the integral

/ dnj = hcos (wt) gm™'>UIm [ / &N fy () Voo (n)]
— wsin (wt) qm’l/zU/ d*Nn o )IP

The frequencies wo are the same as those previously calculated. However, the role of
initial conditions is now played by the probability amplitude, which is, in the simplest
case, a product of 9 = 3N functions, each one for a different normal coordinate.
Restrictions are now in the form of averages, thus the average angular momentum
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should not have components other the one along the x axis. These conditions are
satisfied provided the averages for the normal modes are satisfied. For example,
from previous analysis 7,; mode and its time derivative should be zero, which means
that

/ dnar o (pe))|* 11 = 0

and

Im [/ dnxl f;;’;]() (nxl) Vﬂxlﬁ]xlo (7]xl)i| =0

where f,, o (1)x1) is the probability amplitude for this mode. This condition is satisfied
for any function that is symmetric with respect to reflection 7),; < —),, despite the
fact that it may be time dependent for ¢ > 0.

Minimum requirement that the molecule radiates, for example in the normal mode
73, 18 that arbitrary function f, o (1,3) is a mixture of two functions of different
symmetry, one symmetric and the other antisymmetric with respect to reflection
3 <& —n3, or that symmetric function is complex (for example that it has the

phase y7)3).

7.3.4 Spectral Line Shifts

The spectral lines that result from the bound charges being placed in external elec-
tromagnetic field are shifted. This effect is the most pronounced when the field is
static, for example in the Stark effect, and its analysis is primarily analyzed as the
perturbation on the stationary states of the bound charge. On the other hand when the
field is time dependent, for example if it is a plane wave, the effect needs alternative
analysis. There are two distinctive situations, one is when the confining potential for
the charge has no unbound states (harmonic potential) and the other when it does
(Coulomb potential). In fact most of potentials do have unbound states, but very often
the effect of ionization that result from the charge being placed in the external field
is neglected. Calculation of the line shifts could be approached in two ways; from
(i) perturbation theory and (ii) by solving the dynamics equations numerically.

7.3.4.1 Perturbation Theory

Dynamics of a charge that is bound in potential V and it is affected by external
electromagnetic field in the form of a plane wave is described by equation

1 - 2
i&f:—E[V—iaA(mr—t)] f+Vf~

1 - .
—§V2f+iaA(E-r—t)-Vf+Vf
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where the scaling is used in which interaction is measured in terms of the fine structure
constant a. The simplest form of the vector potential is

AR-F—1)=Agssin[w®-F—1)]

where polarization vector s is perpendicular to the line of the wave propagation %.
The equation is solved by converting equation into the integral one by using Green
function (B.3)

(.1 :fo(r,t)+ia/d3r'dt’ G (r—r,’t—t')?l(?%-? ’—t’) ~Vf(r,’t’)
and by replacing f (r, ) with expansion
. o0 .
For.n= > atfu(Fre " + / dka (Of 2 (F)e "™ (7.46)
n 0
one gets

L od .
a, = nno ‘0 Z/ dt'e i(E,—E)1 ﬂwtp:lrm _ ezu,tp’;mil a (l‘,) (7.47)

where the index n represents the set of numbers that specify bound states and also
includes continuum states. The matrix elements are defined as

p;‘im = /d3rfn (—,)) PTWRTY A\ (7) (7.48)

The continuum basis functions are defined as

fr= Z Zﬁ(r k) Y7, O, 610 Vi (0, ) (7.49)

kr /T

where the radial functions are defined with the asymptotic limit
fi(r k) = sin (kr + 9;)

when they are normalized as

/de(—r’, KT, K =6 (73 _ _k))
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The coefficients in (7.46) satisfy also set of differential equations

aAg [ o WiHIE,—itE,  + iwt+itE,—itE,,

7 Pl = e T

an

where the sum also implies integration over the continuum states. At # = O the only
non zero coefficient is a,, = 1.

Integral equation (7.47) is solved by iteration. However, before that few words
about the matrix elements (7.48). Their most revealing structure is obtained by trans-
forming the basis functions into the momentum space

1 — — — —
()= G [ €070 () 5 0. (F) = [ @re T TL(F)

and by manipulating equation for the stationary solutions f; (7) and the plane waves
one gets relationship

(Ex—Ep) g7 (F) = / Erve 7T (F) - 5 lim [r2 / dQ (fJV)~f—fV;~f6k)]

2 r—o0

which only applies for the continuum states. By using expansion (7.49) and (C.7)
one gets relationship for the radial functions

 (k — 2
/ dr i1 2prgn (k) = 2EZP) / dr VJrlys12(or)gn (. k)

2pm (k2 - p2) .

or
@) ék—p) R .
g7 (F) = 20" 2 Yo (O 00) V1 O )
n=0 p=—n
2 — —>
—ipF L —
+—(k2_p2)/drV(r)e fk(r)

The matrix elements, in the momentum space, are therefore

i

@)’

Vin= s [ @0 G- ) 6 (7 £io7) 90 (7)

which shows that the electromagnetic wave transfers momentum £/ to the atom.
Iterating integral equation (7.47) produces a series

a, = Z a® (7.50)
K
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where K indicates the K-th iteration and it is of the order oX . The term a(®) is
given in a closed form, which is a combination of exponentials and the appropriate
coefficients, and each exponential is distinguished by a sequence s;w-+syw+- - -+sgw
in the exponent, where s; is either of the sign £ of w. There are 2X such sequences.
For a given sequence L the coefficient a'® (L) is

A\ [ < (-1 (B —E 1
(K) @0 it(Em—Ea—=W)) _
= ( 2 ) R[Z (B — B — W) Q1 e | 7

where

l K K
Wi=w's » R=D[Tsipn’, + Px=]](Ew—E—W)
j=1 I=1

J=1

K—1 K j
Q) = exp Zz ,1+5jllog( Emj+w2sk)

k=i+1

Summation is over all indices m; except mg = n and mg = ng. The overall a'®) is

then
a® = Z}W@) (7.52)

Iteration produces the coefficients a,, that could be represented as the series

o] K
= D a0 =0 > e

V=—00 K v=-K

where the K-th iteration in (7.50) contributes with the terms from e~/ to ¢/Kv’.
The coefficient e”“'~E:p, , (¢) in the expansion is interpreted as the probability
amplitude for finding state n after time ¢, which is coupled to the frequency vw of
the external field, if initially the system is in the state ny. The basic frequencies,
therefore, at which the system oscillates in time are E, + vw, albeit all v # 0 with
smaller amplitudes. Typical term in the current (7.13) that produces radiation is then
given by
j~ bmz " (t) by, 0, (©) o 1 —v2)wt—i(En —Eny )t

which means that radiation is composed of infinite number of basic spectral lines, and
if by, 4, (¢) could be represented as by, ,, (t) ~ exp (itamh,,l) then €, ,, is defined
as the spectral line shift for the “state” whose “energy” is E,,, — vjwh.

In general b, , (t) could be parametrized as (the indices are omitted)

b(t) =0 (t)e " (7.53)
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where the line shift € and o (#) have expansion in the powers of «

e=aeV +a?® + ...
o) =090 +ac )+ () +--

These expansions are replaced in (7.53) and from the equality with the expansion
for a, in «, which results from iterating equation (7.47), one gets (the index n is not
included for simplicity)

> ) (1) (7.54)
K

=0 +a (0'(1> — ita(o)e(l)) +a? [0(2) —itoWDe® 4 5O (—ite(z) - %z‘ze(l)z)] + -

from where one deduces the line shift. Calculating line shifts is therefore the task
of finding the terms in (7.50) that are in the form of powers in ¢. In doing so one
distinguishes two situations, one is when the external frequency w of the field is
arbitrary and the other when it corresponds to one of the transition frequencies
among the states.

7.3.4.2 Arbitrary Frequency w

In general the coefficients a'®) are oscillatory and have terms of various orders in
powers of ¢ that play the role in the expansion (7.54) when extracting the level shifts.
Those terms that are of the higher order than ¢° are selected by isolating the sequences
L in (7.51) that have zero denominators. For the path L and the K-th perturbation
order a typical factor in the denominator produces then the equation

Em,_En_Wl:O 5 ISK

and for arbitrary w the solution is

l
Z §;j = 0
j=1

and

The sum of signs for w could only be zero if / is even. The number of possible
combinations when the sum is zero increases rapidly with /, for example if [ =
2 there are 2 possible choices of signs: {+, —} and {—, +}, but for [ = 4 there
are 6 : {(+, —, +, -}, {(+,— — +}, -+ +. -}, {(— +, — +}, (+ +, —. -},
{—, —, 4, +} . For a given [ there are more than 2//? paths but one should also note
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that this is only one set of these for a given order K, so that the overall number of
them is quite large.

Initial and Final States Are the Same.

For the lowest order of perturbation K = 0 the initial state is ny and with this choice
the next order K = 1 gives

it (Ey—Epy+w) it (Ey—Eny—)
1 e _ e n
ay” =M + 7.55

! ! [w B —Ey " WA By — B, (7.53)

i P Prny
(.LJ+E En W+EnO_En

where
aAy
n=—-—

2i
and because p;- = 0 then a)) = 0. For the next order of perturbation K = 2 and
arbitrary sequence L one gets

Ey—En
(2) (L) = 772 Z 182D, mlpmlslnoe”( ) it (7.56)
—E, + slw) (E,, —E, + szw)

P Z S182p,, fﬁlpmf'noen(E ) FIORRSE
Eno + Slw) (En - Eno + (Sl + SZ) w)
+ 772 Z slszprzf?ilp;lfjﬂo

Em1 - En - SZW) (En - Eno + (sl + 32) (U)

and for n = ng the denominator is zero for two sequences, s; = =+ and s, = F.
When this limit is taken then

—S] ell(E,,U —Em] )

=5
(2) (L) = lmz z P,, mlEpml ,1o z pﬂo m1pml ny 5 e i
no +Slw m (Em] +s1w)

where the first term is proportional to ¢. The coefficients in the series (7.54), when
n=ng,arenow 0® =1, ¢ = 0 and ¢ = 0 which gives

bm),O =1+ 042 [0'(2) — i[E(Z)]

where 0 is the second term in a? (L) and

(@ — (@)2 2 (Exo = Em) PrpaniPm
2 (Eng - Em] + w) (Em| - Em) + W)

my

is the second order correction in « for the level shift of the state ny.
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The next order is K = 3 and a,(f) (L) is more complicated but the factors in the
denominators in (7.51) that produce terms of the powers in t are E,,, —E,, +(s1 + 52) w
and E,,, — E, + (s2 + s3) w. This means there are 4 paths that produce terms linear
in ¢, two for the sum s; + s, = 0 and two for s, + s3 = 0. However, for n = ng these
terms are zero and hence the third order correction does not contribute to the level
shift.

The fourth order K = 4 is even more complex, and without giving the details one
obtains both the terms liner and quadratic in ¢. The coefficient b, o (f) of this order
is

2
t
b0 () ~ o (—56(2)2 —ite@c® — jre® 4 0(4))

and the quadratic term in ¢ matches the same term in af;‘)). The term of the order ¢
combines with the same term in 4| and gives .

Initial and Final States Are Not the Same.
When n # ng then

buo (1) ~ acV +a?0® + o (—ile(z)o“) + 0(3))
and one expects that expansion in the third order K = 3 produces the level shift.
o is extracted from a! in (7.55) but from there it is obvious that there would be 3
independent level shifts, each one corresponding to different exponential functions.

The third order correction a'® (L) is

En—Em;) pitw(s2+s53)

3) .3 SISZAYSPZ?SzpzzggmlPr;f!nqe”(
a;’ (L) = in E
(Emy = Eng 4 $10) (Emy — Emy + 520) (En = Emy + (52 + 53) w)

my,my

— i Y 15253 Dm s Pons o P g €1 En ) gitss
o (Emy — Eng + (51 +52) W) (Emy — Em; + 520) (Ep — Emy + 530)
— i7/3 Z Sl5253p;i32pr;;?n11p1;f}n()e[l(En_EnU)eitw(sl+52+s3)
o (Emy — Eng + 510) (Emy — Eng + (51 + $2)w) (Eq — Eny + (51 + 52 + 83) w)
—83 —52 —5]
.3 15253 Pn,my Pmo;my Pmy ,ng
Y (En — Emy + 530) (En — Emy + (52 + 53 @) (En — Eng + (51 + 52 +53) &)
my,my n my 3 n mi 2 3 n no 1 2 3

and there are three possible instances when one gets terms of the order . One is when
s1 + s2 = 0, in which case

—53 it (En —E, ) —52 52
353Pp,n, € 07 itwss Prg,m Py ,ng

3) _
a”’ (L)=t
n n E, —E, + s3w o E,, — E,, + sw



284 7 Radiation by Charge

where also the case s, + s3 = 0 is included. Likewise when s, + s3 = 0 then

a® (L) = —1f S1P sy Z PrmPryn
E, —E, + siw = E,—E,, — sw

and also s; + s, = 0 is included.
The level shifts are calculated from the expression for bff}, (1), but there are three

of them, b0 | (1) and b3} (1). The coefficient o for b, (¢) is obtained from (7.55)
and the level shift is calculated from

@50

—S S —S
773 S1Pn.ny Z PrmyPmyin — —ite
E,-E, +sw = E, - E,, —sw

where

- +
0(1) = —in ( Prng + P,ny )
w+E, —E, w+E, —E,

and

@ — 2 Enm, Pn m:Prmy.n
=1 z
my (En Emz) - WZ

Similar derivation gives for the level shifts for the lines b(3) L@

(2) _ ,r]2 Z W” png Inszh o
"y E Emz) — W2

which is the same as the previous one except that the matrix elements p,fmz are
replaced by pir . .

Higher order corrections are obtained in the same way, but the procedure gets
more complicated.

7.3.4.3 Resonant Frequency w

When the frequency w equals the difference B "0 the analysis in Sect.7.3.4.2 must
be modified in order to take into account some specific differences. This is best
demonstrated on the first order correction (7.55), which gives for this choice of w

o2t (En—Eny) _ 1

W _ ; R
K lnﬂ@—@d

Prne + 10070 (7.57)
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There is the term proportional to ¢, which is not present when w is arbitrary. How-
ever, besides this term there is another one that does not have this structure, and
as the consequence parametrization of the kind (7.53) is not adequate. Generalized
parametrization that takes into account this feature of the first order correction is

. ;12 2 i —
a, = Z [s,,(a) sin (tave,) € + ¢, (@) cos (tae,) e ] et (En—Ex)
— Z b, itV (En—Eny)
v

where ¢,, 7, and ¢, are functions of «. Exponential function that contains power

2 shall become clear later, and in fact there is a succession of higher powers. After
expansion in the powers of « one gets a series with the leading term ¢, (0) which must
be zero if n # ny. The series, up to the order o, is now ( the superscript indicates
order of derivative with respect to o)

buy = a(tshe) +c))

1
+a2( SO @O 4 260 50 1 150 D g 15D (O 4 (2>) 4.

nv-v IlVI/ 2nu

and by comparing it with the first order correction (7.57) one determines coefficients
up to the power «

M _ Ao Pun ) _ Ao Pun M _ o )
0T T4 E —E,. T 4E-g, =0 V7
n no n no
A
50O 0 + $O O _
nOO _21 n,ng’ nuz/ 0 V>0

The product s,(,o())eéo) itself does not determine individual coefficients, but by noting

that 6(0) should be real one writes p;", = ' |p;f 0| in which case
; A
O _ . ip ) 0 +
S 0= —ler, 60 = 7 n,no|

The second order correction af), it could be shown, does not contain powers of
1, which implies that 7, (0) = 6,(0) = ") = s{!) = 0, in which case the series up to
the order o is

1
by = (ts,(f),e(m + c(l)) + Eazc,(f,),

l t
+03( = SO 3 4 30 O D) 262}353))2“2#259) o O 4 L = §20 4 L : <3>) o
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The third order correction aﬁf) is quite lengthy, but the coefficient of the leading power
#* is identical with the first term in the coefficient with the power o and therefore
7D = 0. The coefficient in @ with the power #? is

2it (En—Eng) _ 1

o2
4(En 7En0) }pn.nu‘ Pn,ny

2 32€¢

a,(ﬁ) in’t

Q

_ i’r/312 |: Z (Em2 - E") ‘prtg,n‘zp;r,ﬂo + Z (Eml - E”O) |p:r;1,n0|2p/:r.no j|

(Emz - Eﬂo) (Emz + Epy — 2En) (Eml - E,,) (Eml +E, - 2Eﬂ0)

my#no my#n

and by comparing with expansion for b, , one verifies that

3 2it(Ey—Ey
a g 2 _ 36”( o) — 1

_TCWEV in TE _E (En - Eng)

+ o2 -
|p n,n0| p n,ng
The remaining term of the order > gives

— 1
Pn,noéé )

Pihyn

A2 (Emz - En)

- oy | N

) (Ewy—En)’ (Ewy—Fng)? Pnng
ma#En | By — Ey) | BBy (B — By | B )



Appendix A
Units

Universally adopted are the SI units, however, one sometime uses another system of
units, the CGS. The reason is that in the latter units dynamics equations are given in
a relatively simple form, very convenient in theoretical analysis, and not the least of
importance is that the velocity of light is explicitly present when the electromagnetic
field is involved.! For this reason alone the CGS units are employed in this book
when manipulating dynamics equations, but in the explicit examples the ST are used.
Transformation of important quantities between the two unit systems is reviewed
here.

One way to obtain electromagnetic quantity in a certain unit is to relate it to
the quantities that are easy to transform from one units into the other. For example
charge e is related to the scalar potential energy in two ways (sign in this case is not
important)

2 2
Vegs = ec%; Vo = S

dmeor

where A
c0 = vaccum permittivity = 8.854187817 x 10712 >
mV
Transformation of (potential) energy from one units into the other is simple, being
related to the quantity
_ Mass Length?

1%
Time?

UIn the SI units it is the permeability and permittivity constants that are present in the equations of
the electromagnetic field and not the speed of light.
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and so, for example, charge in the S7 units is given by

Vs Vs rsi
esp =/ 4meorsVsy = [4meorsy Veas = ecgs,|4meg
Veas Veas reas

471079 1
= ecGgsV 471'6010_9 = ecGs ﬂ-—— = ¢ccs
to csi 10cg

where
o = vacuum permeability = 1.2566370614 x 1076 NA—2

and the relationship
Eouoc§, =1

was used.
In the same way other quantities are interrelated. For example magnetic field
(more exactly magnetic flux) is obtained from the force relationship

vcGs .
Fcgs = eccs——Hcgs; Fsi = esjvsiHgy
ccGs
where
F Mass Length
Time?
Therefore
Fg Fg eccsvcgsFs
Hg = = Fegs = ——————Hcgs
esivs;  esiusiFegs esivsiFegsceas
)
C5110 4
= ———Hcgs = 107" Hegs
ccGs

where the relationship between eg; and ecgs was used. Likewise transformation of
the electric field is
-6
Es; = 10""ccosEcas

In the context of the magnetic field is vector potential A, which is obtained from its
(symbolic) definition

1
H=-A
r
and its transformation is
rs; Hgy

Ag =rgHg = Accs = 10*Acgs

rcgs Heags
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A very important quantity is the energy flux in the electromagnetic field, which is
measured by the Poyting vector P, whose dimension is Joule Second™' Meter—2.
The flux is measured and from that one would want to extract information about the
amplitude of the magnetic field, for a particular case of a plane wave. The Poyting
vector in the two units is

ccGs 1
Pcgs = ?ECGSHCGS; Pg = M_ESIHSI
0

and by using transformations of the field one gets
Ps; = 10" Pcgs

For a plane wave the electric and magnetic components are interconnected through
the relationship
Ecgs = Hcgs; Esr = csiHsy

and therefore magnetic field in the S7 units is

Ho
Hg = | —Pg
csi

In many applications one is confronted with a large number of constants, and for a
general analysis they are often not required. One removes most of them by a proper
re-scaling of coordinates, time and the amplitude of the field, in fact by making
them dimensionless quantities. By doing that one also gains better insight into the
importance or unimportance of certain parameters. The best known scaling uses as
the basic parameters the Compton wave number for the electron and the energy
equivalent of its mass. The wave number is

_ MelectronC

K =
h
and so the dimensionless coordinates and time are defined as
pP=KT, T=kKct

Transformation into these units is formally achieved by putting m = ¢ = i = 1. The
electromagnetic field is the simplest to scale through the potentials. Charge times
scalar or vector potential have the units of energy, in the CGS units. One possibility
for scaling is to divide them by the energy equivalent of the rest mass of the electron.

In other words, one writes
eV
b =

Melectron CZ
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for the scalar potential, and similarly for the vector potential. However, this is not
a practical way of scaling because if it is done for the Coulomb potential then it
is not consistent with the scaling of the coordinates. Therefore one first factors the
potentials with charge by writing V = eW in which case W has the unit of length™!,
which is scaled with the Compton wave number, hence

2 2 2
e e MejectronC e

o = W= U=—-U=aU
MelectronC 2 MelectronC 2 h ch

where o was given the name the fine structure constant. The potential is now

U=—
ex

and « plays the role of charge. In these units the dynamics equations appear simpler,
especially for the electron, when Newton equation with Lorentz force is

F=aE+avxH
and Schroedinger equation
1 )
i0f =5 [v - iaA] f+aVvf

where for simplicity the same notation for coordinates, time and potentials is used.
The sign of « should be gauged against the sign of charges that define the fine
structure constant. If other than the electron particle is chosen then its mass enters
as a dimensionless parameter, it is the ratio with respect to the electron mass.



Appendix B
Nonrelativistic Green Functions

B.1 Time Dependent

Defining equation for the time dependent Green function for a free particle is

- o w2 - o - -
iho,G(r—q,t—s)+ Z—AG(V —q,t—585)=0(0r—q)o(t —s)
m

and if the delta function is represented as

6G =it =9 = 5 / &’k dw F D70 (B.1)
and Green function as
G(_} t) _ 1 d3 d F(—' ) ik-F—iwt (B 2)
T, = 2 kdwF(k,w) e .
then the amplitude F(k, w) is
- 1 1
F(k,w)= -

hw—'g—*ri +in

where the parameter 7 is real and small, and it was introduced to avoid integration
over the singular point of the integrand. In the end the limit  — 0 is taken. Therefore,
Green function is

3
G(;: 1) = 1 / d’k dw eik?fiwt
> 4 hi? :
h(2m) w— 3 in
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and the integral that is calculated first is in the variable w, but the result depends
in essential way on the sign of 7. If it is positive then for # < 0 Green function is
zero because the integrand is not singular in the complex plane Im w > 0. However,
for ¢ > 0 the integration path in w must be closed in the plane Imw < 0, in which
case the integral is not zero because of the presence of the first order pole there. The
Green function for ¢ > 0 is therefore

L L2
G, 1) = / Bk P Q(r)

l
~ h(27)3

where ®(z) is the step function. The integral is most conveniently calculated in
the spherical coordinates of the vector %, in which case integration in the angular
variables gives

N o0 . k2R
G, t) = — / dk Kk " O(1)

—00

hQm)r

and final integration gives

G+ - 1 ml 3/2 -mr2+<n @
D == "R T O (1),
"=z [mm} ¢ ®

From this Green function solution for the probability amplitude of the equation

2
ihOf (F, 1) = —;—mAf(_r', N+ WFEOf(F, 1)

is obtained in the form of integral equation

FE D) = from( 1) + / dqds GG — 4.t — WG )1 (@G 5)

where fiom (7, t) is solution of the equation when the potential W is zero. Charac-
teristic feature of this integral equation is that the solution at time ¢ is obtained from
the solution that is known from before this instant, which is consistent with the usual
sequence of the cause and event, or the causality principle. This is why the Green
function is called retarded, and will have the superscript 4.

Green function could be generalized to arbitrary potential, when its defining equa-
tion is

PN oo L L

ihoiG(r—q,t—s) + %AG(r —q,t—5)—VIrGFr—q,t—s)=60r—q)d{t—ys)

There are two possibilities that give quite different results. One is when the potential
allows only the bound states (e.g. harmonic oscillator), and the other when it allows
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only the unbound ones (e.g. repulsive force). There is the third possibility when both
bound and unbound states are allowed (e.g. attractive Coulomb potential), but this
case is not considered.

If the potential allows only bound states then the corresponding eigenstates satisfy
condition of completeness, in which case the product of two delta functions is written
as

- _ = 1 N —ik(t—s)
OF = ot —s) = - Zf @@ / dk e
Likewise the Green function is written as expansion
A pd 1 —ik(t—s) p* /2, =
GG=G.1-9=5-3 [ dea®e 5 @he

from where one obtains solution for the coefficients

1
gkn) = ————
h(k— < +in)
where again a small parameter 7 is introduced for the same reason as for a free
particle. For a retarded Green function 1 > 0. Green function for ¢ > s is now

jen

GG —Git—9) =3 > e H L@ (B.3)

where e, are eigenvalues of equation

h2
- Afn + V(r)fn = enfn
2m

that is subject to the boundary condition which makes the eigenfunctions f, square
integrable.

Deriving Green function for non binding potentials is more complicated and shall
be demonstrated in one dimension. In three dimensions the procedure is the same
but more complicated.

It is assumed that along the x axes potential is repulsive for x << 0 and x >> 0,
meaning that the force on the particle is directed towards the positive x values. One
example of this potential linear, for example in the Starck effect. The basic equation
that needs solution is

hZ
—— 0 + VO, = ef,
2m

with the boundary condition
lim f, - 0
X—>—00
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and

lim f, ~ 1/4 sin (/ dx/e — V(x) +ﬂ) (B.4)

x—>00 V( )

which implicitly assumes that forx — oo the potential acquires large negative values,
in which case e takes values on the whole real axes. In deriving Green function it is
necessary to normalize the functions f,(x) as (for the assumed boundary conditions
these functions are real)

/ de fo(xX)fe(y) =270 (x — y) (B.5)

The easiest to obtain the proper normalization is for large x, where the asymptotic
value for these functions is given by equation (B.4). The product of two of these
asymptotics for different coordinates is

1
[~V ] =veor

. 1 e
sin (/dx —V()C)+—/d)€ﬁ +ﬁ)
sin (/dyw/—V(y + =

Je@)fe(y) =

«/V—(y )

where it was assumed that V (x) is large negative so that

1 e
Ve—V) ~ =V + W ol

By transforming the product of the two sin functions into a sum of two, and when
integrating in the variable e between the limits =F one gets

E
| desoro
2cos ([ dx/=V ) — [dyJ/=V ()
[—V(y)]l/4[ V(0] (fdx\/i f ym)

(3[4 o))

and in the limit
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E
Jim / de £, (0. ()

_ meos ([ de/=V ) — [dyy/=V())
- [-vo)] ™ =ven'

(e v
=270 [x — y]

which proves that (B.4) is the proper normalization for the identity (B.5).
Green function for this potential is obtained by generalizing it from (B.3) as

i
G —g,t=9)=—7— deelh“ fe@fe(x)

where the function f, (x) has asymptotic form (B.4).

B.1.1 Time Independent

Time independent Green function is defined as
- w? -
[E - V(r—q)]G(r—KZ)Jr%AG(r—q) =0(0r—q)

where itis assumed that a particle interacts with a potential. As for the time dependent
Green function one writes

" 3, ey iRE
G(r)—m/an(n)e

and so the equation is
- = - 2 - s =
[E-V(F-9] /dSn F(R) M09 _ Zh— /d3li KAF(R) 70D = /dzlﬂ =D
m B
from which one obtains
h? — —
(E—%,f) F(p)—/dSKF(/f)W(Ii—p)zl (B.6)

where

~ @) / drv () e =)
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The function F (?) is solution of an integral equation, which is not easily solvable.
However, if interaction is weak then it is solved by iteration resulting in the series

F(P)=FO)+FYP)+FP(T) +...

which is essentially given in the powers of the potential. Thus the zeroth order
solution is 1

F (0)(7) = 2
E— ;—mpz +in

which gives Green function for a free particle. The parameter 1 is small and eventually
its value is set to be zero, but depending on its sign one distinguishes two solutions. In
order to investigate its role in the solution the Green function is calculated explicitly,
for a free particle.

The Green function for a free particle is

1 1 i
G(F) = / &k ————— "
(2m)3 E-LE24in

and after integrating over the angles one has

1 oo IrK
G = — / dkk —
r(2m? J %nz —E—in

The integration path along the real axes could now be extended into the upper half
complex  plane where the integrand is zero in the limit Im (k) — oo. The value of
the integral, however, is not zero because there is a pole of the integrand in that half
of the plane, which is located at

2m .

Kp = ﬁE+m; n >0
2m .

Kp = — ﬁE+m; n<0

Final value of the integral, therefore, depends on the sign of n, hence

= im ira/2m
G = _27rrhze ’ E/h; n>0
and )
2 im —ira/
GO = _27rrﬁze sz/h; n<0

As in the time dependent Green function the sign of 7 determines two different kind
of solutions, when this parameter is positive then it represents outgoing waves and
the incoming otherwise.
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In the next iteration one gets the first order correction to the function F (79)), which

is
e
1 P W(K—p)
E—_ 2. E—_ 224
prr el T

FOF) =
and for a spherically symmetric potential
W(k-T7 —/a’rrVrsm 7
( P)= 7T2|/$—p| (r)sin (|f =7 [r)
If this potential is of a Coulomb type
V(ir)y==e"
r
then ’
- q
WER-F) =t
272 |I_<E— ?|2 +'Yz
which gives
mi q iy —p 3 +in
PWE —3up”+in iy 4 p 4 mE +in

In the derivation one encounters the integral of the form

I:/OodZ —ln(Z_ZO)
oo P(2)

FOP) =

where zj is a complex number with Im(zg) > 0 and P(z) is a polynomial of the order
higher than the first and with the roots that are not real. The integral is then

_ In@—z)| , . [ dz
I = 27Ter€S|: PO ] 27n/

— —ootIm(zo) P(2)

where res is the residue at the pole with Im(z) > 0 and it is the root of P(z). Gener-
alization to other than polynomials is straightforward.

Higher order corrections are obtained in the same way but they are obviously
getting more complicated. However, a general solution could be found in a symbolical
form by writing integral equation (B.6) as

- 12 - 2 -t
F=|E—-—p*+in) +(E--—p°+in) VF (B.7)
2m 2m
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where now the hat indicates that these are not ordinary functions but the “operators”.
On its own this equation has no meaning except when additional rules are defined. If
one of the operators is multiplied as <7 | O then the meaning of this as if one writes

1 —
O P77

(7| 0 0)=0(P) = (271T)3 /d3r 0P T

Completeness of the plane waves is written as

1 - 3p ol TB=i7P
(2m)°

7P| = =0(q-7)

in which case from the symbolic form of the integral equation one gets the “opera-
tional” by the following steps

—1 —1
K2 ) h2A ) =\ =~
(E—2mp2+m) +(7!(E—2mp2+m) FIRIVX)(X| 1o =

-1 -1
FLZ 2 . hz 2 . 3 g — d
(E_Zmp +lr/) +(E—2mp + in /d /\W()\—p)F(/\)

where the identity
— thz . - — h2 2 . - —> —
(p|(E—Ep +m) |n)=(E—%p —i—m) §(K-7)

was used.
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The advantage of this formal treatment is that manipulation with the Green func-
tion is made easier, thus the iteration of equation (B.7) gives the series

F= F() +ﬁo (V/F\()) + F() (‘777\0) (‘7?0) +...
where
_ 2 -
%=@——?H0
2m

The series is formal expansion
1 1 2 -
F=F,(I-VF) =[(I-VF)F'l = (E - %pz 4 +in)

which is also the Green function. However, it should again be emphasized that this
is only a symbolic solution and that it has only meaning in the form of expansion,
and as such it has a limited radius of convergence.
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Useful Relationships

C.1 Delta Function

Standard symbol for one dimensional delta function is
delta function = 6 (x — xg)

and its basic property is

X0+€

dx 6 (x — x0) f (x) = f (x0)

Xp—¢

where ¢ is arbitrarily small but not zero. There are various useful representations of
the delta function, the most common are

1 .
0 (x —xg) = 7 dk e*x=%0)

L +%;COS[n(x—x0)]

2w

1 . €

—lim —————
T e=0 (x — xg)~ + &2
1 . sinfe (x — xp)]
— lim ————
T e—>00 X — X

1 1
— lim —
Zﬁ eg})l* ﬁe

_ G=x)?
=
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Delta function of a more complicated argument is expanded as

5 — An
slgen =3 28 g0y — o

g’ ()|
§[x —x016 [y —yo]
5[f(x,Y)]5[g(x,)’)] a 8 f(XO,YO)—O ’ g(x09y0)_0
det "f ’fH
0.9 0yg

where x, is the nth root of g(x). Derivatives of delta function are evaluated by using
the expression

/dxf(x) dio (x —xp) = — / dx d.f (x) d)':*l§ (x —xp)
Generalization of delta function to three dimensions is straightforward, and it is
5 (F) = 6(x)6(»)6(z)
whilst in spherical coordinates it is given by
S(F—7y) = %5 (r — r9) 0 (¢ — o) d (cos  — cos By)

1
= r—25 (V — 7‘0) Z Ylﬁ,ﬁm (90’ ¢0) Yl,m (97 (b)

I,m

Closely related to delta function is the Cauchy principal value of integral. It is defined

as
b
q[[f—(x)] — lim [ / A / dxf—(x):| (C.1)
X e—0 a X c X

and its connection to delta function is through the limit

d 1
lim — In (x — in) = lim =imd(x) +q [—] (C.2)
n—0 dx n—0Xx — X
or
0 ) 1— e*ikX
lim dx ¢ = lim —— = (C.3)
X—00 _X X—00 lk

X—o0 k k

lim [sin (kX) —il — cos (kX)] _ 500 —i‘][[%]
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This relationship is shorthand for evaluation of integrals

fim dxf(—)nz f(0)+q1[f(x)} (C.4)

n—0

Cauchy principal value is calculated by using the formula

b b .
i [ 10) < [0SOy b
. X a X —a

or by using perturbation method if the denominator is perturbed by a small value €

‘]I[/dx ]=‘]I[/d%f(x—s)] =<11[/dx%f(x)]—sﬁ[[/dx%f%x)]

In applications one often requires the principal value of the integral that contains
exponential function, which is given by

e —ime ;g > (
q[[/dxx_q]_[ ime 4 g < 0
In various examples one gets integrals of the type
00 1 00 : _ 2
I :/ dx 6% (x — x0) f(x) = —2/ dx |:1im M] ) (C5)
S 7 ) e—~>00 X —Xo

For finite, but large, ¢ it is expected that most of contribution comes from the vicinity
of x = xp hence one expands f (x) in Taylor series and the dominant term 7 is

€
I = ;f(xo) + 0 (EO)
which is large. One defines the average integral by

1 Zf(xo)

—~
~
—
—
=
|

which is finite.
Closely related to delta function is the unit step function

1 1
® = — lim ——
© 2( T |) I T e
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which has the integral representation

1 oo eixy
®(x):—,lim/ dy —; >0
27win—->0)_o ~ y—in

It follows from it
o0

X 1 .
— = —lim dy :
x| w0/ o T y—in

sin xy

C.2 Expansions

A plane wave has expansion in spherical waves as

o P = | % > @0+ DJat12(pr)Py (cos ©)
n=0

where

P, (cos®) =

n m op» ¢p n,m (9 ¢)

Related to this expansion is that for the spherical wave

ikl

(C.6)

(C7

o0 n
= = Anki D kr) BTV (k) D77 (B0, d0) Yo (6, ¢)

|r - r0| n=0 m=—n

where the spherical Bessel j, and Hankel A"’ functions are

) I
Jn () = \/;ZJn+1/2(Z)
hil)(z) = \/2ZZ [Jn+l/2(Z) + iNn+1/2(Z)]

In the limit k — O the spherical wave has expansion

n

1 1 "
=4 0o, Yum (0,
|;_;-’0| 7'('2 n+1r n+1 nm( 0 ¢0) ( (b)

R S

- = = —= KR ——s €i R-(F=q)
F—gql 2m K2+

(C.8)
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C.3 Stationary Phase Method

In the applications one often encounters integrals of the form
I = /du Z(u)e*™

where the function Z(u) is a slowly varying function of u?> whilst the phase of the
integrand ¢(u) is large and also a slowly varying with u. The integral averages to a
small value unless the phase at some points is stationary, meaning that its variation
is second order in u. These points are solutions of equation

dow)
du

0

and if there are several solutions they must be well separated, i.e. in between the
points the phase oscillates very rapidly thus the contribution to the integral averages
to a small value. From vicinity of one stationary point the integral approximates as

I~ Z(uy) / du eid)(uﬂ)+§'(u—tts't)zd)”(uu) N 2mZ (ust) i) i sign(¢ (us))

V19" ()]

provided that Z () is nearly constant within this interval. If there are several stationary
points then the integral is the sum of the same contribution from all of them.
If the integral is two dimensional

I = /du dv Z(u, v)e'*®v

then the condition for the stationary phase is
0 Z(u,v) =0 , 0,Z(u,v) =0

in which case the phase in their vicinity approximates as

1 // 1 u /!
P, V) X Gt V) + 5 ALt Vi) + 5 AL (s, V) + Au Ay (s, V)

28lowly has a relative meaning, but in general it means that it is almost a constant function within
the range in which the oscillatory part makes a large number of oscillations.
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and the integral transforms into

i i\ i pof g @)
. Lo A +A, 2LE in —
I~ "7 (uy vs,>/du dvez%( o ) it G|
9

with the result

e ea o ( (G)?
I A ¢ PWs V) 277 (s, Vsr) eld.“g"(‘*7 )+’4”9”(¢’u A

(%"
¢‘/U/ _ u,v

Z
Ou

19”1

Again, for several stationary points, well separated, the integral is the sum of the
individual contribution.

Special case of the two dimensional integral is when the second derivatives are
zero but the mixed is not, i.e.

[ ~ 9t 7 (y,,, vs,)/du dv PP

when its value is
Z (g, Vgr)

I~ 27T€i¢(“.rr)
|90

C.4 Transformation of Volume Element

Volume element in Cartesian coordinates {x;, x», ..., xy} is
dv = dx1 de, ey dXN
By transforming the coordinates into the new ones by

Yn =.fl1 (x17x29 .o ,XN)
the volume element transform into

— dyl d)’27---» d)’N

dxy dxo, ..., dx
L N 7 (v, 0

= |J (x,pldy dys, ..., dyn

where J is called Jacobian and it is defined as
O Y1 Oxy2 -+ Oy N
axzyl axz)’Z e axzyN
J(@,x)=det| . . .

O 1 Oyt -+ Oy



Appendix D
System of N Particles

D.1 Centre of Mass

In many applications it is necessary to transform the coordinates of N particles from
arbitrary coordinate system, often referred to as the laboratory, into the centre of
mass coordinate system. The centre of mass vector is defined as

N
2k,
R =" (D.1)

N
2 m
n=1

and the rest of N — 1 position vectors are arbitrarily defined, but in here they must
satisfy a specific requirement. The bilinear form of Laplacians

A
K=> —Ay,
my
n=1
must in new coordinates {R, 7|, 72, . . ., Fy_1 } be diagonal, i.e. again a sum of Lapla-

cians. It can be shown that these new coordinates are defined as the following: the
vector 7; is the difference between the vector R;4; and the vector of the centre of
mass of the previous j vectors R,; n < j. The first few vectors are

;l = I_éZ - I_él
N > mR; +mR,
ry) = R3 -
my + mp
- = MR +mRy +m3R;
r3 = R4 —
my + my + msy
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By straightforward analysis it is shown that in these coordinates the bilinear form is

1 Ny
k=—ae 3 La,
n=1 "

2 m
n=1

where p, is reduced mass of the particle n + 1 and the mass of all particles with the

indicesj < n+1,1i.e.
n
My 41 E m;
j=1

n+1

2 M
j=1

Hn =

Another important is the sum

where the mass 7, is

Single gradient operator transforms into d

1 1 1 N .
;VR,: N VR_’_%VV/—I—F E n—V,n;]=2,3,...,N—1
J J

n=j
E my ! E m;
n=1 i=1
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N—-1
1 1 1
e

n=1
E my, E m;
i=1

n=1
Ly L o 1y
=5 R+m—N N_i
2 m
n=I

Another transformation is with respect to the coordinates of the centre of mass (D.1),
which shall be demonstrated for single dimension. If the coordinate of the nth particle
is x,, and its mass is m,,, then the centre of mass of the N particle is

mixy + mpxp + maxz + - - -
my+my+m3+---

X =

One defines a coordinate d,, of the nth particle as
d,=x,— X

in which case derivatives

3 = {ax], ax_o_, aJC37 }

are transformed as

0 = D0y

where D has matrix elements
D, = 0d;
"

Kinetic energy operator is then transformed as

R 1 8 Rz W s =
K=__ __=_—8 718:——8 D -1 Da
2 &= my Ox; 27" P ‘

One defines a unitary matrix U that diagonalizes symmetric matrix between the two

operators Jy, to give
e
K = —?84 KR 8(]

where « is a diagonal matrix

k' =U(Dm ' D)U (D.2)
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and the new coordinates are
q="0d D3)

D.2 Rigid Body

Special system of N particles is arigid body, which is formed when all the separations
among the constituents are fixed. This restriction on the motions of the individual
particles greatly simplifies dynamics of the body, in fact it is reduced to three coor-
dinates that determine its orientation in space and three coordinates that determine
position of its centre of mass. For the analysis of dynamics of the rigid body one has
two choices of reference frames, laboratory and centre of mass coordinate frames
(see Sect.D.1). Laboratory coordinate frame is designated by X whilst the centre
of mass one is C. Unit vectors that define X system are X, which are conveniently
fixed and are time independent, whilst in the C system unit vectors may either be
fixed, and conveniently chosen to be parallel with those in the X system and therefore
designated by X, or time dependent and designated by C (this referred to as the body
fixed reference frame). Position of any particle is therefore determined from either
of the coordinate systems and relationship among them is

R,(DX =T, (DX +TFc(DX =TFn(0)C(1) +Te(H)X

where a simplified notation is used. X stands for the set of unit vectors along the axes

that define laboratory frame, say they are X = {x1, x», x3}, C(¢) stand for the similar

unit vectors C(f) = {c1, ¢2, c3} (which are time dependent), r,, = {xﬁ"), ;"), xé”)} and
miry +mry + -+ myry

my+my+ - +my

rc =

is position of the centre of mass of this system.

Basic operation in analysis of motion of a system of particles is rotation of a
vector, mainly to conveniently choose a coordinate frame in which the system appears
simpler, analogous to translation transformation for the choice of the centre of mass
point as the origin of it. Rotation of any vector is achieved in three steps, requiring
three angles that represent three consequent rotations around Cartesian {x, y, z} axes.
The best known are the three Euler angles (zyz angles) representing rotations around
Z, y and z axes, in this order. For the rigid body dynamics, however, it is often more
convenient to choose three consecutive rotations around x, y and z axes(xyz angles),
both rotations are in the reference frame X. Rotation of a vector r,, therefore, goes
in three steps and this transformation is particularly convenient when the modulus of
the vector is fixed, as in the rigid body, because time dependence of it is transferred
to time dependence of rotation angles. So, for example, transforming vector r,,(0)
into r, (), if its modulus is preserved, is by xyz rotation

ra(®) = R (e, 3,7) ra(0) = Ry (@) Ry (B) R, (7) ra(0) (D.4)
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where
1 0 0 cos3 0sinf||cosy —siny 0
R(a, 3,7) =|0cosa —sina 0 1 0 siny cosy 0
0sina cosa ||—sin3 0 cosf3 0 0 1

which is unitary, meaning that RR is the unit matrix. The angles are time dependent.
Rigid body is now defined as a system of particles when the scalar product

Ta(OX - Tr(H)X = xi")xim) + xé")xém) + xgn)xgm)

is time independent, or in other words rotation affects all positions of particles in the
same way.

For the following analysis it is convenient to define relationship between an an-
tisymmetric 3 x 3 (three independent elements) matrix and a single column matrix
(vector), where the association between them is

0 —a3 ay aj
A=|la3 0 —a|a=|a (D.5)
—a, a; 0 as

In this way a vector product with a could be alternatively written as a matrix product
axb=Ab

Important property of this association is that if a is rotated as (D.4) then A is trans-
formed as _
a'=R(a,B,7v)a= R, B, AR (o, B,7) = A’ (D.6)

In the laboratory frame velocity of particles is related to the time derivative of the
rotation angles but it is convenient to define angular velocity vector w with the
property
—w3 Wy | |¥
) =wx O =R = ws 0 —w || (D.7)
—Wwy Wi 0 x;”)

From (D.4) one finds
Fa(t) = R (@, B,7) 1(0) = R (v, B,7) R (. B, ) Fut) = 2 11(2)

and by comparing the elements the angular velocity vector is

10 sin 3 a
w="Tqg=|0cosa —sinacos 3 Jii (D.8)
0 sina cosacos 3
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Closely related, and important, quantity is total angular momentum of the system of
particles that are forming a rigid body. It is defined as

N
L={Ly, Ly, Ls} = D myry(t) x r,(t) =1 Tq = lw (D.9)

n=1

where (D.7) was used. The matrix / is momentum of inertia tensor

N
I= ZmanXn

n=1

where
0 —x§") Y
X=|x" 0 =" (D.10)
—xé") x§"> 0

In general, the inertia tensor is a non-diagonal symmetric matrix, but there is a
reference frame where it is diagonal. To find this frame one defines a unitary matrix
U that diagonalizes /, in which case

N —_
v=UIU =" m,(U X,U) U X,U

n=1

and from (D.6) one obtains rotation matrix

R (g, Ba,va) = U

The angles oy, 3, and 4 determine rotation by which original reference frame should
be transformed in the one where the inertia tensor is diagonal. If the new reference
frame is defined by unit vectors X ’ then they are connected with the unit vectors X
of the original frame by transformation

X' =R (aq Ba, 1) X = UX
Although it is convenient to define the principal axes reference frame, in the labo-

ratory one, it should be emphasized that this applies only if the rigid body does not
rotate. When it does then in this frame the inertia tensor becomes non-diagonal

I=R(a,3,v) R, 3,7) (D.11)
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D.2.1 Classical Dynamics

When an external force is applied on a system of particles, that form a rigid body,
then in general its centre of mass moves and the system rotates. Equation of motion
for the particle n of mass m,, at the position r, is

Mty = F, (r,) + F™ (D.12)

where F, (r,) is a force that acts on this particle and F" is the force that binds particles
together, and it is in the form of a gradient of a potential that is a sum of the terms
like
i 0)
Vij~ 9 <|r,- =1l =1 )
where rl.(p ) is a distance between the particles i and j. The coordinates r, refer to a
laboratory frame and they could be decomposed as

r,=r.+d, (D.13)

where r. are coordinates of the centre of mass and d,, are the coordinates of the nth
particle with respect to it. There are now two sets of equations, one for the motion
of the centre of mass and the other for the nth particle. The former is obtained by
summing the equations (D.12) when one gets

Zmn;‘n ZMrc = ZFn (rn)
n n

where the sum of all internal forces is zero.
In order to obtain equation of motion for the rotation of the system one starts from
equation for the nth particle

myry, = mydy, myik = *Lp — X n X T
|yl |dy] |dl |d|

where d, = r, — r.. The binding force is omitted because it does not have effect on
the moduli |d,|, they are time independent. The force is decomposed into the parallel
component with the distance d,,, and has impact on the centre of mass, and the one
that is perpendicular to it. By vector product of the equation with d,, the result is

m"E (dn X dn) +m,d, x R=d, x F,

and when summing over all particles the final expression is

d
_L=
dt 0
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where Q is total torque by the forces on the rigid body and L is the angular momentum
of it.

This concludes setting up equations of motion for a system of particles that to-
gether form a rigid body. The two sets of equations describe motion of the centre of
mass and the orientation of this system of particles, the rigid body. The two motions
are coupled, which is shown by assuming that the external force changes by small
amount from its value at the centre of mass, when one could write

Fo(re+dy) = Fy(re)+(dy - V)F, (1)

The equation for the centre of mass is then

Mrem )" Fy(r) = Vi, x Q(rd) = D Vi [dy - Fy ()]

where Q (r.) is the torque on the rigid body in the approximation when the forces
have the value at the centre of mass. Equation for the angular momentum, rotation
of the rigid body, is approximately

%L ~Q(re) + ;dn X [dy - V1F, (re) = Q (re) + Q' (re)
where Q' (r.) has the structure of a torque where the force is modification of the
original one.

If no external force is applied on a rigid body then the angular momentum is
constant, and the equations of motion for the angular velocities w are derived from
relationship

— ==0 D.14
dt dt ¢ )

and when the expression (D.11) is used one gets
W= —Qy W =—W x W (D.15)

where (the set of angles {«, 3, v} equals {ay, 84, Va})
W =R (a3, 7w

and
~ 0 —Ws W
QWZR(OQB,V)QR(Q,ﬂy’Y)Z W3 0 _Wl
W, Wi 0
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where the relationship (D.6) was used. Equation (D.15) has a special feature that
momentum of inertia is angle independent and refers to the reference frame where it
is diagonal, according to the definition that it is the body fixed frame. In this frame
W plays the role of angular velocity and if multiplied by ¢ this is angular momentum
in the body fixed frame. This is a convenient frame to analyze motion of a rigid
body that is not subjected to an external force, however when it is applied then the
laboratory frame should be used. Disadvantage is that in the body fixed frame angular
momentum, in general, is not conserved, which follows from (D.15), however, its
modulus is conserved.

Total energy of arigid rotor is derived in an analogous way as angular momentum.
By utilizing (D.13) in the set (D.12) equations of motion are

mud, + myr, = F,
and by scalar product with R and d,, and combining the two products one obtains

my, d .2 my d .2 d - . . .
—~—r. +—=——d,+m,—d,-R=—RV,V —d,V,V
2 dt 2 dt dt

By summing over all particles the total energy is finally

Md .2 m, d -2
E=——r +Zn:75dn+ V(re+dy,re+dy, ... re+dy)

Initial conditions for a rotating rigid body are determined in the laboratory frame
by specifying components of the angular momentum, however, these are derived
quantities because the basic ones are angular velocities to which one would want to
refer to. Components of w are only formally called angular velocities, because they
are related to the time derivatives of the rotation angles by (D.8), which one could
call the true angular velocities but they are also not convenient to specify. The most
intuitive to specify initial conditions are those in the reference frame which is defined
by the principal axes of a rigid body, where the inertia tensor / is diagonal. Angular
momentum in this body fixed reference frame is ¢W where now component W; is
angular velocity around the axes i. In the laboratory frame the angular momentum is

L=R(a,[,7)tW =R(c, 3,7) Ly

A very important parameter is velocity of a particle in a rigid body, and from its
definition (D.7) one obtains

do(t) = —R (v, 8, 7) 1™ d, (0) x Ly

which is related to the angular momentum L; in the body fixed frame.
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D.2.2 Quantum Dynamics

In order to formulate quantum equations for dynamics of rigid rotor one must define
appropriate coordinates and derive the conjugate variables for which one applies
the principle of correspondence. There are two sets of variables, coordinates of
the centre of mass and the rotation angles for rotation of the rigid body. For the
former the conjugate variables are components of the centre of mass momentum
D¢, and hence by the correspondence principle the operator that is associated with
it is p, = —ihV,,. Conjugate variables for the rotation angles are derived from the
Lagrangian, in fact only its kinetic energy part because potential is assumed to be
only coordinate dependent. Kinetic energy of the rigid rotor is

1 : : 1 . . 17 ~ . 1 . .
K= anmndn(o cdn(1) + SMre(D) - re(t) = 59 T I0q + SMre(t) - re(0)

and momentum conjugate variables are

0K
Pi= —
dq;

2

where g; is time derivative of one of the Euler angles. One finds that

p=TIYqg=0Qq
and the kinetic energy for the rotor is
1 ——

K=-50"
2pQ D

The expression simplifies if one defines angular momentum in terms of the conjugate
variables

1 cos 3 0 0
sinasinf cosacosf —sina|p = Qp
—cosasinF sinacos cosa

L=I17q=(Y) " p=

COS

or in the body fixed frame

=y -1
L=R(.BnL=(Y) p=
cosy cos@siny — sin 3 cos-y
L, = —siny cosfGcosy singsiny |p=Qup
cos 0 0 cos 3
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when

Going over to quantum dynamics one uses the correspondence principle and replaces

Oa
p=p=—ih|0s| = —ihVy
0y
If one defines operator
~ i
A=-=-Q
7 bP

with the explicit components

A, co50a + siny05 — tan 3 cos 70,

A=A | =|-23500 4 cos s + tan 3sin v,
A, 9,

and | 5 1
< tan
2 2 2
9, +0 2——0,0, 05 (cos O
COSZﬁ(a+ ) os 3 v os 3 5 (cos 505)

then Schroedinger equation is

h2

h? = —~
—wA,j—EA VYAV (re+dy, e+ da, .. e +dy) f = Ef

which, for simplicity, it is formulated in the body fixed frame. When the potential
energy does not changes appreciable from its value at the centre of mass then the
equation approximates

h? R =< i~
— g Anf = S ARV (o f + Z (dn- V)V (r)f = Ef

Solution is approximately a product f (7., r,) = f. (r.) f» (r,) when the equation is
replaced by two

2

I}
——A =E
g Srfe V(o) fe = Edfe

h? = —~
- A UUAf + Z (d - Vi) V (r) f> = Enfy
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Important quantity in the analysis is the probability current, which is essentially the
average of the velocity of a particle. In classical dynamics velocity of the nth particle
) ra(t) = re(t) = R(v, B,7) ¢~ dy(0) x Ly

and by the correspondence principle it is replaced by the operator

-~ ih
Falt) = —;—4% +ihR (o, B,7) 1 dy(0) x 2V

The charge current for the nth particle is now
Jn = qnhIm |:f* (AL/IV,(_ — R (v, B,7) 17 1d,(0) x K)f] (D.16)
where g, is its charge. The total charge current is
J=

Previous analysis was based on the xyz rotation matrix (D.4), which is convenient
for classical dynamics but not in quantum. In the latter the most convenient is to use
the zyz Euler rotation, which is represented by the rotation matrix

R (v, B,7) = R. (@) Ry (B) R, (7)
Following the same steps as previously one finds

—220, + sinyds + cot 3 cos y0,

—~ “sinﬂ
Ap = ;;‘;a& + cosydz — cot Fsin 0,
0,
and | » 1
A co
Af = 02+ O7) — 2—— 0,0, + —— 0 (sin 50,
Fosin’ g (% +2,) sing@ "’ * sing " (sin 505)

Important quantity is the current (D.16), which with the Euler angles is

1 —~
Jn = qzhIm |:f* (A—/[Vr(. — Rg (o, B, ) ¢ dy(0) x AE)J{|

D.3 Semirigid Body

N particles that are bound together by a force that does not fixes their position with
respect to the centre of mass of the system display collective motion in which motion
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of a single particle is not independent of the motion of the others. The conglomerate
of these particles form a semirigid body. In general this collective motion is chaotic
but an important special case is when around the equilibrium points the force on
particle is harmonic. The forces of this kind are result of approximating interparticle
interaction around the equilibrium points by power expansion and by assuming that
the resulting vibrations are of sufficiently small amplitude.

Position of the nth particle has three Cartesian components, and shall be denoted
by r, = {x1, x2, x3},wheren = 1, 2, ..., N (notation is along the lines as in Sect. D.2,
except one should note additional complication that each constituent of the body is
allowed to move). Thus the position of the nth particle is

rm=r.+d,+ ¢, (D.17)

where r, are coordinates of the centre of mass of the system, d, are coordinates of
its equilibrium position with respect to 7, and ¢, are its coordinates with respect to
d,. Coordinates d, define rigid body, meaning that not only the moduli of d,, are time
independent but also any scalar product d,, - d;. If the particles could move away from
the equilibrium points d, by a small distance ¢,, then the body is a semirigid body.
The potential that binds the particles into a stable system is in general a function
of the separations between any two of them. This ensures that the forces which
bind the particles into a single body are independent of the choice of the reference
frame. However, the choice of the forces should ensure two additional requirements:
vibrations of the particles should not have impact on the centre of mass motion
and also should not change angular momentum of the body as the whole. It could be
shown that the two requirements are fulfilled if the potential energy is a function of the
modulus of the relative separations r; — 7; and the scalar products (r,- — rj) - (ri = 1)

Potential energy is therefore a function of the form V (r,- — rj) ; 1 <J, and har-

monic approximation assumes that around the equilibrium points d,, one could replace
it by expansion

V(dij+eij) =V (dij)+ (D.18)
1 N N N
5 20 Ee Vi) (g V) Vi) + 20 D0 (e Vi) (50 V) V (dike )
i>j=1 i#j=1k>i,l>j

where d; j = d; — d; and ¢; ; = €; — ¢;. The expansion is written in a simplified form
1
V= V(d)—l—E?:'W(d)a

where the matrix elements of W (d) are deduced from the expansions (D.18) and
e ={e1, €, ...,en}. The matrix elements satisfy two conditions, there is no net
force on the body due to the forces among its constituents?

3The conditions are valid only if no external force is applied on the body.



320 Appendix D: System of N Particles

ZWi’j (d) EI =O

ij

no net torque
D dix Wij(d)e; =0
ij
Besides these there is also requirement that both d; and ¢; are defined with respect
to the centre of mass of the body, in which case

Zmidi =0 (D.19)

and

Zmiai =0

D.3.1 Classical Dynamics

Classical equation of motion for the nth particle is
Mty = =V, V =V, Voy (D.20)

where V,,, is potential energy of the nth particle due to some external force. Internal
potential is a function of the relative separations of the particles, whilst external
potential is a function of the absolute positions (with respect to a laboratory frame)
of the particles. The set should be manipulated in order to prepare it for analysis the
basic problem, the motion of the semirigid body as the whole in which the amplitude
of vibrations of its constituents is small compared to their average separations. The
simplest transformation is to sum the equations in which case one obtains equation
for the motion of its center of mass

M};c = - Zvnvexl
n

where M is mass of the entire body.

For the next step on needs a small introduction. If the separation vector of the nth
particle from the centre of mass r, is s, then one could define rotation (for definition
of rotation transformation see Sect. D.2)

si=R(a, B,7)s°
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where the rotation angles are independent of the index n and rotate the position vectors
from some of their initial orientations. Both the angles and s are time dependent for
the semirigid body, in which case time derivative of s,, is

. .0
Sp=w X8 +R(,3,7)s, =w X8, + v, (D.21)

This time derivative has an important property

. 0 ~
Sp XS =W X 8, +R(a,5,’}’)sn =5, X (w X sn) =Xanw
where the definition (D.9) was used. One also shows that
Sp - Sn=5n- [wXx W X $,)] + 5y - i)sn

Equation that s, satisfy are obtained by using the equation for the centre of mass
coordinates, when one gets

— S my
mns,l - Z | 0 V |s” - Sj|) + ZI: (ﬁ - 51',”) ViVeu
for which it could be shown that

E mys, =0
n

By vector multiplying the equation with s, and summing them the resulting equation
is

m, d
Zmnsnxsn—Z( = tn)snxvivexzzEzmnsnx(wxsn)
n

ll’[

and when one uses definition for the momentum of inertia and the angular momentum
(D.9)

%L _ 4= Z (5 = 800 0 % Ve (D.22)

Similarly if equation for s, is scalar multiplied by s, and when they are summed one
obtains

S = S s =5 3=l V(5 +

i.j

Z Z (% - 5i,j) Si+ ViVey
i
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Equation for vy, is now derived by taking gradient of this equation with respect to
4
Sn

myvg, = —2muw X (W X 8,) + FO + F, (D.23)

where the external force is

FH=Z(@—6”,)VVW+ZZ( = 015) 81 V) (Vi Vo)

J

and the force, internal force, from the other particles

=2y (el = =)V (e

J

The first term on the right is the Coriolis force, whilst the rest of the terms depend
on the forces that act on particles.

Equation for the angular momentum of the body is (D.22), and besides it one
should also derive equation for the total energy. From equation (D.20) one derives

d M.2+1Z 2\ d(V—i—V)
a\ 2T )= g et
and by using expression for s, one finally obtains

(M2 gl Z d(v+v)
T, myv, ) = —— e)
dr\ 2 2 dt ”’

On the left of equation is time rate of change of kinetic energy of the body, which is
a sum of the kinetic energy for the motion of its centre of mass, rotation of the body
and the motion of its constituents.

Previous equations are given in terms of the quantities that are only indirectly
related to the parameters which are relevant for the study of dynamics of the body,
such as the rotation angles «, 3 and y and the stretching coordinates s°. In order to
transform them into these parameters one defines

_ _ _ cos fcosy siny 0 0:(
w=R(a,B,7)Tqg=0g=|—cosfFsinycosy0||p (D.24)

i 0 1f]:
sin 8 e

“It should be noted that one is essentially saying that solution of equation d - r = 0 is r = 0, which
is not correct. However, if r is a function of ¢ then the solution is correct if equation should be
valid for any ¢. Solution is undetermined up to an additional component d x a, where a is arbitrary
vector.
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Equations for (D.23) are then transformed into

mn§2 = —m, w X Sg—Zmnw X (w X 52)—
i), 0_ 0 0 0\ (|0 .0 =
Z—'O \% (|sn—sj |)—Z(sn—sj)V (|sn—sj|)+RFn
s j

where definition (D.21) was used. Similarly, equation for the angular momentum
(D.22) is transformed into

. . B i i~ m
q = —Aq —Bly' @ x Iyw — BIy 'Iyw + BI; 'R (ﬁ - 5,~,n) Su X ViV

in

where

A 1 0 — asinf ﬂ
A=T"'T1= —acos? ,
cos 8 0 0 @ cos f
0 « —(@sin
cos 7y — sin~y 0
B=""'R= cos3siny cosfFcosy O
cos

—sin G cosy sin Gsin~y cos 3

This equation simplifies considerably if there is no external force, in which case the
total angular momentum is conserved and equal to Ly, when

lo=1Ly = q=BI," RL,
Kinetic energy is transformed into

M.2 1_ 1 0.0
K = > "+§ Iow—i—E;mnsnsn

Characteristic feature of a semirigid body is that s, could be approximated as a
sum of a large component d,,, whose modulus is fixed, and a small component 7,
that measures the space within which the nth particle moves. Previous equations
should be therefore formulated in terms of the new variables, and for that one uses
perturbation analysis. If s, is written as a sum

Sp=dy + T (D.25)

then
sY=Rs, =d +e,
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where time derivatives of d° are zero. Force on the nth particle due to the other
particles is then approximated as

(9 d?) [(d2 = ) - (en = =)] + (= &)

)2

Fl=->"

J#n

v (ldy - d)

0 _ 40
d — df

where it was taken into account that d° — djo is the equilibrium distance of the two
particles. Also, the leading term that is €, — €; independent was neglected and it was
assumed that the potential V' is harmonic. For further convenience it is assumed that
the force F? is represented in the matrix form

F) = Wuei Wan=0
j

Equation for s¥ transforms now into equation for the shifts ¢,

MpEp = —My W X £y — 2MyT0 X (w X d,?) + Z W, € +an
J

where the contribution of ¢; in the Coriolis term was neglected. For the rotation
angles the equation approximates as

. . . m ~
G = —Aq - Bly '@ x Iyw — BIy 'Tow + B, ' (ﬁ" - 51»,,,) 59 x (RV;Vew)

in
Special attention should be devoted to the momentum of inertia, which is defined in
terms of s, and from the definition of I it approximates as

N
I =1+ Y my (E.D) + D)E,) (D.26)

n=1

where D? is the matrix of the form (D.5) with the elements of d° whilst E, has the
elements €, The equation for g is now

N
q=—Aq — Biy'w x 1y + Buy! Zmn [én X (dg X @) +d° x (én x w)] —
n=1
Biy'd® x (RV, Vi)
where the term for the external force that is of the order € was neglected. The first
two terms on the right are the same as for the rotation of a rigid body. The third term
is contribution due to the oscillations of the body, whilst the last term drives the body.
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Kinetic energy is approximately

M2 1 s 1
K = 7;"0+§’%L0W_ my (én Xw) : (dno Xw)_i_z;m”én.én

n=1

Those were the most general equations that describe dynamics of a semirigid body,
its rotation, vibration and translation under the impact of external force. However, in
some circumstances it is sufficient to analyze vibrations only, without external force,
which could only be de-coupled from rotations if the angular momentum of the body
is zero. In this case the equations are

mnén = z Wn,jgj (D.27)
J

and they are not coupled to the other degrees of freedom if initial conditions are

chosen so that ‘
D g = muga =D mudl x £, =0 (D.28)

Solving equations (D.27) is greatly facilitated if written in a matrix form
me = We
where [ is a symmetric matrix. The equations are solved by modifying them as
(mf)zg) = P W2 ()

and by defining coordinates p that are related to ¢ by transformation m'/?e = Up
where
Um™"PWm™ 2 U = —?

then equations have simple solution

e=m U (pg cos wt + pywo ! sinwt)

The initial conditions py and p, should be chosen in accordance with conditions
(D.28).
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D.3.2 Quantum Dynamics

Quantum dynamics for the semirigid body is formulated along the same lines as for
the rigid body in Sect.D.2. One starts by defining the coordinates, and these are for
the centre of mass, rotation angles and coordinates for vibrations. For these one must
derive conjugate momentum variables from the Hamilton equations, entirely from
kinetic energy of the semirigid body, which is given by

M2 17~ . 1 0.0
K = >Te + §q®lo®q + 3 Zn:mnsnsn

The conjugate momentum for the centre of mass coordinates is therefore

oK .
pe=— =Mr. (D.29)
or.
for the rotation angles
g = ©lOq (D.30)
and for vibrations 0
Ps, =My S, (D.31)

In terms of the conjugate momenta the kinetic energy is

1 1
K=_~cc =
PPt

- = —1 1 1 __
Pq (B1O) ™ py+ = > —pups,
2 ~ my,
Going over to quantum dynamics one uses the correspondence principle, which
states that if the conjugate momentum of the coordinates x = {x1, xp, x3} is p =

{P1, p2, p3} then
Oy,
p=p=—ih|0, | = —ihV,
Ox,

From this correspondence one obtains kinetic energy operator, however, one should
use the Laplace-Beltrami transformation. It states that for a bilinear form

~ I

B=Xxg 'x

where g is a matrix with the elements that are functions of x, the corresponding
Laplace operator in the derivatives V, takes the form

E — G—1/2§x (G]/Zg—l) Vx
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where G is determinant of g. It follows that the parts of the kinetic energy operator
that correspond to the centre of mass motion and vibrations have simple structure.
For the rotations one makes useful observation that

O 'p, =cos™! Bp, ® ' cos 3

and if one defines the operator A as

cosy .
i~ cos B 0o + sin ’Yaﬁ — tan 3 cos 787

A= —67'p, = —2277(’)& + cosy9g + tan 3 sin y0,
2

then kinetic energy operator is

- w2 Rx |~ R 1
K=———A——AIL'A— = —A,
oM 20 2 Zm "

n

The operator A corresponds, up to a constant, to the angular momentum, and has a
very useful property
AXA=A

For the semirigid body one replaces the coordinate vectors s, by (D.25), in which
case the inverse of the momentum of inertia that enters the kinetic energy operator
is approximately

N
I gt ! [Z my (E.DY + DSE,,):| 0!

n=1

where the appropriate symbols are defined in (D.26). Approximate operator K is
now

M7 2 2 m,
mx C = e 13
A > my (EDS+DYE,) |15 A

n=1

One important quantity to calculate is the probability current that one could associate
with each constituent of the body. It is derived from the classical expression for
velocity of the nth particle, which is given by

rn:rc+dn+77n=rc_Xan+(R5n)



328 Appendix D: System of N Particles
which is further transformed into
Fp=re—X,Yq — RE, @ + Re,

where the matrix E, is of the same character as X, but with the components of ¢,,.
Finally one uses relationship with g to obtain

ra=r.—R(X)+E,) ©q+Re,
and in terms of conjugate momenta

. 1 1 0 —15-1
o= 31Pe + m_anE” —R(X, +E,) I;'© 'p,

By replacing conjugate momenta with the operators one gets operator for the velocity

- i in .
T, = _;‘_ﬂc — 2RV, +ihR (X°+ E) I;'A

n
and the current is defined as

, L1 1 0 P
Ju=RIm 3 f* | Ve + —RV. —R(X,) +E)I;'A

En
n
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