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Preface

In the atomic processes connected with the absorption of energy that is much larger
than binding energies of the involved atoms, there are at least two energy scales.
There are correspondingly two scales of momenta. This book is devoted to the
theory of such processes. The presented approach based on analysis of the two
regions of the recoil momenta does not always enable one to achieve high accuracy.
However, it makes it possible to clarify the mechanisms of the processes and also to
avoid the mistakes that are sometimes made in purely numerical computations.

The specifics of the experimental physics at such energies is beyond the scope of
this book, and we present the results of experiments only as an illustration of the
theory.

We assume that our reader knows the quantum mechanics and is familiar at least
with fundamental points of quantum electrodynamics. We assume also that the
reader has taken a standard course in atomic physics.

We hope that this book will be useful to the atomic physics community. We
expect also that this book will help in overcoming the prejudice that “theoretical
atomic physics is the science of precise computations.”

This book is to a large extent based on the works of the authors. We thank our
colleagues and coauthors for decades of fruitful cooperation. We are especially
grateful to Mrs. Galina Stepanova for her assistance in preparation of the
manuscript.

Saint Petersburg, Russia Evgeny G. Drukarev
Aleksandr 1. Mikhailov



Contents

1 Introduction: What Is This Book About? ... ................
1.1 MainIdeas . . ........ .. e
1.2 Subject Matter. . .. ...t
References . . .. ... .. . . e
2 BoxofTools ....... ... . .. . . . . . .
2.1  Wave Functions and Propagators . . . . ..................
21,1 Systemof Units. .. ........ ... ..
2.1.2 Some Aspects of Quantum Electrodynamics . ... .. ..
2.1.3  The Lippmann—Schwinger Equation. . . ... ........
22 Two Scalesof Momenta. . . .......... ...
2.2.1 Differential Cross Sections for Bound and Free
Electrons. . . .. ... ..
222 TheBetheRidge ...........................
2.2.3  Transfer of Large Momenta. . .. ................
References . . .. ... . e
3 Perturbation Theory . ............ .. .. .. .. .. ... .........
3.1 Interaction of the Fast Electron and the Nucleus ...........
3.1.1 Lowest-Order Correction. . . ... ................
3.1.2  Wave Function of the Continuum State Electron
atthe Origin . . . ... ... . . .
3.1.3  Inelastic Electron Scattering by Atoms . .. .........
3.1.4 Use and Misuse of Plane Waves .. ..............
3.2  Final State Interactions Between Electrons . ..............
32.1 General Analysis . .. ........ ... ... ... ... . ...
322 ZeroOrder Terms ............... ... ...,
323 First Order Terms . .. ... ... ... ..
324 Second-Order Terms. . .. ............. ...
3.2.5 Probabilities of the Exclusive Processes ... ........

Ju—,
N N0 I NN ==

—_—

vii


http://dx.doi.org/10.1007/978-3-319-32736-5_1
http://dx.doi.org/10.1007/978-3-319-32736-5_1
http://dx.doi.org/10.1007/978-3-319-32736-5_1#Sec1
http://dx.doi.org/10.1007/978-3-319-32736-5_1#Sec1
http://dx.doi.org/10.1007/978-3-319-32736-5_1#Sec2
http://dx.doi.org/10.1007/978-3-319-32736-5_1#Sec2
http://dx.doi.org/10.1007/978-3-319-32736-5_1#Bib1
http://dx.doi.org/10.1007/978-3-319-32736-5_2
http://dx.doi.org/10.1007/978-3-319-32736-5_2
http://dx.doi.org/10.1007/978-3-319-32736-5_2#Sec1
http://dx.doi.org/10.1007/978-3-319-32736-5_2#Sec1
http://dx.doi.org/10.1007/978-3-319-32736-5_2#Sec2
http://dx.doi.org/10.1007/978-3-319-32736-5_2#Sec2
http://dx.doi.org/10.1007/978-3-319-32736-5_2#Sec3
http://dx.doi.org/10.1007/978-3-319-32736-5_2#Sec3
http://dx.doi.org/10.1007/978-3-319-32736-5_2#Sec4
http://dx.doi.org/10.1007/978-3-319-32736-5_2#Sec4
http://dx.doi.org/10.1007/978-3-319-32736-5_2#Sec5
http://dx.doi.org/10.1007/978-3-319-32736-5_2#Sec5
http://dx.doi.org/10.1007/978-3-319-32736-5_2#Sec6
http://dx.doi.org/10.1007/978-3-319-32736-5_2#Sec6
http://dx.doi.org/10.1007/978-3-319-32736-5_2#Sec6
http://dx.doi.org/10.1007/978-3-319-32736-5_2#Sec7
http://dx.doi.org/10.1007/978-3-319-32736-5_2#Sec7
http://dx.doi.org/10.1007/978-3-319-32736-5_2#Sec8
http://dx.doi.org/10.1007/978-3-319-32736-5_2#Sec8
http://dx.doi.org/10.1007/978-3-319-32736-5_2#Bib1
http://dx.doi.org/10.1007/978-3-319-32736-5_3
http://dx.doi.org/10.1007/978-3-319-32736-5_3
http://dx.doi.org/10.1007/978-3-319-32736-5_3#Sec1
http://dx.doi.org/10.1007/978-3-319-32736-5_3#Sec1
http://dx.doi.org/10.1007/978-3-319-32736-5_3#Sec2
http://dx.doi.org/10.1007/978-3-319-32736-5_3#Sec2
http://dx.doi.org/10.1007/978-3-319-32736-5_3#Sec3
http://dx.doi.org/10.1007/978-3-319-32736-5_3#Sec3
http://dx.doi.org/10.1007/978-3-319-32736-5_3#Sec3
http://dx.doi.org/10.1007/978-3-319-32736-5_3#Sec4
http://dx.doi.org/10.1007/978-3-319-32736-5_3#Sec4
http://dx.doi.org/10.1007/978-3-319-32736-5_3#Sec5
http://dx.doi.org/10.1007/978-3-319-32736-5_3#Sec5
http://dx.doi.org/10.1007/978-3-319-32736-5_3#Sec6
http://dx.doi.org/10.1007/978-3-319-32736-5_3#Sec6
http://dx.doi.org/10.1007/978-3-319-32736-5_3#Sec7
http://dx.doi.org/10.1007/978-3-319-32736-5_3#Sec7
http://dx.doi.org/10.1007/978-3-319-32736-5_3#Sec8
http://dx.doi.org/10.1007/978-3-319-32736-5_3#Sec8
http://dx.doi.org/10.1007/978-3-319-32736-5_3#Sec9
http://dx.doi.org/10.1007/978-3-319-32736-5_3#Sec9
http://dx.doi.org/10.1007/978-3-319-32736-5_3#Sec10
http://dx.doi.org/10.1007/978-3-319-32736-5_3#Sec10
http://dx.doi.org/10.1007/978-3-319-32736-5_3#Sec11
http://dx.doi.org/10.1007/978-3-319-32736-5_3#Sec11

viii Contents
3.2.6  Probability of the Inclusive Process . ............. 46
3.277 The Relativistic Case . . ...................... 47
References . . .. ... . . e 49
4  Singularities of Amplitudes and Wave Functions. . . ... ........ 51
4.1  General Features of the Reactions 2 — 3 . ............... 51
4.1.1  Amplitudes Outside the Bethe Ridge . . ........... 51
4.1.2  Triangle Diagrams in the Case of the
Coulomb Field. . ........................... 55
4.1.3  Triangle Diagrams in the Case of Short-Range
Forces . ... ... .. .. 56
4.1.4  Amplitudes on the Bethe Ridge in the Presence
of Singularities . . ....... ... ... ... ... ... ... 57
4.1.5 Contribution of Triangle Diagrams to Differential
Cross SectionsS. . .. ..o vv e it 60
4.2  Fast Secondary Electrons . . ......................... 63
4.2.1  Angular Correlations and Energy Distributions . . .. .. 63
422 Internal Energy Loss . ........... ... .. .. ..... 66
43 Kato Cusp Conditions . ...............viuiinnenn... 68
4.3.1  Electron—Nucleus Coalescence Point. . . ........... 69
4.3.2  Electron—Electron Coalescence Point .. ........... 70
4.3.3 A Wave Function Based on the Kato Cusp
Condition . . ......... ... 71
4.4  Wave Functions of Helium and Heliumlike Ions . .......... 73
4.4.1  Three-Particle Coalescence Point . .. ............. 73
4.42  Account of Analytical Properties in Approximate
Wave Functions. . .. ......... ... ... ... ..... 74
4.43  Approximate Wave Functions on Coalescence
Lines . ... .. . . 75
References . . .. ... ... e 78
5  The Coulomb Field. Nonrelativistic Case. . . . ... ............. 81
5.1  Wave Functions and Propagator. . ... .................. 81
5.1.1 General Remarks . . .......... ... ... ... ... .. 81
5.1.2  Technique of Calculations. . ... ................ 82
5.1.3  Wave Functions of the Bound States . ............ 83
5.1.4  Wave Functions of the Continuum States . . ........ 85
5.1.5 Examples of Applications . . . .................. 87
516 Green Function . .......... ... .. .. ... .. .... 88
5.2 Photoeffect . . ....... ... ... . .. ... 92
5.3 Second Order Processes I . . ......................... 94
5.3.1 General Analysis . .. ... 94
5.3.2  Amplitude of Rayleigh Scattering. . . ............. 95

5.3.3  Cross Section of the Rayleigh Scattering. . .. ....... 98


http://dx.doi.org/10.1007/978-3-319-32736-5_3#Sec12
http://dx.doi.org/10.1007/978-3-319-32736-5_3#Sec12
http://dx.doi.org/10.1007/978-3-319-32736-5_3#Sec13
http://dx.doi.org/10.1007/978-3-319-32736-5_3#Sec13
http://dx.doi.org/10.1007/978-3-319-32736-5_3#Bib1
http://dx.doi.org/10.1007/978-3-319-32736-5_4
http://dx.doi.org/10.1007/978-3-319-32736-5_4
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec1
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec1
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec2
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec2
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec3
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec3
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec3
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec4
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec4
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec4
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec5
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec5
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec5
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec6
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec6
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec6
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec7
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec7
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec8
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec8
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec9
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec9
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec10
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec10
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec11
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec11
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec12
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec12
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec13
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec13
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec13
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec14
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec14
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec15
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec15
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec16
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec16
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec16
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec17
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec17
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Sec17
http://dx.doi.org/10.1007/978-3-319-32736-5_4#Bib1
http://dx.doi.org/10.1007/978-3-319-32736-5_5
http://dx.doi.org/10.1007/978-3-319-32736-5_5
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec1
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec1
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec2
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec2
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec3
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec3
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec4
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec4
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec5
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec5
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec6
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec6
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec7
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec7
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec8
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec8
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec9
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec9
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec10
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec10
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec11
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec11
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec12
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec12

Contents ix
5.4  Second Order Processes II: Raman and Compton Scattering . .. 100
54.1 Raman Scattering. . . .......... ... ... ... ..... 100
5.4.2 Compton Scattering . . .. ............ouueu.... 103
5.4.3 Total Cross Section of Photon Scattering . ......... 110
5.5 Expansionin Powersof 1/Z....... ... .. ... .. ....... 111
5.5.1  Ground-State Energies of Heliumlike Ions. . ... ... .. 111
5.5.2  Photoionization of Helium Near the Threshold. . . . . .. 112
References . . ... ... .. 114
6 The Coulomb Field. Relativistic Case . . . . .................. 115
6.1 Wave Functions. . . . ....... ... ... ... .. . 115
6.1.1  Wave Functions with Fixed Angular Momentum . . . . . 115
6.1.2  The Continuum Wave Function

in the Ultrarelativistic Limit. . . .. ............... 117
6.1.3  Furry—Sommerfeld-Maue Approximation . ......... 119
6.2  The «Z Dependence of Electron Functions . . ............. 123
6.2.1  Power Series for Wave Functions. . . ............. 123
6.2.2  Relativistic Functions in Terms of FSM Functions . . . . 124
6.3 Photoeffect . . . ... .. ... ... .. 127
6.3.1 General Remarks . . ........ ... ... ... ... ..., 127
6.3.2  Threshold Ionization of Heavy Ions . . ............ 128
6.3.3  The «Z Dependence of Amplitude . . . ............ 130
6.3.4  Calculations in the Lowest Order in aZ ........... 131
6.3.5 Inclusion of Higher-Order Terms . . ... ........... 133
6.3.6  Ultrarelativistic Case. . . . .. ... ... 136
6.4  Elastic Scattering of the High Energy Photons on Atoms . . . .. 138
6.4.1 Channels of the Process . ..................... 138
6.4.2 Rayleigh Scattering . ... ....... ... ... ... ... ... 138
6.4.3 Delbriick Scattering . . . ........ ... ... ... ..... 142
6.4.4  Scattering on the Nucleus . . . .................. 143
6.4.5 Isolation of Partial Contributions . .. ............. 144
6.5 Compton Scattering . . . .. .. ... ...ttt 145
6.5.1 General Relations. . . ......... ... ... ... ..... 145
6.5.2  Lowest Order Calculations on the Bethe Ridge . . . . .. 147

6.5.3 Inclusion of Higher Order Terms
onthe Bethe Ridge ............ ... ... ... .... 151
6.5.4  Outside the Bethe Ridge . . .. .................. 153
References . . .. ... . . 155
7 Photoionization of Atoms . . . . ... ... ... ... ... ... ... 157
7.1  High-Energy Nonrelativistic Asymptotics . . .............. 157
7.1.1 Ionization of s States . .. .......... ... ... ..... 158
7.1.2  Ionization of States with £ £ 0. ... .............. 160
7.1.3  Possibility of Asymptotic Analysis. . ............. 163

7.1.4  Preasymptotic Behavior of the Cross Sections . . . . . .. 166


http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec13
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec13
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec14
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec14
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec15
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec15
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec16
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec16
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec17
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec17
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec18
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec18
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec19
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Sec19
http://dx.doi.org/10.1007/978-3-319-32736-5_5#Bib1
http://dx.doi.org/10.1007/978-3-319-32736-5_6
http://dx.doi.org/10.1007/978-3-319-32736-5_6
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec1
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec1
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec2
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec2
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec3
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec3
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec3
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec4
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec4
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec5
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec5
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec5
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec6
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec6
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec7
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec7
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec8
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec8
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec9
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec9
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec10
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec10
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec11
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec11
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec11
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec12
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec12
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec13
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec13
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec14
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec14
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec15
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec15
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec16
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec16
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec17
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec17
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec18
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec18
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec19
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec19
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec20
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec20
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec21
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec21
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec22
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec22
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec23
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec23
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec24
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec24
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec24
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec25
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Sec25
http://dx.doi.org/10.1007/978-3-319-32736-5_6#Bib1
http://dx.doi.org/10.1007/978-3-319-32736-5_7
http://dx.doi.org/10.1007/978-3-319-32736-5_7
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec1
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec1
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec2
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec2
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec2
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec3
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec3
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec4
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec4
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec5
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec5

Contents

7.2 Forms of Electromagnetic Interactions . .................
7.2.1  Forms of Interaction and Gauge Invariance . . . ... ...
7.2.2  Thomas—Reiche-Kuhn Sum Rule. . ..............
7.2.3  Amplitude of Photoionization in Length Form. .. .. ..
7.2.4  Amplitude of Rayleigh Scattering in Length Form . . . .
7.3 Relativistic Case . ... ....... i
7.3.1 The Lowest Order «Z Terms. . . ................
7.3.2  Far Away from the Threshold . . ... .............
7.3.3  In the Vicinity of the Threshold. . .. .............
7.4 Photoionization Beyond the Independent Particle
APPIroXimation. . . . . v vttt e e
74.1 Correlations inthe L Shell . ...................
7.4.2 Random Phase Approximation with Exchange. . . .. ..
7.4.3  Correlations in the Higher Subshells. . . . ... .......
7.4.4 Intershell Correlations. . . .....................
7.4.5 Nonrelativistic High-Energy Asymptotics . .........
7.4.6  Peculiarities of the Relativistic Case. . ............
References . . ... ... .. .

Ionization and Excitation by Photon Impact at Higher

Energies . ... ... .. .

8.1 Compton Scattering . . . ... .. ..o v,
8.1.1  Interpretation of the Seagull Term ...............
8.1.2  Distribution of the Scattered Photons . . ...........
8.1.3  Distribution of Ejected Electrons . .. .............
8.1.4  Radiation of Soft Photons . . .. .................

8.2  Ionization Accompanied by Creation of Pairs .. ...........
8.2.1  Vacuum Assistance Mechanism. ... .............
8.2.2  Energy Distribution of the Ejected Electrons . . . . .. ..
8.2.3 Total Cross Section .. .......................

8.3  Excitation Accompanied by the Pair Creation . ............
8.3.1  Mechanisms of the Excitation Processes . . . ........
8.3.2  Competition of the Contributions . . . .............

References . . .. ... .. . .

Double Photoionization and Related Processes. . . .. ...........
9.1 The General Picture . . . ........ ... ... ... ... ... ....
9.1.1 Objects of Investigation . .....................
9.1.2 Mechanisms of the Process . . .. ................
9.2  Double Ionization in the Dipole Approximation. .. .........
9.2.1 Nonrelativistic High-Energy Asymptotics
forHelium . ........ ... ... ... .. .. ... ....
9.2.2  Nuclear Charge Dependence of Asymptotics
for Heliumlike Tons . .. ..... ... ... ... .. ....
9.2.3  Double Photoionization at Intermediate Energies . . . . .

241


http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec6
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec6
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec7
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec7
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec8
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec8
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec9
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec9
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec10
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec10
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec11
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec11
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec12
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec12
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec12
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec13
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec13
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec14
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec14
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec15
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec15
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec15
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec16
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec16
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec17
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec17
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec18
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec18
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec19
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec19
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec20
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec20
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec21
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Sec21
http://dx.doi.org/10.1007/978-3-319-32736-5_7#Bib1
http://dx.doi.org/10.1007/978-3-319-32736-5_8
http://dx.doi.org/10.1007/978-3-319-32736-5_8
http://dx.doi.org/10.1007/978-3-319-32736-5_8
http://dx.doi.org/10.1007/978-3-319-32736-5_8#Sec1
http://dx.doi.org/10.1007/978-3-319-32736-5_8#Sec1
http://dx.doi.org/10.1007/978-3-319-32736-5_8#Sec2
http://dx.doi.org/10.1007/978-3-319-32736-5_8#Sec2
http://dx.doi.org/10.1007/978-3-319-32736-5_8#Sec3
http://dx.doi.org/10.1007/978-3-319-32736-5_8#Sec3
http://dx.doi.org/10.1007/978-3-319-32736-5_8#Sec4
http://dx.doi.org/10.1007/978-3-319-32736-5_8#Sec4
http://dx.doi.org/10.1007/978-3-319-32736-5_8#Sec5
http://dx.doi.org/10.1007/978-3-319-32736-5_8#Sec5
http://dx.doi.org/10.1007/978-3-319-32736-5_8#Sec6
http://dx.doi.org/10.1007/978-3-319-32736-5_8#Sec6
http://dx.doi.org/10.1007/978-3-319-32736-5_8#Sec7
http://dx.doi.org/10.1007/978-3-319-32736-5_8#Sec7
http://dx.doi.org/10.1007/978-3-319-32736-5_8#Sec8
http://dx.doi.org/10.1007/978-3-319-32736-5_8#Sec8
http://dx.doi.org/10.1007/978-3-319-32736-5_8#Sec9
http://dx.doi.org/10.1007/978-3-319-32736-5_8#Sec9
http://dx.doi.org/10.1007/978-3-319-32736-5_8#Sec10
http://dx.doi.org/10.1007/978-3-319-32736-5_8#Sec10
http://dx.doi.org/10.1007/978-3-319-32736-5_8#Sec11
http://dx.doi.org/10.1007/978-3-319-32736-5_8#Sec11
http://dx.doi.org/10.1007/978-3-319-32736-5_8#Sec12
http://dx.doi.org/10.1007/978-3-319-32736-5_8#Sec12
http://dx.doi.org/10.1007/978-3-319-32736-5_8#Bib1
http://dx.doi.org/10.1007/978-3-319-32736-5_9
http://dx.doi.org/10.1007/978-3-319-32736-5_9
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec1
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec1
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec2
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec2
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec3
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec3
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec4
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec4
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec5
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec5
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec5
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec6
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec6
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec6
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec7
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec7

Contents

10

11

9.2.4  Photoionization Followed by Excitation:
Intermediate Energies . . . . .......... ... ... ....
9.2.5 Two Fast Photoelectrons. . . . ..................
9.3  Quasifree Mechanism. . ... .........................
9.3.1 The Amplitude . ......... ... ... ... ... ... ...
9.3.2  Evaluation of the Shape of the Spectrum Curve. . . . ..
9.3.3  High Energy Behavior of Ionization Cross Section

9.3.4 Distributions in Recoil Momenta . . . .............
9.4  Ejection of Relativistic Electrons . . ... .................
9.4.1 Distribution of Photoelectrons . . ... .............
9.4.2  Energy Dependence of the Cross Section ..........
9.5 Two-Electron Capture with Emission of a Single Photon . . . ..
9.5.1 Experiment and Theory. ... ................ ...
9.5.2 The High-Energy Case . . .. ...................
References . . ... ... .

Photoionization of Endohedral Atoms. . .. ..................
10.1 Photoionization of Fullerenes. . . . ... ..................
10.1.1 Fullerenes. . ........ ... ...
10.1.2 Photodetachment of Cgy . ... ... ... ... ... ..
10.1.3 Asymptotics of the Photoionization Cross Section . . . .
10.2  Photoionization of Caged Atoms . .. ...................
10.2.1 Wave Functions of Caged Atoms. . . .............
10.2.2 Polarization of the Fullerene Shell . . .. ...........
10.2.3  Energy Dependence of the Photoionization Cross
Section . .. ...
10.3  Absorption of Photoelectrons by the Fullerene Shell. . . ... ...
10.3.1 Photoelectron Interaction with the Fullerene Shell . . . .
10.3.2 High-Energy Limit. . .. .......... ... ... .....
10.3.3 Energy Dependence of the Probability
of Excitation of the Fullerene Shell . .............
References . . .. ... . .

Annihilation of Positrons with Atomic Electrons . . . . ... ... . ...
11.1 Two-Photon Annihilation . .. ......... ... ... ... .....
11.1.1 On the Bethe Ridge: Fast Positrons . .............
11.1.2  On the Bethe Ridge: Slow Positrons. . .. ..........
11.1.3 Photon Distribution Outside the Bethe Ridge. . . ... ..
11.2  Annihilation with Radiation of One Photon. . .............
11.2.1 Single-Quantum Annihilation. . . . ...............
11.2.2 Annihilation Followed by Ionization. . ............

xi


http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec8
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec8
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec8
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec9
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec9
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec10
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec10
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec11
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec11
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec12
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec12
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec13
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec13
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec13
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec14
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec14
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec15
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec15
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec16
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec16
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec17
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec17
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec18
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec18
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec19
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec19
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec20
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Sec20
http://dx.doi.org/10.1007/978-3-319-32736-5_9#Bib1
http://dx.doi.org/10.1007/978-3-319-32736-5_10
http://dx.doi.org/10.1007/978-3-319-32736-5_10
http://dx.doi.org/10.1007/978-3-319-32736-5_10#Sec1
http://dx.doi.org/10.1007/978-3-319-32736-5_10#Sec1
http://dx.doi.org/10.1007/978-3-319-32736-5_10#Sec2
http://dx.doi.org/10.1007/978-3-319-32736-5_10#Sec2
http://dx.doi.org/10.1007/978-3-319-32736-5_10#Sec3
http://dx.doi.org/10.1007/978-3-319-32736-5_10#Sec3
http://dx.doi.org/10.1007/978-3-319-32736-5_10#Sec4
http://dx.doi.org/10.1007/978-3-319-32736-5_10#Sec4
http://dx.doi.org/10.1007/978-3-319-32736-5_10#Sec5
http://dx.doi.org/10.1007/978-3-319-32736-5_10#Sec5
http://dx.doi.org/10.1007/978-3-319-32736-5_10#Sec6
http://dx.doi.org/10.1007/978-3-319-32736-5_10#Sec6
http://dx.doi.org/10.1007/978-3-319-32736-5_10#Sec7
http://dx.doi.org/10.1007/978-3-319-32736-5_10#Sec7
http://dx.doi.org/10.1007/978-3-319-32736-5_10#Sec8
http://dx.doi.org/10.1007/978-3-319-32736-5_10#Sec8
http://dx.doi.org/10.1007/978-3-319-32736-5_10#Sec8
http://dx.doi.org/10.1007/978-3-319-32736-5_10#Sec9
http://dx.doi.org/10.1007/978-3-319-32736-5_10#Sec9
http://dx.doi.org/10.1007/978-3-319-32736-5_10#Sec10
http://dx.doi.org/10.1007/978-3-319-32736-5_10#Sec10
http://dx.doi.org/10.1007/978-3-319-32736-5_10#Sec11
http://dx.doi.org/10.1007/978-3-319-32736-5_10#Sec11
http://dx.doi.org/10.1007/978-3-319-32736-5_10#Sec12
http://dx.doi.org/10.1007/978-3-319-32736-5_10#Sec12
http://dx.doi.org/10.1007/978-3-319-32736-5_10#Sec12
http://dx.doi.org/10.1007/978-3-319-32736-5_10#Bib1
http://dx.doi.org/10.1007/978-3-319-32736-5_11
http://dx.doi.org/10.1007/978-3-319-32736-5_11
http://dx.doi.org/10.1007/978-3-319-32736-5_11#Sec1
http://dx.doi.org/10.1007/978-3-319-32736-5_11#Sec1
http://dx.doi.org/10.1007/978-3-319-32736-5_11#Sec2
http://dx.doi.org/10.1007/978-3-319-32736-5_11#Sec2
http://dx.doi.org/10.1007/978-3-319-32736-5_11#Sec3
http://dx.doi.org/10.1007/978-3-319-32736-5_11#Sec3
http://dx.doi.org/10.1007/978-3-319-32736-5_11#Sec4
http://dx.doi.org/10.1007/978-3-319-32736-5_11#Sec4
http://dx.doi.org/10.1007/978-3-319-32736-5_11#Sec5
http://dx.doi.org/10.1007/978-3-319-32736-5_11#Sec5
http://dx.doi.org/10.1007/978-3-319-32736-5_11#Sec6
http://dx.doi.org/10.1007/978-3-319-32736-5_11#Sec6
http://dx.doi.org/10.1007/978-3-319-32736-5_11#Sec7
http://dx.doi.org/10.1007/978-3-319-32736-5_11#Sec7

xii

12

Contents

11.3  Annihilation Without Radiation . . .. ........ ... ... ..... 336
11.3.1 Annihilation with Ionization . .................. 336
11.3.2 Annihilation with Creation of ™ pu~ Pairs. . ... ... .. 340
References . . .. ... . 344
Nuclear Transitions and the Electron Shell . . ... ... ... .. ... 345
12.1 Role of Atomic Electrons in Nuclear Beta Decay. .. ........ 345
12.1.1 Amplitude of Nuclear Beta Decay . .............. 345
12.1.2 Neutrino Mass Measurements . . ................ 347
12.1.3 A Tale of a Heavy Neutrino . .................. 353
12.1.4 Creation of Vacancies in the Electron K Shell in
Decay. . ... .. 356
12.1.5 Creation of Vacancies in the Electron K Shell in 7
Decay. . ... 360
12.2 Interactions of Gamma Quanta with the Electron Shell . . . . . .. 363
12.2.1 Amplitude for Electromagnetic Transition
ofthe Nucleus. . . .......................... 363
12.2.2 Internal Nuclear Conversion . .................. 364
12.2.3 Two-Electron Processes in the Electron Shell . ... ... 367
12.2.4 Excitation of Nuclear Levels by Electronic
Transitions . .. ... ... .. 369
12.3 Electron Shell in Alpha Decays....................... 373
12.3.1 Transitions in Internal Shells . . . .. .............. 373
12.3.2 Influence of the Electron Shell on the Probability
of AlphaDecay......... ... ... .. .. ... .... 376
References . . ... ... . 381


http://dx.doi.org/10.1007/978-3-319-32736-5_11#Sec8
http://dx.doi.org/10.1007/978-3-319-32736-5_11#Sec8
http://dx.doi.org/10.1007/978-3-319-32736-5_11#Sec9
http://dx.doi.org/10.1007/978-3-319-32736-5_11#Sec9
http://dx.doi.org/10.1007/978-3-319-32736-5_11#Sec10
http://dx.doi.org/10.1007/978-3-319-32736-5_11#Sec10
http://dx.doi.org/10.1007/978-3-319-32736-5_11#Sec10
http://dx.doi.org/10.1007/978-3-319-32736-5_11#Bib1
http://dx.doi.org/10.1007/978-3-319-32736-5_12
http://dx.doi.org/10.1007/978-3-319-32736-5_12
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec1
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec1
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec2
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec2
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec3
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec3
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec4
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec4
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec5
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec5
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec5
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec6
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec6
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec6
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec7
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec7
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec8
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec8
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec8
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec9
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec9
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec10
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec10
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec11
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec11
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec11
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec12
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec12
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec13
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec13
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec14
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec14
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Sec14
http://dx.doi.org/10.1007/978-3-319-32736-5_12#Bib1

Acronyms

CFHH
FS
FSI
FSM
HF
HFT
ICC
IPA
ISI
LHS
LSE
NEET
QED
QFM
RDEC
RHS
RPAE
RRPA
SO
SU
VAM
ZRPM

Correlation function hyperspherical harmonic (method)
Fullerene shell

Final state interactions
Furry—Sommerfeld—-Maue (functions)
Hartree—Fock approximation
Hellmann-Feynman theorem

Internal conversion coefficient
Independent particle approximation
Initial state interactions

Left-hand side of equation
Lippmann—Schwinger equation
Nuclear—electron excitation transition
Quantum electrodynamics

Quasifree mechanism

Radiative double electron capture
Right-hand side of equation

Random phase approximation with exchange
Relativistic random phase approximation
Shakeoff

Shakeup

Vacuum-assisted mechanism

Zero-range potential model

Xiii



Chapter 1
Introduction: What Is This Book About?

Abstract We present the main ideas of the book and describe the contents of the
book in detail.

1.1 Main Ideas

Many recent publications devoted to the interaction of photons and electrons with
atoms and molecules have the same structure. In the first step, a general quantum-
mechanical formula for the cross section is given. In the next step, the most “accurate”
numerical functions for the bound-state electrons are employed. Since the binding
energies can be measured with high accuracy, the wave functions pass the test for
reproducing the binding energies with a good accuracy. In the last step, the computer
is put to work. Sometimes, attempts are made to include interactions between the
electrons in the final state.

About thirty years ago such an approach was justified to some extent. Most cal-
culations were connected with characteristics that could be detected experimentally.
In such experiments energies of the order of the electron binding energies were
transferred to the targets. There was no small parameter, and thus there was no pos-
sibility to evaluate the equations determined by the original formalism of quantum
mechanics. The theoretical atomic physics was indeed becoming a science of precise
computations. The near-threshold behavior of processes in which one could find a
small parameter was rather an exception.

The situation changed at the end of 1980s, when new synchrotron sources of pho-
tons became available. Experiments involving photon energies of order about 10keV
were carried out. For light atoms, such energies are much larger than the binding
energies. Some of theoretical calculations which could be of practical importance
now contained a small parameter.

In the early years of quantum mechanics, Bethe [1, 2] described the main features
of high-energy electron—atomic scattering; see also [3]. Here “high energy” means
that the energy greatly exceeds the binding energy of the system. Thus, for example,
an energy of 1keV can be considered a “high energy” for an atom of hydrogen,
but not for the K electrons of a neon atom. The main principles of high-energy
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2 1 Introduction: What Is This Book About?

atomic physics were developed and employed later in the papers of our teacher V.G.
Gorshkov and his collaborators (references will be given throughout the text). These
principles can be extended to the analysis of any interaction between high-energy
charged particles or photons with bound systems. They are as follows:

e The differential cross section of a high-energy process is enchased in the kinematic
region, where the same process on the free electrons is allowed.

e Each act of exchange by large momentum ¢ strongly exceeding the characteristic
momentum up, of a bound system leads to a parametrically small factor.

e The interactions between the fast and slow participants of the process can be treated
as a perturbation.

e The cross sections can be expressed in terms of certain parameters of the bound
systems.

1.2 Subject Matter

In this book we show how these ideas work. In addition to the standard techniques of
quantum mechanics, we employ the Lipmann—Schwinger equation (LSE) [4], which
allows us to find the Fourier transforms of wave functions in terms of the wave
functions at small distances. We use also Feynman diagrams, which can be viewed
as graphical illustrations of the LSE. Employing Feynman diagrams for describing the
bound electrons became possible due to the work of Furry [5]. The kinematic region
where the momentum transferred to the nucleus, known also as the recoil momentum,
can be made small (g ~ ) is called the Bethe ridge. In many cases the Bethe ridge
provides the main contribution to the cross section. The characteristics of a process
on the bound electrons at the Bethe ridge can be expressed in terms of those for the
same process on free electrons. This makes the investigation of a process on free
electrons a necessary step of theoretical analysis. Such an analysis carried out before
beginning computations helps to avoid numerous possible mistakes. Unfortunately
some of the latter can be found in published papers. These points are the subject of
Chap. 2.

In Chap.3, we show how the perturbative treatment of fast electrons should be
carried out. Although looking to be simple, the perturbative approach was not always
carried out properly. Validity of the perturbation expansion does not necessarily mean
that the lowest-order approximation is sufficient even for a qualitative description of a
process. We demonstrate that in processes with large momentum ¢ transferred to the
nucleus, the lowest-order term of perturbative series should contain the plane wave
and the first-order Coulomb correction. We also develop the perturbative approach
to the final state interaction (FSI) of a fast ejected electron with the atomic shell
[6]. We demonstrate that the lowest-order FSI correction should include the terms
describing one and two interactions between the fast electron and the atomic shell.
The amplitude of the process contains infrared divergent terms that cancel in the
expressions for the differential and total cross sections.
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In Chap.4, we demonstrate that 2 — 3 processes with large recoil momenta
are described by triangle diagrams , with the main contributions determined by
the anomalous singularities of the latter [7]. This enables us to obtain analytical
expressions for the differential distributions and for the cross sections. The transfer
of large momentum between the electron and the nucleus or between electrons is
related to the small values of the corresponding distances, where the shape of the wave
functions is determined by the Kato cusp conditions [8]. We explain the importance
of the latter and construct the electron wave functions on the coalescence lines.

In Chap. 5, we consider processes in the Coulomb field in the framework of non-
relativistic approximation. We introduce a technique that simplifies the calculations
in the Coulomb field [9]. We apply it to calculation of the first- and second-order
processes. In other words, we calculate the differential distributions and the total
cross sections for the photoeffect and also for the Rayleigh scattering, for the Raman
scattering, and for the Compton effect.

In Chap. 6, we find the relativistic electron Coulomb functions as power series in
(aZ)? with the Furry—Sommerfeld-Maue functions as the lowest-order approxima-
tion [10]. The results are employed for calculation of the photoionization angular
distribution and the cross section with inclusion of the terms of order o®Z3. We
consider also second-order processes. We study the role of various mechanisms for
photon elastic scattering on atoms. We present the characteristics of the Compton
scattering on the Bethe ridge with inclusion of the &> Z? terms. Employing the results
of Chap. 4, we calculate the differential distributions for the Compton scattering out-
side the Bethe ridge.

In Chap.7, we analyze the photoionization of atoms. We show the possibility of
nonrelativistic asymptotic analysis. We demonstrate that the variety of forms of the
electron—photon interactions is connected with the gauge invariance of quantum elec-
trodynamics. We show that the asymptotics for photoionization of s states can be cal-
culated in the velocity form by employing plane waves. In the length form one should
include also the lowest nonvanishing term of interaction between the photoelectron
and the nucleus. The latter should be included in calculations of the asymptotics for
ionization of states with £ # 0 in both forms. We analyze the Thomas—Reiche—Kuhn
sum rules for the case of a nonlocal field. We carry out asymptotic analysis also for
the relativistic case. We present a method for inclusion of the screening corrections
for the relativistic case near the threshold and far away from it, as worked outin [11].
We demonstrate that inclusion of the correlations beyond the independent particle
approximation (IPA) in the framework of the perturbative approach developed in
Chap. 3 enables us to remove the discrepancy between the experimental data and
the results of the IPA calculations. We show also how inclusion of the IPA breaking
effects changes the asymptotic behavior of the photoionization cross sections [12].

Since the nonrelativistic photoionization cross section drops rapidly with an
increase of the photon energy, the higher-order processes dominate in the forma-
tion of ions at larger values of the photon energy. In Chap. 8, we carry out relativistic
analysis of the second-order and third-order processes. If the photon energy is large
enough, the Compton scattering becomes the dominant mechanism of ionization.
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We show that the seagull term of the nonrelativistic Compton scattering amplitude
can be viewed as the contribution of the negative-energy intermediate states in the
relativistic amplitude. We find the general equations for the characteristics of the
Compton scattering on the Bethe ridge and show their connection with equations of
the impulse approximation. Employing the results obtained in Chap. 4, we find the
differential distributions outside the Bethe ridge. We demonstrate the infrared sta-
bility of the sum of the contribution to the Compton scattering cross section coming
from soft scattered photons and the photoionization cross section, which includes the
radiative corrections. At still larger photon energies w > wy, the ions are produced
mainly with the creation of electron—positron pairs. We obtain the energy distribu-
tion of the electrons ejected due to this mechanism. We calculate the dependence
of wy on the value of the nuclear charge Z for the single-electron ions and for the
atoms containing Z electrons [13]. We find also the photon energy region where this
mechanism dominates in the creation of excited atoms.

In Chap.9, we consider mainly the double photoionization of the helium atom
and of heliumlike ions. We analyze three mechanisms of the process. They are the
shake off (SO), final-state interactions (FSI), and the quasifree mechanism (QFM).
We study their role in the distribution of photoelectrons and their contribution to the
double-to-single cross section ratio Ry(w) = o *(w) /o T (w), analyzing their depen-
dence on the nuclear charge. We suggest the perturbative model for the desctiption
of correlations between the bound electrons in which the electron interactions are
treated perturbatively, while their interactions with the nucleus are included exactly
[14]. Special attention is devoted to the quasifree mechanism, which was also first
considered in [14]. The QFM is at work only beyond the dipole approximation.
It manifested itself in experiments on the recoil momentum distribution at photon
energies w ~ 800 eV [15]. It modifies the shape of the spectral curve at energies
of several keV. We demonstrate that the approximate wave functions employed in
computations of the spectrum at these energies should satisfy the second Kato cusp
condition. Otherwise, they can yield a qualitatively incorrect result. At energies of
several hundred keV, the QFM dominates in large part of the energy distribution
of the photoelectrons. It is also the main mechanism of breaking the nonrelativistic
high-energy asymptotics of the ratio Ry (w).

In Chap. 10, we study photoionization of fullerenes and of fullerenes with encap-
sulated atoms. We present the calculation for the photoionization cross section of
negative ions Cg,, describing the field of the fullerene shell by the Dirac bubble
potential. Investigation of dependence of the high-energy asymptotics on the shape
of the model potential is carried out. We analyze the photoionization of atom encap-
sulated into the fullerene. The energy-dependence of the cross section may differ
fundamentally from that for an isolated atom due to interference of the outgoing
electron wave with that reflected by the fullerene shell [16]. We analyze the inelastic
processes in the fullerene shell that accompany the photoionization of the encapsu-
lated atom. It appears to be possible to sum the perturbative series for photoelectron
interaction with the fullerene shell [17]. The probability of inelastic processes was
found to be close to unity in the large interval of the photon energies.
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Since electron and positron scattering on atoms is analyzed in detail in numer-
ous books, we do not consider those processes in our book (although some aspects
of electron scattering by atoms are touched on). In Chap. 11, we analyze various
channels for annihilation of positrons with atomic electrons. Since in the annihi-
lation process a large energy exceeding 1 MeV is released, relativistic analysis is
required even in the case of slow positrons. Employing the results of Chap.6, we
study the dominative two-photon annihilation process on the Bethe ridge including
the contributions of order ?>Z>. Using the results of Chap.4, we investigate this
process outside the Bethe ridge. We calculate the characteristics of single-quantum
annihilation and of annihilation followed by the knockout of a bound electron to the
continuum. In the latter case, the role of the QFM mechanism described in Chap. 9
is important [18]. We consider also annihilation followed by creation of u* ™ pair
and annihilation accompanied by the creation of mesoatom.

In Chap. 12, we consider the mutual influence of nuclear and electronic transitions.
We investigate the influence of the electronic shell on the energy distribution of
electrons ejected in nuclear 8 decay, employing the approach presented in Chap. 3.
We demonstrate how the considered effects manifest themselves in experiments on
detection of the neutrino mass. We show how the analysis of interactions between
the beta electron and the bound electron in the decay of tritium helped to solve the
“heavy neutrino” problem. We present the results for probabilities of the creation of
vacancies in the atomic shell in 8~ and BT nuclear decays [19]. For the case of nuclear
y decays, we analyze the calculations of probabilities of internal nuclear conversion.
Using the perturbative model developed in Chap.9, we calculate the probability
for ejection of two electrons from the electronic shell during the same nuclear y
transition. Employing the results obtained in Chap. 4, we clarify the mechanism and
calculate the cross section for the nonresonant photoexcitation of the nucleus. We
also present an analysis of the less-explored influence of the electronic shell on the
probability of « decay.
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Chapter 2
Box of Tools

Abstract Here we introduce the system of units. We recall the main equations of
nonrelativistic quantum mechanics and quantum electrodynamics that we employ
in this book. We single out two regions for the values of the recoil momentum. In
the region of small recoil momentum called the “Bethe ridge,” the characteristics
of a process with participation of the bound electrons are expressed in terms of the
process on the free electrons. The electron functions at large recoil momenta are
calculated using the Lippmann—Schwinger equation.

2.1 Wave Functions and Propagators

2.1.1 System of Units

We employ a system of units that is convenient for both nonrelativistic and relativistic
problems. We put 2 = 1 and also measure velocities in units of the velocity of light
¢, putting ¢ = 1. The fine-structure constant is « = 1/137, and the square of the
electron charge is e = a. In this system of units, the nonrelativistic binding energy
of the ground state of a hydrogen atom is

;=" 2.1)

with m ~ 511 keV standing for the electron mass. The energy I is 1 Rydberg (Ry)
~ 13.6¢eV. The atomic unit of energy (one Hartree) is thus 2/.

The nonrelativistic binding energy for the ground state of a single-electron ion
with the nucleus of charge Z is thus

I = = L =1 (22)
2m
with
n = maZ. (2.3)
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8 2 Box of Tools

Hence, 1 has the meaning of the average linear momentum of the 1s electron.
The three-dimensional momentum k of the photon carrying the energy w is just

k= w. (2.4)

For any four-vectors a = (ayp, a) and b = (bg, b), we define the scalar product as
a-b = apbyp — a - b. A free electron is described by the four-momentum p = (E, p)
with E? — p? = m?. The kinetic energy is & = (m” + p?)'/> — m. Its lowest-order
nonvanishing term of expansion in powers of p?/m? is the nonrelativistic energy
e = p*/2m.

2.1.2 Some Aspects of Quantum Electrodynamics

Here we recall some points of quantum electrodynamics (QED) that will be employed
in this book. We do not give detailed derivations, since they are contained in a number
of books on QED [1-3].

We denote the single-particle wave function of the electron in the state with the
set of quantum numbers x in position space by ¥, (r). Its Fourier transform

@) = / Lri (p)e it 2.5)

can be viewed as the wave function of the same state in momentum space. Unless
it is needed to avoid a misunderstanding, we omit the tilde for wave functions in
momentum space.

In the nonrelativistic case, the bound-state wave functions are normalized by the
condition

/ Erivs@P = 1, 2.6)
and thus d3f
2 _
/(27)3|m(f>| -1 @.7)

The functions of the continuum states with the asymptotic momenta p, p’ are
normalized by the condition

/ Eryre)yy () = @1)8p —p), (2.8)

and thus

d3f * 3 ’
/ (27[)31/fp(f)¢p/(f) = (27)°8(p — p)- (2.9)
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For the free dynamics, we have

Yp(r) = Y () = & ®V¢; Y O(F) = 2m) 8 (p — )¢ (2.10)

. . . 1
Here ¢ is the two-component spinor x, x*x = 1. The spinors x; = (0) and

X— = ((])) describe two possible projections of the electron spin ££1/2 on a chosen
axis. We also use the notation

[y ") = Ip)¢. @.11)

It is employed for both the nonrelativistic and relativistic cases.

In the relativistic case, the wave functions i are the four-component spinors.
For these functions, we have (2.6)—(2.9) with complex conjugation changed to Her-
mitian conjugation. The free motion is described by the function given by (2.10) with
¢ =u/(2E)"/?, where u is the Dirac bispinor. The explicit form of the bispinor u
depends on the form of the presentation of the Dirac 4 x 4 y matrices. We employ
the “standard” presentation

I 0, (0o
Vo=(0_1), }’—(_GO), (2.12)

where I and o are the 2 x 2 unit matrix and the Pauli matrices

10 01 0—i 10
I=(01), ax=(10), O'y=(i O)’ OZ:(O—I)' (2.13)

The products of the y matrices can be evaluated by employing the commutation
relation

YuYv + WV = 2gu,v’ (214)

with g,, =0 for u # v, goo =1, gi; = —d;; for i, j =1, 2, 3. We shall need one
more matrix, namely
(01 2.15

Note that sometimes ys is defined with the opposite sign.
We use also the 4 x 4 matrices

ﬂ=m;a=ww=(gg) (2.16)

In the standard presentation the Dirac bispinor u(p) = u(E, p) for the free motion
and its Dirac conjugated partner iz = u™y; are
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u(E,p)=cE(a_-§ ) W(E,p) =cp (x* —X "5 ) - (2.17)
E+m

The coefficient cg is determined by the normalization condition for the bispinor
u. The relativistic-invariant condition

uu = 2m (2.18)
corresponds to normalization of the wave function to one particle per unit of volume.

Itleadsto cg = vV E + m.

The bispinors u and u at p = (E, p) can be expressed in terms of the bispinors
describing the electron at rest. Introducing

P= p'v =D pur" (2.19)
Iz Iz

we write the Dirac equations for the free electron
(p—mu=0; u(p—m)=0, (2.20)

> <a~p+ﬂm)u:Eu; ﬁ(—a~p+ﬂm)=ﬁE. 2.21)

Note that these equations for u are written for real components of the four-vector
p. We obtain also

E+m o-p _ E+m_ a-p
£ =y (g s aE = (- )
u(E, p) . +E+m uo; u(E,p) gl E+r(r12

22)

with uoy = u(m, 0) describing the electron at rest.

We shall analyze the interaction of the bound systems with external electromag-
netic fields, which can be treated as a system of photons. The electric and magnetic
fields can be expressed in terms of the four-dimensional vector potential A,,. In the
electromagnetic wave we can put Ay = 0 and A - k = 0, since the electric and mag-
netic fields are orthogonal to the direction of propagation of the wave. Thus a photon
carrying momentum k and energy w = |k| can be described by the “wave function”

Vir
VR e =123 e-k=0 (2.23)
V2w

with the polarization vector e directed along the electric field in the wave. In momen-
tum representation, we have

N2
A=Y os(t—K): i=1,23 e k=0, (2.24)

V2o

Ai(r) =
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Now we present the equations for the electron propagator, starting with the non-
relativistic case. The wave equation in the field V (r) can be written as

Hy = e, (2.25)
with
H = HO®) + V@), (2.26)
while HO(r) = — Af /2m is the Hamiltonian of the free particle. The Green function,
which is determined as
G = (—H)", (2.27)
satisfies the equation
(HO(r)+ V() —e)G(e;r,¥) = =8(r — ). (2.28)

We employ also the notation G(p), where p = (2me)'/? will be referred to as the
momentum of the Green function.

In the case of free motion, when V = 0, the matrix element of the Green function
G takes a very simple form in momentum representation:

1
f11Go(p)If2) = Go(p, )8k — £5);  Go(p. 1) = E—ﬁ/m = (229

2m p
=05 &= s — 0.
pr— i +1i8 2m
The solutions of (2.25), i.e., the functions v for which Hv, = ey, form a
complete set. They describe the states of a discrete spectrum with g < 0 and the
continuum states with ¢ > 0. The Green function of (2.25) can be represented in
terms of its eigenfunctions

[V (V|

G=S)f—————;
e—¢&r+1id

5§ — 0. (2.30)

Here ., denotes the sum and integration over the eigenstates of (2.25) of the
discrete and continuum spectra correspondingle.

In the relativistic case, the wave equation (the Dirac equation) of the free motion
in momentum representation is

(p —m)¥(p) =0. (2.31)

In the spatial representation, it is

(p —m)y(x) =0, (2.32)
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with 3
po=i—; pi=—IV;. (2.33)
8)60

The Green function is the solution of the equation
(p—mGOx,x") = -8WD(x —x)). (2.34)

In momentum representation,

1
GO%p) = ——, (2.35)
)4

and R
p+m

£1GOE)) = ——
BIGO (B)lf) = s

Sh—£), §— 0, (2.36)

with the four-momentum p = (E, f;). While in the nonrelativistic case we did not
need to clarify the origin of the external field V, in the relativistic case the electro-
magnetic external field can be expressed in terms of a four-vector potential A, (x).
The Dirac equations describing the wave functions and the propagator of a fermion
with charge e (for an electron, e = —|e|) in an external electromagnetic field can be
obtained by replacing p,, — p, — eA, in the corresponding equations of the free
motion.

The spectrum of the Dirac equation is more complicated than that of the
Schrodinger equation. Besides the solutions w}gﬂ corresponding to the eigenval-
ues ET > 0 (the states of the discrete spectrum with E* < m and those of the
continuum with ET > m), there are solutions w,if) with eigenvalues £, < 0. The
states w,gﬂ and w,ff) form a complete set. The relativistic propagator in an external
electromagnetic field takes the form

LG S N L/ S 1/ S

. 5 0. 2.37
YE—Ef+is  TYE—E —is 37

The electron interaction with the electromagnetic field is described by the
amplitude

F:e/d%AAmﬂuL (2.38)

with the matrix element of the current

JH ) = ¥ () y i (x). (2.39)
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The current is conserved, and it satisfies the equation
3 j"(x) = 0. (2.40)

Employing (2.24), we find that in momentum representation,

&f - k
F= —N(w)ek/mwf(f)y vi(f — k), (2.41)

Nw) =/ 42”_: 2.42)

The interaction of two free electrons in which their four-momenta p; and p,
change to p| and p} (p1 + p» = p} + p5) is described by the amplitude

with

l . / Y / / / /
F = E[JM(PI’ P D (Q)j" (P2, py) — (P2 <> p)l; Q= p1 — p1 = p>— P2

(2.43)

One can check the conservation laws Q,j*(p1,p)) =0 and Q,j"
(p2, p5) = 0. The general form of the photon propagator D, (Q) is

Dn(Q) = 1 D(0) + %D“)(Qz). (2.44)

The function D(Q?) is the Fourier transform of the function D(x) that satisfies
the equation

d 0 ’ 4 4
L D(x—x) = —478D (x — x'), (2.45)
0X% dxy
ie.,
DO =—— . 50 (2.46)
O Qr+is’ ’ '

while D® can be any scalar function of Q2. Due to the conservation of the current
J, the second term on the right-hand side (RHS) of (2.44) does not contribute to the
amplitude F.

Thus we can put

vi%

D,(Q) = Dy, (Q) = R e (2.47)

corresponding to the Feynman gauge.
Due to conservation of the current, any function of the form

D, (Q) = Dy, (Q) + Quxu(Q) + xu(Q) Qs (2.48)
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can be employed as the photon propagator. We demonstrated this, taking the scatter-
ing of the plane waves as an example. However, this can be shown in the general case
in which the electrons are moving in an external field. If x, (Q) on the RHS of (2.48)
is a four-vector, the propagator D,,, has a relativistic-invariant form. Otherwise, it
does not. The form (2.47) is known as the Feynman gauge (this explains the upper
index F). Setting Q = (w, q), ¢ = |q|, and putting

2w 2mq; 2m Q,
= X = oo X =
0242 0242 0242

X0 0% = —¢°, (2.49)

we obtain the Coulomb gauge

47 4 qiq;
c _ M, c _ 44, C_nC_oq : +_
DOO_?’ ij—m(au qz ), D()i_Di()_O’ L] —1,2,3.
(2.50)
A number of other gauges are often used in applications. Choosing
2w _ 2ng;
XO—wQ2, Xi = wzq s
we obtain the propagator with
Don = Do: = Din = O Du:4—ﬂ(5.._%) (2.51)
00 0i i0 ) ij Q2+15 ij w2 s .

corresponding to the condition Ayp = 0. Note also that the equations for the current
hold for any charged fermion.

If the initial-state wave functions ¥; and the final-state wave functions ¥, in
(2.39) for the current are taken in the nonrelativistic limit, only the time component
of the current j° obtains a nonvanishing value. Thus if at least one of the colliding
fermions can be treated in nonrelativistic approximation and the Coulomb gauge
is used for the photon propagator, only the time component D&) contributes to the
amplitude of a process. In particular, only the component DS, should be included in
interactions between the electrons and the nucleus, which we assume to be infinitely
heavy.

Note that the invariance of the amplitude under transformation expressed by (2.48)
is based on the fundamental feature of quantum electrodynamics (QED) known as
the local gauge symmetry. The density of the QED Lagrangian (usually called just
the Lagrangian) can be written as the sum of the Lagrangian of free electrons L., the
Lagrangian of the electromagnetic field L.,,, and the Lagrangian of their interaction

L = L+ Loy + Lin - (2.52)
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Writing

_ 1 _
Le=vy(x)(iy" 0, —m)y(x); Lem = —ZF,fU; Ling = —ey (x)y" A ()Y (x)
(2.53)

(Fyy = 0,AY — 9, A*), one can see that the Lagrangian is invariant under the simul-
taneous transformations

V(x) = &MY (x); Px) = eI (x); Au(x) = Au(x) — 3 (x).
(2.54)

Note that the terms L, and L., treated separately change after this transformation.
One can begin with the Lagrangian of free electrons, requiring, however, local gauge
invariance. This will lead to the necessity to introduce the electromagnetic field [4].

2.1.3 The Lippmann—Schwinger Equation

Along with the standard methods of atomic physics, we shall use the Lippmann—
Schwinger equation (LSE); see, e.g., [5]. We show that the LSE is a good tool for
analysis of high-energy processes.
In the nonrelativistic case, the LSE connects the solutions of the Schrédinger
equations
Hoyo = ey (2.55)

and
(Hy+ V)Y = ey (2.56)

Here Hj is not necessarily the Hamiltonian of the free motion. It can include
certain interactions, but not V. The LSE for the wave function can be obtained in a

straightforward way:
¥ =90+ Go(e) V. (2.57)

It can also be written in the form
v =vo+ G(e)Vi, (2.58)
with G the Green function of (2.56). On the other hand, the LSEs for G are
G(e) = Go(e) + Go(&)VG(e): G(e) = Gole) + G(e)VGo(e). (2.59)

The LSE is illustrated by Fig.2.1.
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Fig. 2.1 Tllustration of the Lippmann—Schwinger equation. The solid lines represents the electron.
The dark blob denotes the external field. Dashed lines are for the external field in the lowest order.

One can write analogues of (2.57)—(2.59) for a light relativistic fermion moving
in the field of an infinitely heavy nucleus. In the Coulomb gauge, only the time
component of the current and the interaction A, j* = 1/_/f Yo; Ao contribute. Thus
the Dirac equation takes the form

~ 1 ~
p-V-my=0, G=—5——; V=ypV. (2.60)

Employing (2.35), we obtain the LSE equations
=y O +GOEVY: ¥ =vOE) +GE)VY?, (2.61)
and

G(E) = GY(E)+ GOE)VGE); GE)=GYE)+GE)VGYE).
(2.62)

Note that calculations in the nonrelativistic approximation are usually simpler
than in the relativistic case. The main simplification consists in separation of the spin
variables. Indeed, in the relativistic Hamiltonian

H = a-(p—eA)+ Bm+eAy, (2.63)

the space and spin variables are mixed. The corresponding nonrelativistic Hamil-

tonian
H, = M
2m

+ €A (2.64)
does not involve the spin variables. Thus, in the nonrelativistic approximation for the
continuum electron, i.e., in the lowest nonvanishing terms of the expansion in powers
of v> = p?/E?, the spin variables are separated. In the many-electron wave function,
they form a symmetric or antisymmetric factor, ensuring the total antisymmetry of
the state. The nonrelativistic description of the bound electrons is justified if the
average momentum of the bound state w; is small enough. The average momentum
is defined as

wy = @mly)'"?, (2.65)



2.1 Wave Functions and Propagators 17

where I, = —¢p,, while ¢, < 0 is the single-particle energy of the bound state. The
nonrelativistic approach is possible if u;, < m. In fact, usually the condition is I}, <
m. Note that for the electrons of the 1s state of the hydrogenlike ions, this means that

(@Z)* < 1. (2.66)

Thus the processes that involve the 1s states of heavy atoms require additional
analysis.

2.2 Two Scales of Momenta

We start this subsection with the analysis of Compton scattering on a bound electron.
However, we shall come to more general conclusions at the end.

2.2.1 Differential Cross Sections for Bound and Free
Electrons

The photon carrying momentum k; and energy w; = |k;| is scattered by atom with
the charge of the nucleus Z. A bound electron is knocked out into the continuum,
obtaining asymptotic momentum p and energy E, while the kinetic energy is & =
E — m. The ejected photon carries momentum kj and energy w, = |Ka|.

The cross section of the process can be written as

d3[] d3k2
(2m)3 2m)3

do = 27|F (K1, Ka, p)*8(01 + Ep — E — ) (2.67)

Here F is the amplitude of the process (it includes the normalization factors
of the wave functions), averaging and summation over the initial- and final-state
polarizations are assumed, and E, = m + &,(&, < 0) is the energy of the bound state.
The atom is assumed to be initially at rest. We assume its nucleus to be infinitely
heavy and thus neglect its recoil kinetic energy.

It is instructive to compare this cross section with that for Compton scattering on
a free electron. In the rest frame of the latter,

&p &

doo = 27| Fy(ky, k2)|?8 —E—w)d(ky —ky —p)—— ——
0o = 21| Fo(Ky, k2) [0 (w) +m @2)8(ky — k2 p)(2n)3 20

(2.68)
where Fy(Kkg, k2) = Fy(ky, ka, p = k1 — k3) is the amplitude of the Compton scat-
tering on the free electron.

‘We denote
q = pt+k—ki. (2.69)
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A momentum q is transferred from the nucleus. It is often called the recoil momen-
tum. In the process with free electrons, q = 0.

Compton scattering on the free electron can take place in a limited region of the
phase volume. For example, in the case w; <« m, the scattered photon carries the
largest part of the energy w;. Conservation of energy and of momentum

oy =wy+¢ ki=Kky+p,
with e = p%/2m requires that w; — w, < w; - w;/m < w;. In the general case,

w1
w] >

> 2.70
=®2= 14 2w/m ( )

Otherwise, the condition q = 0 cannot be satisfied.

Now we focus on the case w; < m, when nonrelativistic description of the elec-
trons is possible. The results can be easily generalized for the case of larger energies.
Let us write (2.67) in another way:

do =2 |F(ky, k )|28( —&— (k1 —ky + )2/2 — )_d3q —d3k2
0= » K2, w m— .
1. K2, q 1 b 1 21t q 2 2n) 2n)

2.71)

We consider the case in which the energies of both the incoming and ejected
photons w;, and the energy of the outgoing electron ¢ are much larger than the
ionization potential /; of the K -shell electron in a hydrogenlike atom with the same
nuclear charge Z; (2.2).

w1 > I;; e>1;. (2.72)

This ensures that
w2 > > 1. (2.73)

We shall calculate the characteristics of the process in the lowest order of expan-
sion in powers of (I7/w;2)"? « 1.

The average momentum of the bound electron (2.65) is thus a natural scale for
the electron momenta. For 1s electron in the Coulomb field,

My = 1, (2.74)

with 7 defined by (2.3).
Now we consider two regions of the values of the recoil momenta g = |q|. These
are ¢ < pup and g > .
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2.2.2 The Bethe Ridge

In the region of small recoil momenta g < up, we keep ¢ only in the wave function
of the bound electron, putting ¢ = 0 in the continuum electron wave function and
propagators. This is possible, since the amplitude F contains the continuum electron
wave function with momentum p and the electron propagators with momenta p; =
Qmaw)"?, py = i(2maw,)"/?. We can put ¢ = 0 also in the argument of the § function
in (2.71). (The region w; — w, ~ I, requires a special analysis.)

In the Coulomb field, the electron continuum wave functions and the propagators
can be expanded in powers of n/p and n/|p;|,i = 1, 2. The lowest-order terms of
these expansions describe the free motion. The accuracy of this approximation will
be discussed in Chap. 3. In the many-electron atom, the field is still long-range, just
being weaker due to the screening. Thus the approximation becomes better in this
case. Hence, assuming that the bound electrons are described by single-particle wave
functions 1, we can write

F(ky, k2, q) = ¥ (q) Fo(ky, ka), (2.75)

where Fj is the amplitude of the process on the free electron. Thus for ¢ < u;, we
obtain [6]
dG()

a2,

do

2 276
d2,d%q (2.76)

= ¥*(q)

where the last factor stands for the angular distribution of the free process. Similarly,

= ¥i(qQ—. (2.77)
0))

Hence

do  doy d*q
d$2,  d2, ) 2n)3

do  dog d’q

wz(q)a -5

do, dwr ) 2n)? v (@). (2.78)

with the integration over ¢ carried out in the region ¢ < . As we shall see, the
integrals over all possible g, which are determined by the normalization condition
(2.7), are saturated by g < wp:

d3q ) _ 36] 5 _
Wiﬂ (@ = / Tw (@ = L (2.79)

q<Mp 0<g<oo

One can see that (2.75)—(2.79) hold for every process in which the transferred
momentum can be made small if the amplitude of the free process Fj has no singu-
larities in the physical region. Otherwise, expansion in powers of ¢ is impossible in
the vicinity of the singularity. The case of singular amplitudes will be analyzed in
Chap. 4.
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Employing (2.79), we can write

d d d d
do _doo 4o _ 4% (2.80)
d.QQ dgz da)z da)2

for the photon energies determined by (2.73) [6].

Thus in the region where transfer of small momentum g is possible, the differential
cross sections for the Compton scattering on the bound electron are equal to those
on the free electrons. This is true for every process that is allowed on a single bound
electron. If a process is impossible for a single free electron but is possible for two of
them, the differential cross sections take a more complicated form, yielding additional
factors; see Chap. 9. In this region, the differential cross sections are determined by
small momenta transferred to the recoil atom. We shall call this a quasifree mechanism
(QFM). The amplitude of a process considered as a function of the kinematic variables
reaches its largest values in the region where ¢ < ;. This region will be referred
to as the Bethe ridge [7]. It peaks at ¢ = 0. This condition corresponds to the free
kinematics.

Consider, for example, the Compton scattering of photons on the ground state of
the hydrogen atom. The photon energy w; is assumed to be high, but the wavelength
is much larger than the characteristic size of the ls state. This means that [ =
n%/2m <K w, < n with n = ma. In other words, 10eV < w; <« 4keV. The Bethe
ridge condition ¢ < nrequires that p < 7, 1.e., the electron energy ¢ < I = 13.6eV.

The electron distributions do not always obtain their largest values at the Bethe
ridge. Those values can be local maxima, since there can be other mechanisms of
enhancement. The most instructive examples will be given in Chap. 9.

For a single-particle process, the contribution of the QFM to the total cross section
coincides with the cross section of the process for a free electron,

™M) = o%w). (2.81)

What is the role of the QFM in Compton scattering, which we consider as an
example? The answer depends on an accurate definition of the value that we wish
to calculate. According to Low’s theorem [8], the distribution do/dw, behaves as
1/w, at w, — 0. Hence, in the soft photon part of the spectrum, far away from the
Bethe ridge, the cross section is also enhanced. The cross section is that

d
(o2 :/da)z—o-
0 dw)

diverges. We can calculate the value

do
o (o) = / don s
wp w2
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for every finite value of wy. The contribution of the soft photon part of the spectrum
thus contains the “large logarithm” In(w; /o). The relative importance of the QFM
and soft photon emission thus depends on the value of .

The value wy = 0 corresponds to the situation in which no photons are emitted. It
is demonstrated in Chap.7 of the book [1] (using the example of electron—electron
scattering) that the sum of the cross sections of the process with no photon emitted,
but with inclusion of the lowest-order radiative correction and the same process with
emission of the soft photon (in the general case one can consider arbitrary number
of the soft photons) yields a finite value, and there is no “large logarithm.” In the
same way, for Compton scattering, the sum of the photoionization cross section with
inclusion of the radiative correction and the cross section of the soft photon emission
yields a finite value.

In similar way, we expect the QFM to provide the leading contribution to the
processes that can take place for a single free electron. We shall see in Chap. 9 that,
e.g., in double photoionization, the situation is more complicated. The relative role
of the QFM depends on the value of the photon energy.

2.2.3 Transfer of Large Momenta

Large momentum ¢ can be transferred to the nucleus by any electron participating
in the process. We begin with calculation of the wave function of a bound state v (q)
for g > up.

In the case ¢ <« m, we can employ a nonrelativistic approximation. Using the
LSE equation (2.57) with ¥ = 0, we obtain

&df & f
(2m)? 2m)3

v(q) = (lGo(ep) IE) KTV If1) ¥ (Fr). (2.82)

Here V is the sum of interactions of the electron with the nucleus and with the
electrons of the atomic shell:

V = Vv + Ve (2.83)
Carrying out integration over f, we obtain

2m d3f1
q*> ] @n)?

v(Q) = (alVIf)y (f) (2.84)

for g > up.
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Consider first the interaction with the nucleus, i.e., put V = V,5 on the RHS of
(2.84). Its matrix elements are

oaZs(r —ry) —AdrnaZ
(K| Venlry) = —————2 (q|Venlf)) = — .
r (q—f1)

(2.85)

Since the integral on the right-hand side is saturated at f| ~ w;, the matrix element
(q|V,n|fy1) is approximately equal to (q| V,x|0) = —4mwa Z/q>. Thus the contribution
of the electron—nucleus interaction V,y to the wave function 1/ (q) decreases at least
as g% at large ¢. If a large momentum q is transferred to the electrons of the atomic
shell, the wave function of the latter at ¢ > u,, will be involved, causing additional
powers of g 2. Hence, if large momentum g is transferred to the atom, it is transferred
to the nucleus. In other words, if the electron is close to the nucleus, it interacts mainly
with the nucleus. Thus for calculation of the leading terms of order ¢ ~2 of the function
¥(q), it is sufficient to put V = V,5 on the RHS of (2.82) and (2.84).

Thus for bound s electrons, we can put (q|V |[f;) = —4waZ/q>. This provides

8mn af
q* J @n)}

- ~ 8
V> ) = ) = %Wr =0). (2.86)

For the electrons with a nonzero orbital momentum, we have ¥ (r = 0) = 0, and
one cannot neglect f; in the matrix element (q|V |f;). We can evaluate

& fi

SVt ) = —az [ a P, 287)

Thus the general expression, valid for every value of the orbital momentum ¢, is

- 2
D@ > 1) = q—’jxn@m(qx (2.88)

where ©
Knem (Q) = / d3rMe"’“". (2.89)
r

Since the integral on the RHS of (2.89) is saturated at r ~ 1/q < 1/up, we can
calculate it for s states just putting ¥ (r) = ¥ (0). This provides x = 4x /qz, and we
obtain (2.86). For £ = 1, the wave function of the state with projection of the orbital
momentum £, = m (m = %1, 0), can be written as

/3
Ipnlm (r) = 4_rm Xn1(r). (290)
T
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Fig. 2.2 Tllustration for f

(2.92)(2.95). The notation _q._> q_._>
\

is the same as in Fig.2.1.

|
, g—f
X

Here x(0) # 0, and the radial part of the wave function ¥,,,(r) is R, (r) =
7 xn1(r). Putting x,1 (r) = x,1(0), we obtain

/3 87 x,1(0)
Kan(@) = =iy = g 22t ©) (291)
JT q

One can see that for £ # 0, one needs the £th partial wave of the matrix element
(q|V.n|f1) to obtain a nonzero value of k. Thus for the bound state with orbital
momentum £, we can estimate k ~ ¢ ~>~¢ and ¥ (g > up) ~ ¢+

One can write similar equations for the continuum wave function with asymptotic
momentum p, p < WUp:

d3f
(2m)3

- 8y
Vplg > ) = ?/

~ 8mn
v(f) = pr(r =0). (2.92)

These expressions for /(g > 1), illustrated by Fig.2.2, have a clear physical
meaning. The bound electron exchanges an infinite number of quanta with momenta
f ~ wp with the nucleus and with the other electrons of the atom. There is only one
exchange of the “hard” quantum carrying large momentum g > 1;,. Exchange by a
larger number of hard quanta leads to additional suppression by the powers of 15 /q.
In other words, exchange of hard quanta can be included perturbatively.

We turn now to the case in which the values of the recoil momenta can be as large
as g ~ m. One should employ the relativistic equation (2.61):

3 3
(‘Zlﬂf; én’; (@G EDID EIV IE)yoy ™ (1), E=m — ¢
(2.93)
In the lowest order of expansion in powers of &,/m (for the ground state of the
Coulomb field, this parameter is a®>Z?/2), we can put E, = m in the propagator
G(’)“I(E;,) on the RHS, replacing also the relativistic wave function yrel(fy) by a

nonrelativistic one. This provides for s states

Y (q) =

87117(1 oq

v = (15, e =0u (2:94)
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Here ug = u(m, 0) (see (2.22)), while ¥ (r = 0) is the value of the nonrelativistic
wave function at the origin. For a bound state with orbital momentum ¢,
2n aq
v@ = (1= 2 o (2.95)
q 2m

These equations can also be illustrated by Fig.2.2.

Thus at ¢ > uy, the differential cross sections do /dw,d’>q and do /d §2,d3q are
quenched at least as (¢g2)~>. This quenching is so strong that one can assume that
integration over ¢ in (2.78) is carried out over the whole space; (2.79).
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Chapter 3
Perturbation Theory

Abstract We show that the interaction between a fast continuum electron with the
nucleus can be described in perturbation theory. For processes on the Bethe ridge
the plane wave can be the lowest-order approximation. For processes outside the
Bethe ridge, the lowest-order approximation should include one interaction between
the electron and the nucleus. We demonstrate that the interaction between the fast
electron and the electrons bound in the atom (final-state interactions, abbreviated
as FSI) can be presented as power series of the Sommerfeld parameter &,.. The
lowest-order FSI corrections to the cross sections are of order &2. In order to find
them, one should calculate the FSI amplitude up to the second order in &,.. The
infrared divergent terms emerging in the intermediate steps cancel automatically in
the expressions for the cross sections.

3.1 Interaction of the Fast Electron and the Nucleus

3.1.1 Lowest-Order Correction

We consider the motion of the electron with the asymptotic momentum p in the field
of the nucleus V. For V = 0, the wave functions are just the plane waves, given by
(2.10). Now we calculate the correction caused by a single act of interaction.

We start with the nonrelativistic case, when the kinetic energy of the electron is
e = p?/2m < m.Employing the LSE equation (2.57), we find that the lowest-order
correction is

d*q (flq)(q|V [p)

fly Dy = ; 8= 0. 3.1
Elp) Q) p22m —q?)2m+is° G-
Of course, one could have written immediately
(fIVIp)
Y€)= — 3 —. 3.2)
p*/2m — f2/2m 4 ié
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However, we presented the intermediate (3.1) in order to show that it is very much
like the standard expression for the lowest-order correction provided by quantum
mechanics. The standard form for the latter is (see, e.g., [1])

0
i) = gy WV 63)

n Em

Here |0 ) are the solutions of the wave equation Hyyr = &V, where the Hamil-
tonian Hj is not necessarily that of the free motion. In the general case, it can have
both continuum and discrete spectra; . denotes integration over the continuum
states and the summation over the states of the discrete spectra. The prime means
that the states with ¢,, = ¢, are excluded. If Hj is the Hamiltonian of free motion, it
has only the continuum spectrum with &, = g*/2m.

We present the Coulomb field of the nucleus with charge Z as

—Ar

V() = —az’ A0, (3.4)

and a little bit later, we shall explain the reasons. In momentum space

wvip) = 2% (3.5
p) = PR .
where
Kk = f—p. (3.6)
Employing (3.2), we can write
draZ 2m
D (f) = . 3.7
v kK2+22 2p-k+k2—i8 -7
with k defined by (3.6).
In the relativistic case
draZ p+ Kk’
ngl)(f) _ ana (p+ k" +m)you(p) (3.8)

K2+22 2p-k+kE—id

with ¥’ = (0, k). Using the commutation relations expressed by (2.14) and equations
of motion (2.20), we obtain

draZ 2F ( )+1/, 1// draZ K -ou(p)
u . .
k2+22 2p-k 4«2 P k2+22 2p-k 4«2 —i
3.9)

v () =



http://dx.doi.org/10.1007/978-3-319-32736-5_2
http://dx.doi.org/10.1007/978-3-319-32736-5_2

3.1 Interaction of the Fast Electron and the Nucleus 27

The first term in this expression for (" (£) is similar to the nonrelativistic expres-
sion (3.7) with the electron mass m replaced by its energy E. The second term
requires additional evaluation.

3.1.2 Wave Function of the Continuum State
Electron at the Origin

For the nonrelativistic electron with asymptotic momentum p, the wave function at
the origin is
df -

Yp(r=0) =N(p) = / W%(f)' (3.10)

One can obtain the function N(p) for the nonrelativistic case by iterating the
LSE (2.61). In the lowest approximation, the function @P (f) is just the plane wave
given by (2.10), and (3.10) provides N (p) = 1. Using (3.7), one can write the
lowest-order correction caused by the field V (r) determined by (3.4):

A’k droaZ 2m

ND(py — . . _
() B ST

@3.11)

Carrying out the angular integration, we obtain

dnaZ m K+2p—ié

2dk
N :/K_.—.—.l L el S 3.12
(p) QrY? 42 pc T k—2p—is -12)

One can see that the integral on the right-hand side of this equation has both real
and imaginary parts. The former comes from all values of x. The imaginary part is
provided by ¥ < 2p, for which the argument of the logarithm runs negative. In the
calculation of the real part, we can safely put A> = § = 0:

*©d 2 *©d 1
Nm(p):é/ _K_lnm_ng/ dr g+
TJo « lk =2pl m®Jy x [x — 1]

The contribution NV is thus determined by momenta k ~ p transferred to the

nucleus. The ratio
maZ
E = — (3.13)
p

is the parameter of interaction between the electron with asymptotic momentum p
and the nucleus. It is often referred to as the Sommerfeld parameter. One can see
that

g = =, (3.14)

with 7 the binding energy of s electron in the Coulomb field; see (2.2).
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Employing

*d 1
/ _xlni = n%/2,
o X |x—1

we obtain
ReND(p) = n&/2. (3.15)

Thus the validity of the perturbative expansion for the function N(p) requires
much larger energies than those determined by (2.72) and (2.73). The higher-order
terms N can be calculated by further iteration of the LSE [2].

In the relativistic case, one can calculate the lowest-order term Re NV (p) using
(3.9) and (3.10). Evaluation of the first term leads to replacement of the electron
mass m in the nonrelativistic expression by the energy E. Evaluation of the second
term provides

d3k K 1 1 [ d% 1 K-p
e . . :C; C = — . . .
J @7)3 k2412 2p-k+u2 P p2 ) @r)3 k2422 2p-k +«?
(3.16)

Direct calculation provides ¢ = 0. Thus in the relativistic case, (3.15) with the

relativistic value
aZE
£ = —— (3.17)
p

is true. Of course, (3.13) is the nonrelativistic limit of (3.17). One can write a general
expression for the Sommerfeld parameter that is true for both the nonrelativistic and
relativistic cases:
oaZ
£ = —, (3.18)
v

withv = p/E.

Note, however, that an attempt to calculate the second-order contribution N
for the relativistic case would fail. The corresponding integral diverges on the upper
limit. This corresponds to the well-known fact that at (@Z)? « 1, the relativistic
Coulomb function behaves as r~@2*/2 for r — 0 [3, 4]. Thus it is not finite in this
limit.

The solution of the wave equation can be obtained up to a certain constant factor.
In nonrelativistic quantum mechanics this can be the wave function at the origin.
One can determine the modulus of this factor by the normalization condition. There
is still uncertainty regarding the phase factor. For the nonrelativistic continuum wave
function in the Coulomb field, (3.10) [1], we have

2r&

INDIP = == (3.19)
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Thus
N = (—Z5 )"0 3.20
(p) = (l—e——hé) ) (3.20)
where |@|> = 1, and hence '
P = €. (3.21)
The value of ¢ may differ in different approaches.
We find from (3.12) that
D (p) = i -
ImN" (p) = é/d/c o e -0Q2p —«k)=E&In2p/A, (3.22)

which becomes infinite if A = 0. This is the infrared singularity, coming from small
k — 0. It was postulated by Dalitz [5] that the infrared divergent contributions
that appear in each term of the Born series can be summed into a phase factor. The
hypothesis was proved by Gorshkov [6], who demonstrated that in the approach
based on the LSE, the terms containing A form the factor @, (3.21) with

¢ = EnQ2p/A). (3.23)

In the standard formalism of nonrelativistic quantum mechanics one can employ
(3.3). The terms with f 2 = p2, which provide the contributions containing In A,
are not included in the sum on the RHS. Thus we obtain ¢ = 0 and @ = 1. Note
that each term of the partial wave expansion of the nonrelativistic Coulomb function
contains the finite phase §; = arg(I" (£ + 1 + i§)).

While the infrared divergent factors cancel for the processes in the Coulomb field,
a special analysis is needed for superposition of the Coulomb field V¢ and a short-
range field V. Consider the elastic scattering in the field V = V¢ + Vg. In the
framework of partial wave analysis, one can separate the purely Coulomb term F¢
in the amplitude F:

F = Fc+ Fy. (3.24)

The amplitude Fy becomes zero if Vi = 0. It can be viewed as the amplitude
of the scattering in the field Vy, which includes the Coulomb effects as well; see,
e.g., [7].

In an important special case the field Vy can be used for approximation of the
strong interactions. In this case the problem becomes important for studies of the
SU (2) breaking effects in strong interactions.

3.1.3 Inelastic Electron Scattering by Atoms

We consider here the electron colliding with atom, producing the ion in the final state.
The electron momentum before the collision is py, while after the collision itis p;. The
momentum of the ejected electron is p,. We are considering high-energycollisions
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with electron momenta greatly exceeding the binding electron momentum pu;, i.e.,
P1, Py, p2 > wp. This enables us to calculate the amplitude in the Born approx-
imation, including only the lowest-order interaction between the incident electron
and the atom. The interaction with the nucleus does not lead to ionization, while
the interaction with an atomic electron can push the latter into the continuum. We
assume also that the ejected electron moves much slower than the projectile electron,
i.e., p» < p1, p;. Thus we can neglect the exchange contributions and the Coulomb
corrections to the wave function of the projectile electrons. We investigate the effect
on the amplitude of the Coulomb corrections to the wave functions of the ejected
electrons.

To simplify the calculations we consider the nonrelativistic case with p < m.
Momentum q = py — p; is transferred to the target atom. The ejected electron
obtains momentum p,, while momentum Q = ¢ — p; is transferred to the nucleus.
It is convenient to consider the scattering amplitude F as a function of the momenta
q and Q. It can be written as

4

d3
F=TEXQua xQa=[52

——r (f f—q). 3.25
) Vo, OV (f — q) (3.25)
The process is illustrated by the Feynman diagram of Fig.3.1.
We shall compare the amplitude F©’, in which the ejected electron is described
by the plane wave and the amplitude F© + FD where the lowest-order correction,

Fig. 3.1 The Feynman p ’
diagram illustrating (3.25). P1 !
Solid lines denote the

electrons. The dark blob

stands for the atomic field.

The dashed line is for the

electron interaction (the

virtual photon)

P2
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expressed by (3.2), is included. If the ejected electron is described by the plane wave,
we obtain, employing (2.10),

4
FO@Q) = %W—Q» (3.26)

If the lowest-order correction to the wave function of the ejected electron is
included, we obtain, using (3.7),

dro Pk —AraZyn (k) 2m
q> ) Q) (Q+x)+2> p)—(q+K)?*+i8

FYQ = (3.27)

Recall thatk =f — q.
The amplitude of the process obtains its largest values in the vicinity of region of
free kinematics, which is determined by the condition

Q=0; q=p2. (3.28)

In the first step we consider the amplitude exactly at Q = 0. We assume also that
the bound electron is in the s state. We shall compare the amplitude F©, in which
the ejected electron is described by the plane wave, and the amplitude F©@ + F(1,
where the lowest-order correction is included. For Q = 0, (3.26) and (3.27) take the
form

3
FO _ 4712a &b(o); PO _ 47'[0{/ d’k draZyy(k) 2m
q

q> Q2m)3 Kk24+A2 2py-k+K2—i8
(3.29)

Now we evaluate the expression for F(V. Since the bound electron is in the s
state, the function ¥, does not depend on the direction of momentum «. The angular
integration can be carried out, providing

4o dik 4y (k) 2ps + K

FO = n .
q> Q2m)2 K2+ 22 2pp+k—1id

(3.30)

Here £ = n/p, is the Sommerfeld parameter of the electron ejected from the
atom.
One can see that the amplitude F" has imaginary part

dra drk 4wy, (k)

ImF® =7
q> (27)2 K2 4 A2

02py — k). (3.31)
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Its physical meaning becomes clear if we write (3.31) in the form

d’ 5 Py (p2+K)?

G G g FV o), (3.32)

ImFV = —x

with the lowest-order amplitude F© defined by (3.26), while F,y = —4mwaZ6
2p2 — )/ (k* + 2?) is the amplitude of the elastic scattering of the electron on the
nucleus. Thus (3.32) is a manifestation of the general statement that the imaginary
part of the amplitude is due to an intermediate physical state [5, 6]. In our case, this
is the electron with momentum p, + « and energy (p; + k)>/2m = p% /2m.

We turn now to the real part of the amplitude F". Consider the case p, >
Wp. Since at k ~ p,, the wave function (k) is (up/p2)* times smaller than
at k ~ up, the integral over « is saturated at the values k ~ ;. Putting
In|2p> +«)/2p2 — k)| = K/ pa, We obtain

1 [dky
ReF) = FO . ¢. _/ aK l/fb(K) . (3.33)
7 J P2 yp(0)
Thus we found that W
ReF M 2
WNEEN§ . (3.34)

In the special case when the bound electron is described by the Coulomb function,
we have ¥, (k) /¥,(0) = (k2/n* + 1)72, and thus Re FV /F© = £2/4.

The careful reader will recall (3.15) and ask, Where are the terms linear in £?

To answer this question, let us turn again to the case in which the bound electron
is in the Coulomb field. In this case, the matrix element (3.25) can be calculated
explicitly. In Chap. 5, we shall introduce an easy way to calculate the amplitudes in the
Coulomb field. Now we just write down the formula for the matrix element X (q, Q)
on the RHS of (3.25), which is true for every value of transferred momentum Q.
We denote

X(Q.q) = NyN(p2)X1(Q. ), (3.35)

where N, = (/)% and N (p,) defined by (3.19) are the normalization factors of
the wave functions, n = maZ, p» = |q — Q]. In (3.35)

a
X1(Q.q) = 47T(—£)Y(,U«, Qq. u=n (3.36)

with
Y(u,Q,q) =

2 2 ;
Q tu )E- g= 1 (3.37)

Q2+u2(q2—(pz+i/¢)2 12
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At Q = 0 we obtain

. _ e s A=\—5T3) -
w—2ip> u? u?+4p3
(3.38)

1
Y(1,0, p2) = —5
"

Thus in expansion in powers of &, the linear terms coming from the normalization
factor N (p,) are canceled by the terms caused by expansion of the last factor on the
RHS of (3.38).

One can see that total cancellation takes place only in the vicinity of the peak of the
Bethe ridge, i.e., at Q = |g — p2| < 7 (recall that at the Bethe ridge, |g — p2| < n).
The general (3.37) provides

Y(r,Q,q) = 1(i>"fef are b (3.39)

a |b|

witha = Q> + u?, b = ¢> — p3 + u> — 2ipou, arg b < 0. Thus the last factor
ef @2l is approximately equal to e ~"¢/2 for |g — py| < 1.

3.1.4 Use and Misuse of Plane Waves

Even in the case £2 <« 1, people often hesitate to check the results obtained by
employing numerical functions for continuum electrons by a comparison with those
obtained using plane waves. However, if they do this, the results sometimes appear
to be quite different. Here we try to explain why this happens.

We have seen that the normalization factor N (p) contains expansion in powers of
& /2, resulting in terms of the order 7w & in the differential and total cross sections.
Thus, the corrections to the plane wave calculations are linear in & with a rather large
numerical coefficient.

Now we trace what happens to these corrections in the case of inelastic electron
scattering by atoms, considered at the end of the previous subsection. It is instructive
to consider the case of the hydrogenlike ion in the ground state. We begin with the
case Q = 0, considered above. As we have seen from (3.38), the terms of order
& originated by N(p) are totally canceled by similar terms of the expansion of
the function Y (i, 0, p,). The plane wave approximation works with error £2. Now
let us increase the value of Q, remaining at the Bethe ridge QO ~ n < p,. One
can see from (3.39) that the compensation is not complete, becoming weaker as we
increase the minimal value of |Q|min = |g — p2|. Thus at the Bethe ridge, the plane
wave approximation works, but its accuracy becomes increasingly worse while we
increase the value of Q from zero to the borders of the Bethe ridge QO < 7.
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The situation changes if we consider the case of large transferred momenta Q ~
p2. In the amplitude F(©, where the ejected electron is described by the plane wave,
a large momentum Q >> 7 is transferred to the nucleus by the bound electron. Thus
the mechanism involves the bound-state wave function v, (Q > u;), which is much
smaller than that at O ~ w;; see (2.86). This quenching can be avoided if we include
the Coulomb correction to the wave function of the ejected electron. Of course, we
immediately obtain a small factor £. However, the continuum electron now transfers
a large momentum, and the bound-state wave function ¥, at f ~ u, is involved.
Now we analyze the interplay of the two mechanisms.

Employing (2.86) and (3.26), we write

4 =0) 8 1
FO _ % S/ (3.40)
q Q" (@—p2)
Using (3.27) and keeping « only in the argument of the bound state wave function

¥, we obtain

FO — w . 871'_r] . ; (3.41)
9’ Q> ¢*—p;
for the lowest-order Coulomb correction. Only the last factors on the right-hand sides
of these equations are different. Recall that Q = q — pa.
Thus the ratio of the amplitudes F® and F" depends on the actual values of the
momenta q and p;. If g ~ p» ~ |q — p2|, the two amplitudes are of the same order.
It is well known that the distributions do/dg obtain the largest value at the lower
limit gmin of the values of g, which determine also the value of the total cross section
in the logarithmic approximation [1]. Since q = p; — pj, its lowest possible value
iS gmin = p1 — pj. We are considering the case in which the projectile electron
transfers to the atom only a small part of its energy. Thus p; — p] < pi, pj, and
gmin = P%/ZPI, ie.,
qmin K P2

One can see that for ¢ < ps, the amplitudes F©) and FV determined by (3.40)
and (3.41) cancel up to the terms of relative order g/ p, < 1. Thus in this case the
plane wave calculation provides the qualitatively wrong result, strongly overestimat-
ing the magnitude of the amplitude. Note, however, that in the higher-order terms,
a small momentum f ~ p is transferred to the nucleus. These terms provide cor-
rections to the higher-order terms in £. Thus the amplitude F© + F is the lowest
term of the series expansion in &.

To summarize the analysis of Sect.3.1.4, the plane wave calculation can be used
for estimation of the amplitude at the Bethe ridge. However, one should analyze
the magnitude of the higher Coulomb corrections. If larger momentum Q > u, is
transferred to the nucleus, the amplitudes F® and F" may be of the same order
of magnitude. In the most important kinematic region ¢ ~ gmin, the two amplitudes
cancel each other to a large extent. The perturbative approach is possible, but the
sum F© + F® should be the zero-order approximation.
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3.2 Final State Interactions Between Electrons

3.2.1 General Analysis

In previous section we saw how to include the interaction of the fast electron and
the atomic nucleus. Now we will take into account its interaction with the atomic
shell. Transition of the electronic shell to a particular final state is called an exclusive
process. The sum of the exclusive cross sections is known as the inclusive cross
section. It is important in the cases in which one wants a detailed description of the
fast outgoing electron rather than the transitions of the atomic shell.

The interactions of the fast outgoing electron with the electrons of the atomic shell
are determined by their Sommerfeld parameter &, = /v with v = |vp — vj|, while
v, and v; (v; < 1) are the velocities of the fast and atomic electrons with respect to
the nucleus. Since we are considering v, > v;, we can just put v = v, and

see = g = @ (3.42)
v p

We present the results in terms of the many-electron functions of the initial and
final states of the atomic shell |¥;) and |®,). We assume that the initial state is the
ground state described by the function |¥). Similar equations can be obtained for the
case in which the initial state is an excited one. In some cases, we find it instructive
to present the equations also in terms of single-particle functions.

Transitions from the initial atomic state |¥;) to a state of the daughter ion |®,)
can take place even if the final-state interactions (FSI) between the fast electron and
the electronic shell are neglected. Inclusion of the FSI leads to additional terms of
order & eze in the cross sections. However, we shall see that in many cases, they appear
to be important. We shall consider the case in which the energies transferred to the
atom by the fast electron are of the order of the atomic single-particle binding energy
of the daughter ion &y,

wpo = & — 80 ~ lep| K &) (3.43)

This means that we consider the final states @, with ¢, < &,,. The case of larger
energies, when the amplitudes obtain additional small factors, will be analyzed in
the next chapter.

There are many processes in which a fast electron can be ejected. For example,
ejection of a fast electron can be caused by interaction with a charged projectile
or with the photon. It can also be due to internal processes in the nucleus, which
can be internal conversion during nuclear y decay or nuclear 8~ decay in which a
neutron bound in the nucleus decays into a bound proton, emitting an electron and
an electron antineutrino. Due to the interplay of nuclear forces, the bound proton can
become heavier than the bound neutron in some nuclei. In these cases 8 decay takes
place. The bound proton can decay into a neutron, positron, and electron neutrino. In
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this chapter, we study the processes in the atomic shell accompanying these “main
processes.”

We shall see that the amplitude of a process which includes the final state inter-
action between the fast electron and the electronic shell up to the terms of order &2,
can be written as

F=F94+FV4+F®, (3.44)

where the upperindex s = 0, 1, 2 denotes the number of interactions between the fast
electron and the atomic shell. In the zero order terms (s = 0), the FSI are neglected.
In this subsection we consider the case of nonrelativistic fast electrons. We shall see
that in this limit, the terms on the RHS of (3.44) contain the amplitude of the main
process % as a factor, i.e., they can be written as (we omit the index of the initial
state)

F®(e,) = F(e,) T, (3.45)

while the amplitudes 7*) do not depend on the nature of the main process. Note
that for s = 0, the amplitudes F*) and .# indeed depend on the energy of the fast
outgoing electron ¢,. In the case of s = 1, 2, the amplitude of the main process .#
is rather a function of the energy &' = &, 4 wpo, which is shared between the fast
outgoing electron and the atomic shell in the next steps. However, since w,o/&, ~
len/epl < €2 < 1, while the terms with s = 1, 2 provide the terms of order &2, we
can assume (3.45) for these terms as well.

In the relativistic case, when the spin variables are involved, the situation becomes
more complicated. Some general features of the relativistic case will be discussed at
the end of this chapter.

3.2.2 Zero Order Terms

We find it instructive to begin with the case of beta decay, since in this process, the
charge of the nucleus changes, and the atomic shell can undergo transitions even if
the FSI of the beta electron is not taken into account. If the bound electrons remain
in the same state, the amplitude of the process can be written as

7" = (®o|¥) . (3.46)

The vectors of states |¥) and | @) describe the ground states of the Hamiltonians
of the initial atom H; and of the daughter ion H, respectively,

Hy =) Hy+ ) Un(Z)+D_ Uiji Hy= Y Hou+Y Un(Z+D)+D Ui
i i ij i i i

" 3.47)
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with H; the free Hamiltonian (operator of the single-particle kinetic energy),

Uin(Z) = —aZ/r; describes the interaction of the i bound electron with the nucleus

with the charge Z, and U; ; describes the interaction between electrons i and j.
Thus for the excited states |®,,) of the Hamiltonian H,, the matrix elements

7O = (®,|W) (3.48)

can obtain nonvanishing values. This requires, however, that the angular moments
of the two states be the same, i.e.,

L, = Lg. (3.49)

This mechanism was first described in [8]. It was developed further in [9, 10]. We
can write
FO%,) = Z()T; (3.50)

see Fig. 3.2a. Note that the amplitude T,fo) does not contain physical intermediate
states. Thus it is real.

One can see that the difference between H; and H, vanishes at large Z — oo.
Thus for every exclusive inelastic process, we have

7O ~ 1/Z (3.51)

for large Z. We shall see in Chap. 12 that |7%)| <« 1 for n # 0 even for the 8 decay
of tritium with Z = 1. Thus we can assume that only one of the electrons undergoes
inelastic transitions. Following [8], we use the term “shakeoff” for the process in
which a bound electron is moved to the continuum. The process in which a bound
electron moves to an upper state of the discrete spectrum is called “shakeup.”

In this subsection, we shall use (3.48) for Tn(o). However, we shall make some
comments on the possible evaluation of this expression. If only one (“‘active”) electron
changes its state, it looks reasonable to analyze the approximation in which it is
described by a single-particle function. In this approach,

T = (¢|¥i)(Ds]|Ws). (3.52)

Here v; and ¢ ; describe the active electron in the initial ground state |¥) and in
the final state |®,). The wave vector ¥y describes the ground state of the rest Z — 1
“spectator” electrons in the field of the nucleus with charge Z and the electron in
state i. The wave vector @g describes the Z — 1 “spectator” electrons with a hole
in state i in the field of the nucleus with charge Z + 1. The condition expressed by
(3.49) is now £ ; = £;. The wave equations for the functions v/; and ¢ are

H\Yi = ei; Hodpr = €5y, (3.53)


http://dx.doi.org/10.1007/978-3-319-32736-5_12

38 3 Perturbation Theory
with
Hy = Hy+ Uien(Z) + Uree; Hy = Hy + Uzen(Z + 1) + Usee- (3.54)

Here Ui,y = —aZ/r and U,y = —a(Z + 1)/r describe interactions of the
electron with the nucleus in initial and final state correspondingly, Uj.. and Uy,
describe interaction of the active electron with the atomic shell. Treating the differ-
ence H, — H; = V as a small perturbation, we can write

LY = S (@sls), (3.55)

(Ul Vi)
—¢

i

with ;) the eigenvalues of the wave equation (3.53) with the Hamiltonian H,, while
o
V= VeN + Vee; VeN - UZeN - UleN - _7; Vee - UZee - Ulee- (356)

In the case of beta decay, the term V,y caused by the change of the charge of
the nucleus provides the main contribution to the perturbation V. The transitions in
the atomic shell take place even if we neglect all interactions between the electrons.
The single-particle description (3.52) is a good approximation. However, the fast
electron can be emitted from the atom by an external projectile. For example, this
can be photoionization or ionization by electron impact. In these cases, we have the
perturbations V.5 = 0 and V = V,,. The problem of calculation of the amplitude
T© becomes more complicated, and the single-particle approximation may be not
good. We shall see that it can lead to quantitatively incorrect or even to qualitatively
incorrect results.

Now we calculate the probabilities of the transitions in the atomic shell including
the lowest-order FSI correction. We shall need the contributions to the amplitude
up to order £2, [11].

3.2.3 First Order Terms

Now we include a single interaction between the outgoing beta electron and the
atomic shell. We must calculate the contribution of the Feynman diagram shown in
Fig.3.2b.

Note that in looking for the terms of order &2, in the amplitude, we can describe the
fastelectron in the amplitude 7,'" by a plane wave. The amplitude of the main process
# depends on the interaction between the fast electron and the nucleus in terms of
the parameter £. The dependence contains the parameter & [12], which we do not
assume to be small. The fast electron with momentum p interacts with the nucleus
at the distances r ~ 1/p, while the interactions with the atomic shell take place at
the distances r ~ 1/u,. The interactions with the nucleus after interactions with the
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(@) P m p
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Fig. 3.2 The Feynman diagram for the amplitude that includes the final-state interactions (FSI)
between the ejected electron and the electronic shell. In the case of 8 decay, the wavy line denotes
an electronic antineutrino. The solid line with the arrow is for the ejected electron. The bold line
is for the electronic shell. The dashed lines are for the electron interactions (the virtual photons).

Here a corresponds to the amplitude T,l(o); b is for Tn“) ; ¢, d are for T,,(z)

atomic shell provide terms that contain an additional factor of order & 2 « 1, since
momentum transferred to the nucleus cannot greatly exceed the binding momentum
mp [11].

All the final-state electrons form the state |®, ), with p the momentum of the
fast electron. If the FSI are neglected, |¢r(1(,);))> = |®,) - |1//l§0)>, with |¢l§0)) being the
plane wave. The first-order term is determined by the LSE (see Chap.2) with the
two-particle Green function G (&, + €,) (the electronic shell of the daughter ion can
be treated as an entire system), which can be written as [13]

d ,
G(e') = / T Goep gt a0 € =epten (G5

where Gy is the propagator of the free electron; see (2.29). Here

gler) = 1251 (3.58)

~ g, —g;+if
is the propagator of the electronic shell. In (3.57), g has the meaning of the energy
transferred by the fast electron to the electronic shell of the daughter ion.

Now we can write

TV = (@, D AC®)|w), (3.59)
k
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where k labels the electrons in the atomic shell, while the integral over the loop is

d’qdqo iqr®

Ax®) = Gyt CoEr + 0P+ DVee(@)g(En — qo)e (3.60)

Note that (3.60) can be obtained by straightforwardly employing the rules for
building Feynman diagrams [3, 4].
‘We write the electron interactions in a form similar to (3.4) and (3.5):

v =a’ s vy = 5 Lo (3.61)
r) = ; = ; — 0. .
o q 2+ A2
Integration over the energy g leads to
Ax®) = > BrY) @) (@] (3.62)
J
with
a3 2 4 .
Ba®) = 4 " Y a5 0, (3.63)

Qn) pP—(P+QP+is ¢+

where p”? = p? + 2mw,j, w,; is defined by (3.43). Now

T = > (@] D BE®) D)) (0,]%). (3.64)

j k

Using the formula [3, 4]

Q| =

1 1 dx
- =/ . (3.65)
0 (ax+b(1—x))

and keeping only the term proportional to the large momentum p in the denominator
of the electron propagator on the RHS of (3.63), i.e., putting

d*q 2m 4o
. . e
27)} 2(p-q) —id g2+ A2

Br®) = — fart, (3.60)

we obtain

1 1 ! dx
5 TP =/ . (367
Pr@-id ¢+ 0 (20 @1 —x) + g2 + 32 - i8)?



3.2 Final State Interactions Between Electrons 41

Introducing y = (1 —x)/x,q = q+ py and integrating over ¢’ using the relation

d3q 44T 1 9 € eibr
) =~ —i—— pr=p%r 22 (3.68
Qny (@ —b?—i8)? 2bob r ' 2b Py (.68
we obtain
[ d
B(r®) :_iam/_yeib(y)r(k)_ip.r(k))’_ (3.69)
) b(y)

The integral on the RHS of (3.69) can be calculated exactly:

(k) _ (k)
(r ri )

Bar®) = iégg(ln _

+Cx), (3.70)
with z labeling the direction of the momentum p, while Cr ~ 0.577 is Euler’s
constant. The main contribution to the integral comes from A /p < y <« 1. Changing
the definition of A, we can write

BaY) = ik, In¢r® — )2, 671

Thus
T = i D (@] D I — O |d;) (@] %). (3.72)
j k

This equation is true for the states |®;) with energies of the order of the binding
energy. These states saturate the closure condition ; |@;){®;| = 1, since the
contribution of the higher states is strongly quenched (see (2.86)). Hence, using
closure, we obtain

Tn(l) = & (D] le’l (r(k) - rz(k))MlpO)' (3.73)
k

Thus the first-order term 7,() appears to be mostly imaginary.

Recall that one should put A — 0 in (3.72) and (3.73). The meaning of the
singularity at A = 0 becomes clear if one writes In (r® — r®)x = In (r® — r) +
In A and turns to (3.72). The second term provides a nonzero value only for j = n.
This corresponds to elastic scattering of the beta electron on the bound electrons
in the state |@, ). Hence this is just a part of the infrared divergent Coulomb phase
discussed in Sect.3.1.3. We expect the terms containing In A to cancel in the final
expressions for the probability. We shall see that this indeed happens.

Thus the imaginary part Im 71 provides the contribution of the order &2 to the
probability. Since the zero-order term 7,¥) is real, we must calculate also the real
contributions of the order &2, to the amplitude 7,V and include their interference
with 7,(%. The problem is simplified by the fact that 7,(”) obtains nonzero values only
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if the angular momenta of the states |¥) and (®,,| are the same. Thus it is sufficient
to include only the term with £ = 0 in the partial wave expansion of the exponential
term in the integrand on the RHS of (3.64):

i (k)
. simnqgr
elq.r(k) — Lk + e (374)
gr®

where the dots denote the terms with £ # 0. The contribution can be obtained by
calculation of the next-to-leading term of the expansion of the RHS of (3.69) in
powers of 1/p. However, we find it simpler and more instructive to return to (3.63)
and to employ (3.74):

B d*q 2m 4 singr® (3.75)
r = . . .
Q) p?—P+@>+is g>+r> gr®
The angular integration provides
ee d 2 i ® 2 2 nj — 2
Re Brhy = See [d4 _4”  singr Pq Tt emen = 4”34

T q @+r qr® 2pq — 2mw,; + q°

The leading term of the expansion of the logarithmic factor in powers of 1/p
provides

dq ¢> singr® 2
Re BU®) = B, + By By = [24 4 S0drT g e,
/) pqg+r qgr® mp
(3.77)
ith
wit 5 dg singr® 378
S e G1

The integrand of the integral that determines the contribution Bj is finite at A = 0.
Thus, putting A = 0, we can write

ve [ dgsingr®
B, = —é—/—q%. (3.79)
Employing
o0
/ dxsinx/x = n/2,
0
we immediately obtain B; = —£,./2r® p, which can be written as
£, 1o
Bi= - O (3.80)

where ro = 1/ma is the Bohr radius.



3.2 Final State Interactions Between Electrons 43

At first glance, the integral J, in expression for B, diverges at A = 0, since the
integrand behaves as 1/g% at ¢ — 0. However, the divergence is spurious. The
contribution of the region ¢ <« 1/r®to B, does not depend on r®, and thus does
not contribute to the matrix element (®,|B;|®;). Separating the divergent part in J,

(3.78),
_ [dq singr® dq
J —/?(W—l)+/m, (3.81)

where we put A2 = 0 in the first term on the RHS, we obtain

- 2
B, = Wy (r'™ — X)’ (3.82)

where the second term in the parentheses does not contribute to the matrix element
T due to the orthogonality of the wave functions at j # n or due to the factor w, j
at j =n:

LRy — NPy = (.| ,
(@ulwnjr®10,) = (@ |LHrP)|@)) = ~(@u| 5 +rem s @), (383)
with 7. = 1/m the Compton wave length of the electron. Thus
RT“)—éeZe @ ' 3.84
eTyV = =55 n|Zk:roW| 0)- (3.84)

3.2.4 Second-Order Terms

The contribution Tn(z) is expressed by the sum of the diagrams shown in Fig.3.2c,
d. The fast electron exchanges momenta ¢; and q2 and energies gjo and g
with the atomic shell. We can write T,? = (@, >, , A@®) r®)|W), with
A@®) rk)y = A (x®) r&)y 4 A, ®) r*)) The two terms correspond to the
diagrams shown in Fig.3.2c,

A (r®) p®)y = /drldfzf(l» 2)e" U g (s, — q10)e' ™ g (8, — q10 — q0),

(3.85)
and Fig.3.2d,

Ag® r®)y = / drdnyf(1,2)e @™ g (e, — ga0)e™ ™™ g (e, — q10 — g20),
(3.86)
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with
f1,2) = Golep + qro, P+ q1) Vee (1) Go(ep + q1o + 20, P + 1 + q2) Vee (q2),

and dT, = dq,,d’q,/i(2m)*, while the propagators G, and g are given by (2.29)
and (3.58).

In the nonrelativistic case, the contribution of Fig. 3.2d vanishes. In order to show
this, consider g,y as a complex variable. Since the integrand decreases as |gao| > at
|g20] — o0, we can integrate over the closed contour consisting of the real axis and
a semicircle with radius » — oo. The latter can be in the upper or lower half-plane.
In both cases, the integral over the semicircle can be neglected. There is one pole in
the lower half-plane, corresponding to the condition G, ' = 0. Its position is

gh = —qo+a—is; §— +0. (3.87)

Here a is a real value. Integrating over gy in the lower half-plane, we express
the result in terms of the residue at the point qé’o defined by (3.87). Now in (3.86),
the Green function g(&, — q10 — g4,) does not depend on gy, while the propagators
g(e, — C]fg) and Go(¢, + q10, P + q1) have poles at g in the lower half-plane, and
there are no poles in the upper half-plane. Now we integrate over ¢, in the same way
as we integrated over ¢, closing the contour in the upper half-plane. Since there
are no singularities, we have A; = 0.

Thus we must calculate the contribution of Fig. 3.2c. The integration over energies
¢10 and g»g can be carried out in the same way as in the calculation of 7", providing

TP = > (@ BEE)|®1)(@1|Cx) @) (@] W), (3.88)
ki.k2s ji, 2

with B(r*1) determined by (3.66) (with integration over q), while

3
catn—_ [ Lo Zm LAy (3.89)
Qm)* 2(p- (a1 +a2) g3+ A2
In the integral over q; and q3, one can put
1 1 1,1 1 1 11 1
JLISS S/ U N N B
Pq P(qi +4q2)  2'\pai  P®/P(Qi+4q2)  2Ppdqi pq2

(3.90)

and thus we can write
(k2)y — 1 (k2)
cCax"™) = EB(r 2. (3.91)
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Proceeding in the same way as in the calculation of Im7,(", we obtain
52
1 = =%, Y In (¢ = r892) 3 (% = rE93) w). (392)
o ks

Thus the amplitude 7% is mostly real, and its interference with the term 7,
contributes to the terms of order &2,.

3.2.5 Probabilities of the Exclusive Processes

Now we can write an expression for any distribution d W, /dI" of the main process
accompanied by a transition of the atomic shell to the state |®,,):

dw, _ dw

— T, 5 Pn 3.93
ar ar ( )

where dW /dT is the distribution of the main process at the same energy &, while
Sy = ITOP +2TOReT " + ImT V> + 27O ReT,®, (3.94)

ie.,
a
Su = U@ulWo) I + E2,(W0| @) (| ;romwfo)
L1 D (@l In((r® — r0)2) |0) 2
k

— E2, (V| D) (@] D In((r® — )2 In((r® — r$ )W), (3.95)
k.ki

with the terms on the RHS corresponding to those on the RHS of (3.94). As expected,
the terms that contain In A or In? A cancel. Note that in some of their early papers,
the authors tried to calculate the first-order term 7V, ignoring the second-order term
T®. They faced integrals that diverged at small momenta and had to introduce a
regularization procedure. As we see, after inclusion of the second-order terms, the
divergent terms cancel.

Sometimes, the authors of publications ask, “Which correction to the shakeoff
is more important, its interference with the FSI or the FSI itself?” One can see that
the question is meaningless. They are both infinite and cancel each other to a large
extent.

The shakeoff term Tn(o) obtains a nonzero value only if the states |®,,) satisfy the
condition of (3.49). In this case, the angular integration in the matrix elements on
the RHS of (3.94) can be carried out, and we obtain
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Su = ®ulW0)” + &2, (W0l ) quro %)

PYR)
L1 D (@l In(rO0) W)
k

— E2,(WolPy) (@] D In((rO2) In((r 4 1) W), (3.96)
k.k

For the states |®,,) with L,, # Ly, the FSI becomes the main mechanism of the
process, providing

(k)

Su = ELl(@ul D In(1 =t 1 © = T (3.97)
k

3.2.6 Probability of the Inclusive Process

Now we calculate the sum of the probabilities
dw, dw
T = ar Su- (3.98)

One can see that for the shakeoff terms,

SUTOP = 1. (3.99)

Turning to the contribution of the FSI, one can observe that the sums over the
states |@,,) of the two last terms on the RHS of (3.94) cancel. In other words,

Z Im 7,V +22Re TOT® = 0. (3.100)
Thus we obtain

0
2.5 =142 ReTOTY = 14+ &, (W] 3 ro——5 %), (3.101)
n n k

Employing integration by parts, we obtain

an =1-& %IZ (k) (3.102)
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3.2.7 The Relativistic Case

Now we assume that the kinetic energy of the outgoing electron is of the order of its
mass. The amplitudes (3.45) contain the bispinor u of the outgoing electron. Thus
the amplitudes take the form

F =i(pw; FO =a(p)TOw, s=0,1,2, (3.103)

where w is a certain bispinor. The amplitude 7,( is the same as in the nonrelativistic
case. The amplitude T,V is expressed by (3.64). However, the function B(r®) should
be modified. The factor 2m on the RHS of (3.63) must be replaced by

iiyo(p+4+m) = iQRE — a - q). (3.104)

Here we employed the commutation relation (2.14) and the equation of motion (2.21).
We neglected the contribution proportional to the transferred energy go ~ ui /2m K
Mp, since |q] ~ iy, and thus go < |q].

Note that in the calculations of Im 7", we employed only the lowest-order terms
in the expansion in powers of g. Hence, only the first term on the RHS of (3.104)
contributes. The same refers to the calculation of Re T®. Thus (3.73) for Im T,")
and (3.92) for Re T,¥ with &,, defined by (3.42), i.e.,

oFE o
";:ee = — = -
v

p

, (3.105)

hold in the relativistic case. Also, (3.97) for the probability of exclusive processes
with L, # L; is true. In the inclusive process, the cancellation expressed by (3.100)
is true.

However, the situation with Re 7" is different, since here we need the next-to-
leading terms of the expansion in powers of g. We can write

ReT" = X4+ X7,
with the two terms corresponding to the two terms on the RHS of (3.104). One can

write X! = B| + B with B; defined by (3.77), while &,, is given by (3.105). The
term B, can be represented in the form given by (3.79), providing

The term B, is given by (3.82). Hence,

X¢ 3€m<<p 1> 1wy (3.106)
= Z— (P, ro—-— . .
" 2 E — g0
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Now we must calculate

XD = a ) (Bu] D Br(r®)|®;)(@;]%), (3.107)
j k
with
&3 4 ingr®
Brarh) = — qa_ q _ SR SMAT s 0. (3.108)
@)} p?—(@+@?+is ¢>+1* qr®
Writing
B,(r®).
Ba(r) —cp, = A,

and keeping only the leading term in the denominator of the electron propagator in
(3.108), i.e., putting p”> — (p + q)> +i8 = —2(p - q), we obtain

a [ dgsingr® a 1
€= ? T gr® 2r(k)ﬁ'

Employing also
u(ee-p) = u(myy — E),

see (2.21), we obtain

2 m ro m

X) =2 (D, D — W) (1 — — 3.109

"=t |;r(k)| 0)(1 = Zw) (3.109)

and
2 2 2
W _ Seem 9 1 _ Seem” o
ReZ," = = E@"'Zkl")(am + —)1%0) — 5 E2<<bn|§k;r(k)|%>yo.
(3.110)

Due to the matrix y; in the last term on the RHS, the amplitude contains not only
terms of the form given by (3.103), but also terms of the form uyyw. If the FSI are
neglected, the probability of the process is proportional to

1
W, = ZSp[va/uﬁ].

Writing uu = a + b, y* with b,, a four-vector, we obtain W; = b, p* +am. The
same remains true if we include the FSI amplitudes Im 7,V and Re 7,(?. It remains
true also if we include the contribution to Re T2 expressed by the first term on the
RHS of (3.110). However, the interference of the second term on the RHS of (3.110)
with amplitude 7, is proportional to
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1 _
W, = ZSp[wwuuyo] = apo + mby.

This contribution requires additional analysis for each particular case.

Note that in the ultrarelativistic limit £ >> m, we can neglect the last term on
the RHS of (3.110). At these energies, we must put &, = «. Thus for any exclusive
process,

Sy = 1(@ul#0) P +a2l(@,] Y In (© = 1)) jw) 2
k

— &*(W[B,) (@, D In ((r<k> — rgk))x) In ((r(k‘) - rz<’<1>),\)|wo) .
k.,ky
3.111)

The FSI contribution for any exclusive process is of order o2,

In the sum over n, the terms of order Efe cancel due to (3.100). In the limit
E > m, the terms of order £2,m/E also cancel. The terms of this order come from
the interference between the zero-order amplitudes 7,0 and the real parts of the
first-order amplitudes Re 7,V However,

0 1
Mo _ ™M _
D ReT'T0 = E<%|;ro<ar(k)+r(k)>|wo>—o,

where the last equality can be obtained by integration by parts. Hence

mz
S5 = 1+0(a2ﬁ. (3.112)
n

Thus in the ultrarelativistic limit, all the FSI contributions are very small, much
smaller than the radiative corrections.

Note that in systems with a large number of electrons N >> 1, all the FSI effects
are increased by the factor N. An example will be presented in Chap. 10.
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Chapter 4
Singularities of Amplitudes and Wave
Functions

Abstract We demonstrate that 2 — 3 processes with large recoil momenta are
described by triangle diagrams with the main contributions determined by their
anomalous singularities. This enables us to obtain analytical expressions for the
differential distributions and for the cross sections. The transfer of large momentum
between the electron and the nucleus or between electrons is related to the small
values of the corresponding distances, where the shape of the wave functions is
determined by the Kato cusp conditions. We explain the importance of the latter and
construct the electron wave functions on the coalescence lines.

4.1 General Features of the Reactions 2 — 3

The singularities of amplitudes at the thresholds of physical channels are described
in detail in various books; see, e.g., [1]. Also, there are many books that contain an
analysis of the singularities of the pole diagrams; see [2, 3]. Here we describe the
singularities of the triangle diagrams, which are less well known but appear to be
important in atomic physics. We discuss also the singularities of the two-electron
wave functions at the electron—nucleus and electron—electron coalescence points.

4.1.1 Amplitudes Outside the Bethe Ridge

Here we show that the processes outside the Bethe ridge can be viewed as consisting
of two steps, with one of them taking place at its Bethe ridge. We begin with an
example of inelastic electron scattering by atoms, which we considered in Sect. 3.1.4.
Now we analyze the case of large momenta Q = q — p; transferred to the recoil ion,
ie., O = |q—pz2| ~ g, p2 > 1. As we have seen, the momentum Q is transferred
to the nucleus. If the interaction between the electron with momentum p; and the
nucleus is neglected, the amplitude is given by (3.26). We shall discuss its role later,
focusing now on the lowest-order correction provided by (3.27). It can be written as
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3
FO@Q) = / K _pO ) 2 Fan@Q+k), @1

@n)? P —(q+K)2+i8

where k is the momentum transferred to the nucleus by the bound electron, and F,y
is the lowest-order amplitude of the electron—nucleus scattering in which the nucleus
obtains momentum Q + k.

The integral on the right-hand side (RHS) is dominated by small k¥ ~ ;. Note
also that the second factor of the integrand is of order m/p3 unless the values of p,
and g areclose. If |g — p2| ~ up K ¢q, pa2,itincreases, becoming of order m/u,q >
m/q?. Thus the physical meaning of (4.1) is clear. In the first step, electron scattering
on the Bethe ridge takes place. If the values of ¢ and p, are close, the ionized electron
described by the second term in the integrand passes distances of order the size of
the atom approaching the nucleus at small distances of order 1/0 < 1/u,, where
the electron—nucleus scattering takes place.

Employing (3.26) and neglecting small momentum « in the amplitude F,y, we
can represent (4.1) as

F(q, p2) = Fo@A(p2. D Fen(Q), Q=4q—p2, 42)
with Fy = 4ma/q? the amplitude of free electron—electron scattering, and

2m

3
A @) = [ L 0 4.3)
(2m)? 15

2_(q+K)2+l8

For |qg — pa| ~ g, pa, the amplitudes F© (3.26) and FV (3.27) are of the same
order of magnitude. However, at |g — pa| ~ 5, the amplitude F appears to be
enhanced by a factor g /.

The amplitude can be described by the triangle diagram shown in Fig. 4.1a.

(a) , (b) ,
P1 P1 P1 Ps
(e (s
a b P2 b P2
X o X* G X+ X* e X+

Fig. 4.1 Triangle diagram describing electron scattering on the atom X. The bold lines are for
the atom X and the ions X . The solid lines are for electrons. Block A represents the atom X as
consisting of the ion X+ and the bound electron; block B is for the electron—electron scattering.
Block C is for the electron inelastic scattering on the ion X . In (b), the bound electron a is replaced
by a free electron
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Here block A represents the initial atom as consisting of a bound electron described
by the function v (k) (line @) and the core ion. Block B denotes the electron—electron
scattering. The intermediate electron (line ) described by the second factor in the
integrand of (4.1) passes through the atom. Its scattering on the nucleus of the core
ion is shown by block C.

Presenting
! = U preianon e (4.4)
pi—(Qq+K)2+is 4 r
and carrying out integration over k, we obtain
A = 3= [ 3 V0 giarsipar, 4.5)
2 r

If ¥, describes an s state, it does not depend on the direction of r. Thus the function
A does not depend on the direction of the vector q,

Ap2 @) = —2M(p2.q); M(p2.q) =/drwb(r)(ei(”2“’” —ei(”2+")’).
q

(4.6)
The integral on the RHS is saturated by r ~ 1/, and the second term of the inte-
grand can be dropped:

M(p2,q) = / dri,(r)e' P 4.7)

Thus the function M depends only on A = g — p»,i.e., M(p2,q) = M(A).

A similar expression can be obtained for the bound states with nonzero orbital
momenta £. If we choose the direction of momentum q as the axis of quantization
of the angular momentum, the integral on the RHS of (4.5) obtains a nonzero value
only for £, = 0. In this case, the angular integration by parts provides (t = q - r/qr)

1 ) .
; Tt = 1) — e T Yy (r, t = —1 i !
/dtwb(h @)e—iart = ¢ Yp(r ) e Y (r ) l—/dte‘“f”—wb(r, Q).
—igr qr ot
—1 -1

(4.8)
with further integration by parts corresponding to expansion in powers of (gr)~! ~
up/q < 1. Thus
e+ 112

MA) = =5

/ dryr} (rye "4, (4.9)

with v} (r) the radial part of the wave function ¥, (r).
The origin of the enhancement of amplitude in the vicinity of the point

9 = p; (4.10)
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@ p, P2 () p, Pz

(e) 0
a b a

Fig. 4.2 Triangle diagram describing the double photoionization of the helium atom. The helix
line denotes the photon. The bold lines are for the atom of helium and the ions He™ and He**. The
solid lines are for electrons. The block A is for the single photoionization of the atom of helium as
consisting of the ion He™ and the bound electron; block B is for the electron—electron scattering.
Block C represents the residual ion He™ as consisting of the nucleus and the bound electron b. In
(b), the bound electron b is replaced by a free electron

He He* He** He* He**

becomes clear if one considers the process on a free electron shown in Fig.4.1b. The
diagram has a pole if (4.10) is true.

These results are quite general for the reactions 2 — 3. In the vicinity of the point
g*> = p3,the amplitudes represented by the diagram shown in Fig. 4.1a can be written
as [4]

F(q,p2) = Fp(@)A(p2, Q) Fc(q, p2), (4.11)

with the amplitudes Fz and F¢ describing the two steps of the process.

The singularities of the triangle diagrams can manifest themselves in other chan-
nels [5]. Consider, for example, the process of double photoionization of the atom of
helium in a simplified model, where interaction of the bound electrons is neglected.
(We shall analyze double photoionization in detail in Chap.9.) The large energy
€ > I (which we assume for simplicity to be nonrelativistic) absorbed by the atom
is shared by the two outgoing electrons. The corresponding triangle diagram is shown
in Fig.4.2a.

Here block A stands for single ionization of the atom; block C shows that the
residual ion consists of the bound electron (line ) and the nucleus. Block B denotes
the scattering of the photoelectron a on the electron b. The position of the pole of
the propagator describing the electron a in the diagram of Fig.4.2b, corresponding
to replacement of the bound electron b by a free one, is determined by condition

pr =707 p?=2mle +e), (4.12)

where p = [p|, p = p1 + P2 pi, and &; (i = 1, 2) are the momenta and energies of
the outgoing electrons. The amplitude is

F(p1,p2) = Fa(p)A(P',p)Fp(p1,p2), (4.13)

with the function A determined by (4.3).
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Note that the position of singularity in the variable ¢ (4.10) in the first example as
well as that of the singularity in p? in the second example is determined by external
variables. Such singularities are known as “anomalous singularities” (see, e.g., [6]).

In the case of the Coulomb field, these features of the triangle diagrams can be
illustrated by explicit calculations.

4.1.2 Triangle Diagrams in the Case of the Coulomb Field

Here we consider the inelastic scattering of electrons on a single-electron ion with
the charge of the nucleus Z. More generally, we assume that the ion core in the block
A in Fig. 4.1a is the source of the Coulomb field. Thus the function ¥ (k) in (4.3) is
just the nonrelativistic Coulomb function. This enables us to calculate the function
A(p2, q) defined by (4.3) explicitly. For s electrons, A(p2, q) = A(p2, g) does not
depend on direction of momentum q. For 1s electrons,

—2mN1

A(py,q) = —— 0 Z: N r =0) (”3)1/2
Q) = —: n=maZ; =Y,r=0=(—) .
P2.9q = (patin)? n 1=V -

(4.14)

Thus in the Coulomb field, the pole of the amplitude is shifted from the point ¢> = p%
to the complex plane

q> = (pp+in’. (4.15)
The function M (p,, q) defined by (4.6) is

—iN
A—in

M(A) = i A=q—p2. (4.16)

If the bound electron is in a state with a nonzero orbital momentum £ and its
projection is given by £, = m, the function A has a pole of order £ 4 1. For example,
in the case of the 2p state with projection of the angular momentum ¢, = m, we
obtain

m

—i4m N2 12
et m=maZ/2; Ny= (—) L @17
T

@ — (2 i)

A(p2, q) =

with g, the circular components of the vector q.

Note that the pole singularity is an artifact of the Born approximation employed
for describing the wave function of the outgoing electron. In the case of the Coulomb
field, the amplitude of inelastic electron scattering given by (3.25) can be calculated
explicitly; see (3.35). For the scattering on the bound electron in the 1s state, the last
factor on the RHS of (3.35) is
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http://dx.doi.org/10.1007/978-3-319-32736-5_3

56 4 Singularities of Amplitudes and Wave Functions

(4.18)

_ n(=1+i§) &(=p+in)\a\i
.X@Lq>-8n( - )( ).

b b

with a = Q% +n?, b = q*> — (p2 + in)?. One can see that in the complex g-plane,
the amplitude has branching points corresponding to a = 0 and b = 0. In the vicinity
of the point g = p, + in, at which b = 0, the second term in parentheses on the RHS
of (4.18) dominates at large transferred momenta g ~ p», g > up.

4.1.3 Triangle Diagrams in the Case of Short-Range Forces

Now we consider the case in which block A is bound by short-range forces with the
wave equation

—A
(— + U(l‘))i/f(l’) = &Yp(r), (4.19)

2m

with U (r) = 0 for r exceeding a certain value a. This means that for the s states, the
wave function at » > a is

—HbT

Yp(r) =c e = Qmlep)'?, (4.20)

r

with a certain constant c.

We begin with the case of the zero-range potential model (ZRPM), in which
a — 0. It was first used long ago by Bethe and Pierls [7] in their studies of the
deuteron. The various versions of the approach differ in the prescriptions of tending
to the limit » = O on the left-hand side (LHS) of the Schrodinger equation (4.19). A
popular version with U (r) = Ad(r), where A is a certain constant, is known as the
Fermi pseudopotential. The ZRPM is used in many branches of physics. Nowadays,
it is employed also in the physics of nanostructures [8]. The simplest example for
application of ZRPM in atomic physics is the description of the outer electron in the
negative ion of hydrogen. For more applications in atomic and molecular physics,
see the review [9].

The ZRPM wave function of the bound s state is given by (4.20) in the whole space,
and ¢ = (up/2m)"/?. The function A(p;, ¢) is determined by (4.7). The integral in the
second equality is saturated by 1/(g + p») < r K< 1/|q — p2| ~ 1/, providing
ﬁ)“zl Mo +i(g — p2) @21

M(p2 9) = _(271 wy —i(q + p2)

which depends now on ¢ — p, and on g + p,. The amplitude has branching points
at g = £(pa + iwp). The first equality of (4.6) provides
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[ 2 2
1/2 1 + + _
A(p2,q) = ﬂ(ﬁ) (— flnw —l—i(arctanm + arctan w)).
q \2m 2 (q-p)?tug 1 1
(4.22)

In the vicinity of the point given by (4.10), the amplitude is enhanced by the loga-
rithmic factor In(4¢2/(A? + /Lf,)).

One can see that the function A(p3, ¢) has pole singularities if the integral on
the RHS of (4.10) is saturated by r ~ u;l, while the logarithmic singularities are a
result of the contribution of the small distances 1 /g < r < u;l.

In the case of nonzero values of a, which one can meet in the physics of nanos-
tructures, we can write (4.6) as

A(p2,q) = A1(p2, q) + Ax(p2, q), (4.23)

with the two terms on the RHS corresponding to the regions of integration r < a and
r > a with the wave function

—Hpr

Up(r) = ci(@)Vin(r)0(a —r) + c2(a)

0(r —a), 4.24)
;

where v;,,,(r) describes the bound state in the internal region where U (r) # 0. The
coefficients ¢ »(a) are determined by the normalization condition. One can see that
if au, < 1, the region r > a provides the logarithmic contribution

wp +i(g — p2)

' , (4.25)
Wy —i(qg + p2)

.om
Ax(g, p2) = i- ;Cz(a)ln

similar to that given by (4.21).

4.1.4 Amplitudes on the Bethe Ridge in the Presence
of Singularities

In Chap. 2, we studied processes on bound electrons in the case that the amplitudes
of the corresponding processes on the free electrons do not have singularities. Now
we investigate the case in which there are singularities.

Consider as an example the disintegration of the negative ion of hydrogen H™ by
electron impact. The momenta of the initial and scattered electron are p; and pj;
those of the electrons ejected from the ion are p, and p3. Momentum q = p; — p
is transferred to the atom. Assuming py, p} > p», p3, we can neglect the exchange
terms. We consider the case in which the atom absorbs nonrelativistic energy .

Replacing the bound electrons by free ones and including the FSI between the
ejected electrons in the lowest nonvanishing order, we obtain the diagram presented
in Fig.4.3a. For this reaction,

q=0p (4.26)
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Fig. 4.3 Double ionization

of the system containing two
noninteracting electrons by
electron impact

\ ‘ P2 . \q+/C ,pz
\ Ps Q_’S. \ ,P3

with p = p2 + p3 the sum of the momenta of the ejected electrons.

Including the FSI between the ejected electrons in the lowest nonvanishing order,
we arrive at the diagram presented in Fig. 4.3a. Due to (4.26), the electron propagator
of this diagram has a pole at

> =p? p?=2m(e +e3), (4.27)

with &; 3 the energies of the outgoing electrons. Thus we can represent the amplitude
of the process on the free electrons as

2mK (p,
Fo(p2, p3) = —(p 2. Ps) (4.28)
p q +is’

with K (p, p3) = 4ma/p? - 4na/p§.

We return now to ionization of the negative ion of hydrogen H~. The system
contains a bound electron with single-particle binding energy close to that in atomic
hydrogen and an outer bound electron with the much smaller binding energy ¢, &
—0.7eV. Thus the ratio of the corresponding binding momenta (L, /iin; =~ 0.2 can
be treated as a small parameter. It is sufficient for our analysis to consider the lowest-
order approximation.

In the region of small momenta Q < u;,, transferred to the nucleus, we obtain
for the amplitude in the vicinity of the pole determined by (4.27),

Fp2 03, Q) = K(pa pAi(p. 0, Q), (4.29)
with - 5
Mg, Q>=/(2n’;3wx,0—x> s SENCE

where ¥ (k, Q — k) is the two-particle wave function of the bound electrons. We
neglected terms of order Q/p>3 ~ Wint/p2.3 < 1 in the expression for K (pz, p3).
The two bound electrons transfer momenta k¥ and Q — « to the nucleus. The amplitude
given by (4.29) is illustrated in Fig.4.3b. One can see that (4.30) is very much like
(4.3) for A(p2, q). The difference is that (4.30) contains the two-electron wave
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function. Assuming that the latter can be represented in terms of the single-particle
wave functions v;,, ., (this is not a good approximation for accurate computations),
we can write

L
/2

It is symmetric, since the two electrons in the ion H™ form a singlet spin state. Thus
(4.30) takes the form

Wi, Q= 1) = —= (Vour (Vi (Q = ) + Yins ()Y Q= 1)) (431)

d (ﬁm%m(mwim(o —K) V2mYour (Q — K)llfinz(lf))

AP q.Q =
1P 9. Q) Qm)33\ p2—(q+K)2+id P2 —(@+K)?2+is

(4.32)

Since the wave function ¥, (k) is strongly quenched at k¥ > (., the first term
in parentheses is saturated at k. ~ p,,,. Thus we can put ¥;,,; (Q — k) = ¥;,,(Q). For
the second term in parentheses, we introduce ¥’ = Q — k. The integral is dominated

by k" ~ poyus . Putting ¥, (Q — k) = i, (Q), we obtain for Q ~ 1,

K(p2, p3)

F(plv P3, Q) = ﬁ

(A(p’, q) + A(p', p))xlnm(Q); p = p2 +ps3l,

(4.33)

and ¢ = |p — Q|. Here we employed that the functions v;,,; and v, describe the s
states. Momentum Q is transferred to the nucleus by the inner electron. The terms
A(p’, q) and A(p’, p) describe the shift of the pole of the electron propagator to the
complex plane due to the bound of the outer electron. The first and the second terms
in parentheses correspond to absorption of momentum ¢ by the outer bound electron
and by the inner one, respectively.

Today’s powerful computers enable us to obtain a very precise numerical function
of the ion H ™. In the single-particle approximation, very accurate numerical func-
tions for the outer electron ¥,,, can be found. However, the analytical properties
of the function A(p’, p) depend on the behavior of v,,,(r) at small r < 1/gy;. In
earlier papers [10], the function ,,,(r) was approximated by combinations of the
exponential terms Zk cre ™" In this case,

2m
AP p) = =D a5
Zk: p? = (p' +im)?

(4.34)
and a similar expression for A(p’, ¢) are a combination of the pole terms (see (4.14)).
However, the ZRPM wave function used in [11] for describing the ion H~ behaves
at small r in another way (see (4.20)). This provides the logarithmic dependence
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1/2 i(p—p 12 AZ 42
AW )= IS (L) P M Py o k12, A b
q S \2m uk —i(p' +p) 2q S \2m 4p
(4.35)

with A = p — p’, and a similar equation for A(p’, q).

4.1.5 Contribution of Triangle Diagrams to Differential
Cross Sections

Now we calculate the contribution of the triangle diagrams to differential cross sec-
tions. Consider again the ionization of atoms by electron impact with large momen-
tum of the outgoing electron p, and large momentum Q transferred to the nucleus,
ie., O ~ pr» > up;see Fig.4.3. The amplitude is given by (4.2), with the differential
cross section

do = |F|?drI", (4.36)

where the phase volume (including the flux factor) can be written as

2wm a3p! d*p,
ar = S(e1—&) —ea— 1 ‘ : 4.37
m G A T2 D Gy @37
Evaluating the phase volume at fixed value of q,
d’py  mQdQds, 4.38)
Qr)* — qQm)? '
(recall that Q = q — p2), and employing also
d*p; _ mqdqde, (4.39)
@) — pi@n? '
we obtain, using (4.2),
do 2mm mq mQ
= Fo( P | A(p2, @I F, 2 : 4.40
Tordado = oy 1P@PIAG2 O 5 S IFan(@F 550 (440)

Here we have assumed for simplicity that an s state is ionized, and thus the amplitudes
in (4.40) do not depend on directions of momenta. Recall that Fj is the amplitude
of scattering of free electrons with exchange by momentum q; F,y is the amplitude
of the eN scattering in which momentum Q is transferred to the nucleus. Note that
in eN scattering the electron energy does not change. Thus the secondary electron
carries the same energy &; in both processes.
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On the other hand, the cross section of free electron scattering is given by

2 2 d3 /
doy = ﬂ|p0|25(81 _8/1 _a i
P 2m” (2m)?

Employing (4.39) and using the delta function for integration over ¢, we obtain

d 3 2
- P Rpr="% (4.41)
d82 27Tp1 8182

for the energy distribution of the free electron scattering (dog/de| = doy/de>). For
the cross section of the e N scattering, we can write

d3P2
@2n)3"

2nm q>
doey = ——|Fon*8(s2 — =—).
q 2m

Employing (4.38) and using the delta function for integration over &,, we obtain

doen(e2) — m
dQ  4me

A7 a?Z%m

£ 0?3

|Fenl* = (4.42)
2
for the distribution of the eN scattering. These expressions are well known and are

presented in many books on quantum electrodynamics. However, these are the first
equalities in (4.41) and (4.42) that are important for us. They enable us to write [12]

do(p1)  doo(p1) R(p2, q) doey(€2)
de,dQdg ~—  de» 2 do

(4.43)

where ¢, and Q are the energy and the solid angle of the electron ejected from the
target, Q is the momentum transferred to the nucleus, while p, = (2ms;)'/?, and

R(p2,q) = IM(p2, @) (4.44)

If the target electron is in the ground state of the Coulomb field, we obtain,
employing (4.14),

N2
R(pr,q) = R(A) = —L1—: A=g—p,. 4.45
(P2, q) (4) e q—p2 (4.45)

If the electron is bound by the field for which ¥, (r = 0) does not turn to infinity,
the function R in (4.43) depends only on A = g — p»,, and one can replace integration
over g by that over A. This leads to

do(e)) stO(Sl)dUeN(Sz)
derdQ 7 de do

, (4.46)
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with

dA
s = /—R(A). (4.47)
2

In the case of the Coulomb field, one obtains

Nt
s = L = 1 (4.48)
2n 2

for the 1s state.

The contribution of the small region |A| < 7 to the distribution do /ded Q is thus
p2/n > 1 times that of the whole region |g — p2| ~ p». This is true for every field
for which ¥, (r = 0) does not turn to infinity.

Hence, if we neglect interactions of the outgoing electron with the nucleus, we
shall underestimate the cross section by a factor of p,/u, > 1. This is expressed
explicitly by (4.40) and (4.41).

For a process described by the diagram shown in Fig.4.1a, one can write

do dO’O R (A) dO’C

= ——— ", (4.49)
dlr'dA dF() 2 dFC

where dIyc and dI” = dIydI¢ are the corresponding phase volumes (compare

(4.43)), and
do dO’Q dUC

o =S dTedlc (4.50)
Similar equations can be written for the process described by the diagram shown in
Fig.4.2.

One can obtain general expression for the parameter s [13]. Recall that for € # 0,
the function M is nonvanishing only for states withm = €, = 0 (the z-axis is directed
along the momentum q). Employing (4.9), we write

20+ 1 A
R(A) = + Smo / drdr' Y (r)y) (et A, 4.51)
Since JA
/_eiA(r’—r) — S(r/—r),
2
we obtain

s = 20+ Déno

-2
Wl oin) @s2)

T

Note that these equations are written for one bound electron in each shell. One
should sum over all bound electrons. For the closed subshells, we can write
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(k)y—2
s = (‘1’|2an ) W). (4.53)

For the subshells with £ # 0, only the states with £, = O contribute, but their contri-
bution is enhanced by the factor 2¢ + 1; see (4.51).

If Y, (r) ~ 1/r asr — 0, the function do/de,d Qd A has a peak with the height
of the order In*(g%/A?) at small A ~ pp; see (4.22). However, the distribution
do/de,dQ is determined by large |p, — ¢q| ~ g. The region A ~ u; provides a
large correction of order (115/q) - In?(¢%/ A?).

4.2 Fast Secondary Electrons

4.2.1 Angular Correlations and Energy Distributions

Now we consider processes in which a bound electron accepts energy in interacting
with an external source and shares it with another bound electron. The energies of
both outgoing electrons are assumed to exceed greatly the ionization potentials.

We begin with the double ionization of the ground state of a two-electron ion (or
atom) by a photon carrying energy w. This case was mentioned briefly in Sect.4.1.1;
see Fig.4.2 and (4.12) and (4.13). We shall discuss this process in detail in Chap. 9.
Here we assume that the bound-state wave function can be represented as the product
of single-particle functions. We can write, similar to (4.36) and (4.37),

2 2 3 3
12 el ) d’p  d’p>
do =27 |F)*8(w — =% — —1 . . p= . (4.54
o =2n|F|"8(w . . )(271)3 2n)? p =p1 + P2, (454)
with the amplitude F given by (4.13). Hence
do =27 |Fp(P)P1 AP, P) | Fee(p2)I*- (4.55)

o (e-p)? pldpd2, dp
om om Qrny @ery

S(w

Here F),), is the amplitude of photoionization; p is the momentum of the photoelec-
tron; F,.(p) is the amplitude of the scattering of the electron with momentum p on
the free electron at rest; p; are the momenta of the outgoing electrons. Composing
(4.55) with the expression

,mpdS2,
(2m)

dopp = 27| Fpn(p)]

for the cross section of the photoionization and employing the delta function for
integration over the angles of momentum p, at fixed value of p, we obtain
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do = opn(w) R p) —dOeE(S); p? =2ms, (4.56)
deydp 2 der
with ¢ = w — [ the energy absorbed by the ion. The last factor on the RHS of (4.56)
presents the scattering cross section of the electron with energy ¢ on the free electron
at rest.

Thus the distribution do /de,dp has a sharp maximum at p = p” with the width

of the order p;. In other words, the distribution in the angle between the momenta
of the outgoing electrons (angular correlations)

T = p1-P2/P112

has a sharp maximum at
T =0, (4.57)

corresponding to the value predicted by classical mechanics. The vicinity of this
point determines the distribution

do do,.(g)

E = SUph(a)) de, ,

(4.58)

with s given by (4.52). Note that (4.58) holds at all orders of the FSI between the
photoelectrons. In the lowest order of the FSI, we have

de, I3

& E—&

doee(e) _ na2(1 L] )? (4.59)

We turn now to the case in which the bound electrons are described by exponential
(Coulomb) functions. Since the interactions between the electrons are 1/Z times their
interactions with the nucleus, this model becomes increasingly accurate with increase
of Z. We shall see in Chap.9 that this is a reasonable approximation for the high-
energy double photoionization of heliumlike ions except the lightest ones. In the case
of the Coulomb functions, one can find analytical expression for the distribution

deydA 21 A2+ de

d 1 N} doee
o Niopm(@) doeel®) -, (4.60)

We can also write an expression for the double distribution in the energy and angles.
Since p? = p? + p3 + 2p1pat, we can write A =p — p' =2ppat/(p+ p) ~
p1p27/p’. The distribution (4.60) can be written as

do 1 - Niop(@)  doe(e)
derdt  2ma 12+ n?/a? des

, 4.61)
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with a = pip2/(2me)'/?; p1 = /2m(e — &,). Since €1, > I = n*/2m, we find
indeed that 7> < 1. The energy distribution is expressed by (4.58) with s = n?/2x;
see (4.48).

Note that (4.58) is quite general for processes with ejection of a fast electron
carrying the energy . We denote the cross sections of this process and that of similar
process with ejection of secondary electrons by oy and o. The high-energy part of
the spectrum of the secondary electrons can be described by the formula

do (e, &) doe.(e)
— = sop(e)——.

4.62
d&‘z d82 ( )

Consider now the case of very large values of w = m, corresponding to the rel-
ativistic energies of one or both photoelectrons. Their kinetic energies are & =
E; — m. The point of the sharp maximum of the distribution do/d&,dp, correspond-
ing to the pole of the propagator a in Fig.4.2, is determined by the condition

(w + m)2 — p2 = m?, (4.63)
or p = p’ with p’> = 2wm + w’. Since
R E=6 +&; pP=2mé +6°, (4.64)
(4.63) leads to a peak of the angular correlations at

€1&2
T = , (4.65)
pPi1p2

which depends on the total energy & and on the energy sharing x = £;/&. The depen-
dence t(x) for several values of ¢ is presented in Fig.4.4. Since the RHS of (4.65)

Fig. 4.4 Dependence of © 1
defined by (4.65) on the
energy sharing x = §;/¢.
The solid line is for ¢ /m = 1 08¢
(¢ ~ 500keV). The dashed
and dotted lines represent the 0.6k
results for & = 3m /2 and :
& = 2m respectively T e .
0.4} '
02t:,7 S
N v,
! \
0
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does not exceed unity, there is a peak in the angular correlations at any energy of
the outgoing electrons. We see that T < 1 if one of the photoelectrons obtains a
nonrelativistic energy. If both electrons are ultrarelativistic, with &; > m we find
that t — 1. The high-energy part of the spectrum of the secondary electrons can be
written similar to (4.62):

do (8, &, A dO,, g
M — SUO(S)G_A() (4.66)
d82 d82
Now we can formulate the main features of the distribution of fast secondary
electrons.

e The distribution do/de,dt has a sharp and narrow peak with the point 7, deter-
mined by the energies of the outgoing electrons. In the nonrelativistic limit 7p = 0,
the width of the peak is of order w/ (2me)'/2.

e The distribution do/de, is determined by the values of t close to the vicinity of
the peak.

e The shape of the spectrum of the photoelectrons is the same as that in free electron—
electron scattering.

e The spectrum is proportional to the expectation value of the sum >, (r®)~2 of
the ionized atom.

For the case ¥, (r) — 1/r as r — 0, the first feature is also true. However, the
peak is much lower, and all values of 7 contribute to the energy distribution, while
the vicinity of the peak provides a large correction of the order (115/ p2) - In? (1, /P2)-

4.2.2 Internal Energy Loss

If an atom remains in the ground state after ejection of a fast electron, its wave function
changes from |¥y) to |®), while the energy changes from 8(()') to eéf ) (sél’f ) < 0).

The ground-state energies e((,l’f ) can be usually measured and calculated with good
accuracy.

If the atom moves to an excited state, the fast electron obtains a smaller energy. We
shall calculate the energy loss of the fast electron connected with possible excitation
of the atomic states. For the sake of simplicity, we consider the nonrelativistic case.
The extension of the result to the relativistic case is straightforward.

The energy distribution of the fast electrons in the process accompanied by exci-
tation of the electronic shell to the state |®,) with energy ¢, < ¢ can be written,

following (4.67), as
do, do
= —3S,, 4.67
de de ™" ( )
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with do/de the distribution of the fast electrons, with the final state of the electronic
shell being |®y). Here S, is determined by (3.94) and (3.95). The internal energy
loss of the fast electron is defined as

> —efdoy de
N do/de

() , (4.68)

with > denoting the sum over the discrete spectrum and the integral over the
continuum. Thus

() = > (e —&f)s, (4.69)

for every process in which the fast electron is ejected. In applications, one often needs
the sum on the RHS, which includes only the states for which ¢, does not exceed a
certain value
£ < gl (4.70)

If e\ is larger than all the single-particle ionization potentials, we can obtain several
general relations.

If the transitions in the electronic shell are treated in the SO approximation, we
can obtain an expression for the energy loss (g); in closed form. We write

() =D (e — &), — beo. @.71)

with §gg = séf ) — eg) the change of energy of the ground state. Since S, = T,(*?

decreases with &, as £, the first term on the RHS can be obtained by employ-
ing the closure condition. We may write > (sfzf ) s(()i))S,, = Zn(%@n)(sf,f )
eV @u1W0) = 3, (| V|@,) (P, W), with V = Hy — H, the difference of the
electronic shell Hamiltonians in their final and initial states. Thus

(&)1 = (Yol VW) — deo. (4.72)

Here the first term on the RHS represents the total energy transferred to the electronic
shell. It includes the change in its ground state energy after ejection of the fast
electron, which is subtracted by the second term. In the case of beta decay, we have
V== a/r®

Going beyond the SO approximation, we find that due to the FSI, the probability
for excitation of the high-energy continuum states with &, > I, decreases as 1/¢2;
see (4.59) and (4.60). The contribution of these states to the energy loss behaves
as In ey, and cannot be calculated by employing the closure condition. The FSI
provide the contribution (€), to the energy loss. The high-energy excited states with
I, < &, < emax determine
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)
eze (r==) In Emax .
2m [b

(€)h = &

(4.73)

Here the upper index 4 indicates that this is the contribution of the high-energy excited
states, 626 =a?/v?, and (r2) = (Y| > r®=21g,). The sum over the initial state
bound electrons is carried out. The low-energy excited states with ¢ ~ I}, provide the
contribution ()} ~ £2,I,,. The upper index ¢ indicates that this is the contribution
of the low-energy part of the spectrum. For each single-particle bound state I, ~
(r=2)/2m, we can write

-2
(€)2 = (8)}21 + (g)g — 5626 <gm) In EI;ax

(4.74)

for the total FSI generated contribution to the energy loss, with B & [,,.
The total energy loss is thus

(&) = (&)1 +{e)2,

with the SO contribution (g); given by (4.72). The parameter B should be calculated
separately in each particular case. In Chap. 12, we shall calculate it for the tritium
atom. For very large energies €max With In(enax/Ip) >> 1, one can put B = [,,. For
smaller energies, the expression for (¢), with B = I,

-2
(6) = &2 “2 m> In &;—b“ (4.75)

can be used as an estimate that enables one to get a feel for the size of the effect. One
can see that (4.74) and (4.75) can be expanded to the relativistic case. The largest
value &4, Of the nonrelativistic kinetic energy & = p?/2m should be replaced by the
largest value of the kinetic energy &é = E — m.

4.3 Kato Cusp Conditions

Here we analyze the electron wave functions in configurations in which the electron
and nucleus of the atom or two electrons approach each other. The triple coalescence
in the helium atom, whereby all three charged particles are at the same point, will be
discussed in the next section.
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4.3.1 Electron—-Nucleus Coalescence Point

Consider an atomic electron moving in a certain central field described by the local
potential U(r) = U,y (r) + U,.(r), where the two terms stand for the interaction of
the electron with the nucleus and with the other electrons. The wave equation for the
radial part R(r) of the wave function ¥ (r) describing an s electron is

R"(r) + %R/(r) —2mU@r)R(@r) = —2meR(r). (4.76)

Let us consider small » — 0. In this limit, we can put U(r) = U,n(r) = —aZ/r,
with Z the charge of the nucleus. Since R(r) does not turn to zero at r = 0 [1], the
last term on the LHS of (4.76) becomes singular. On the other hand, the RHS does not
have singularities. The only way to make the two statements consistent is to assume
that this singularity is compensated by that of the second term, i.e.,

dR(r)
dr

|r:0 = _nR(r)r:O ’ “4.77)

as found by Kato [14]. Surprisingly, this observation was made thirty years after
the Schrodinger equation was first written down. Note that for the ground state of a
hydrogenlike ion, we have R(r) = Nje"", and (4.77) holds for all values of r.

A nonzero value of the derivative R'(r = 0) is the consequence of the singularity
of the potential U (r) at r = 0. Without singularities of U (r), the wave function R(r)
would have been an analytic function of 2, for which dR(r)/dr = 2rdR(r)/dr?,
and thus dR(r)/dr = 0 at r = 0. In our case, dR/alr2 goes to infinity at » = 0,
since d R(r)/dr has a nonzero value expressed by (4.77), which is usually called
the first Kato cusp condition. The Kato condition remains true if nonlocal exchange
interactions are taken into account, since the exchange terms do not have singularities
atr =0.

A similar condition can be written for the single-particle states with orbital
momentum ¢ # 0. In this case, the wave equation for the radial function R, (r) is

2 e+ 1
R)(r) + ;Ré(r) —2mU(r)Ry(r) — %R[(V) = —2meR,(r). (4.78)

One can write Ry (r) = r’x,(r) with x,(0) # 0. The RHS behaves as r* as r — 0.
The contributions proportional to 7¢=2 at £ > 1 on the LHS cancel identically, and
cancellation of the terms of order r‘~! takes place if

dx(r) __.n _
ar =0 = T X =0). (4.79)

The Kato conditions are true also if the wave function ¥ describes a single-particle
state in a multielectron system. For the multielectron function ¥ (ry, 13, . . .), the first
Kato condition takes the form
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Wrer ) L w0, (4.80)

37‘1
where ¥ means that the function is averaged over the sphere with a small radius
r; — 0. This can be proved by expansion of the function ¥ (ry) (other variables
are fixed) in partial waves near the origin. We write ¥ (ry) = Zz,m Yy m, Where
Yom = 2 CneRue(ri) Yo (£2). Thus 0%y, (r1) /0r1 = D, Cae R}, (r1) Yo (§2). Now
we check (4.80) for the partial waves ¥, ,,, recalling that R,,(r) ~ rf. For £ =0,
(4.79) can be obtained in the same way as for the single-particle case. For £ >
2, both the RHS and LHS go to zero, since R,;(0) = R),(0) = 0. For £ = 1, we
have ¥ ,,(r;) = 0, while 0¥, ,,,(r1)/0r|r,=0 ~ Y (§2), which goes to zero after
integration over the sphere.

4.3.2 Electron—Electron Coalescence Point

We begin by considering an S state of a two-electron atom. The two-electron wave
function ¥ can be considered as a function of three scalars r; = |ry|, r» = |r3|, and
r12 = |r; — rz|, with rj the positions of the electrons with respect to the nucleus. In
the wave equation HY = ¢V, the Hamiltonian

e e L R - (4.81)

takes the form H = H| + H, + H, with

©) o —1 92 29 —aZ
H=H"+V; HO=—(5+>=) vi="01 @s2)
2m \or; 1 Or; T
while
—1/ 9% 2 0 92 92
Hp = HY + Vip; H(°>=—(—+—— )
12 12 12 12 m 8r122 ra 8}’12 18r18r12 28)‘28}’12
(4.83)
with 5 5 5
I =r1 = +r12; hy = hi(1 < 2); V12=i' (4.84)
2rirn ri2

Cancellation of the singularities at r;; = 0 in the term H,, leads to the second Kato
cusp condition for the spin—singlet states

oW (ry, 12, r12)

lrp=0 = Bl1’(71,i’2, rp=0); v=moa. (4.85)
3}’12 - 2
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For the spin—triplet states, the wave function is space-antisymmetric. Hence ¥ (1, =
0) = 0, and (4.85) means that expansion of the wave function ¥ (r1,) in powers of 7,
begins with the terms r7,. This cusp condition holds for every multielectron system
near the point of a two-electron coalescence.

For the two-electron states with total angular momentum L # 0, the requirement
that the terms that have singularities at 7;, = 0 cancel also leads to certain relations
between the wave function and its derivative at this point. We shall not consider this
case here, referring the reader to the original papers [15, 16].

4.3.3 A Wave Function Based on the Kato Cusp Condition

Here we consider the Schrodinger equation for the electron moving in the Yukawa

potential
—Ar

U(r) = —ger ;7 A,g>0. (4.86)

Initially, this potential was supposed to describe the nucleon interactions. However,
the situation with strong interactions appeared to be more complicated. In recent
decades, the Yukawa potential has been used in atomic physics, and numerical solu-
tions have been obtained. This potential is weaker than the Coulomb potential with
the same coupling constant g. At A exceeding a certain critical value A., the bound
state in this field ceases to exist. We demonstrate that a simple wave function based
only on the requirement to have proper asymptotics at small and large r reproduces
the value of A, fairly well [17].
The wave equation describing the s state in the Yukawa potential is

e—kr

R'(r) + %R’(r) +2mg R(r) = —2me(g, \)R(r). (4.87)

r

At ) = 0, the energy of the ground state is ¢ = —mg?/2, since U is just the Coulomb
potential of the nucleus with charge Z = g/« (recall that @ = ¢ = 1/137). Increas-
ing A, we make the field weaker, thus making |¢| smaller. The value X, corresponds
to the ground-state energy

(g, A) = 0. (4.88)

This equation determines the value of the ratio A./g. This happens because the
scale transformation #’ = ¢r of (4.87) leads to the relation e(g, 1) = ¢2%e(g/¢, A/C).
Putting ¢ = g (for g = «, this means that we express all parameters in atomic units),
we obtain (g, A) = g%e(1, 1/g), and (4.88) can be written as

e(1,A) = 0 A* = AJg. (4.89)

It was understood long ago that A./mg ~ 1 [18]. Later, (4.88) was solved more
accurately by numerical methods; see, e.g., [19].
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We can write

Jdr¢*(nH )¢ () _

Tdré ) (*:90)

for the wave functions that provide the solution of (4.87), where H the Hamiltonian
in the Yukawa field,

H = L& +U((r) (4.91)
T 2mdr? e '
and the wave equation (4.87) is
Hp = e¢; ¢(r) = rR(r). (4.92)

Now we try to build an approximate solution of (4.87) or (4.92). The large-distance
behavior can be found by setting U = 0 on the LHS of (4.92). Thus at r — o0, we

have
—ur

R(r) = er C o= (=2me)' 2. (4.93)
However, this function does not satisfy the Kato condition (4.77), which requires
R’ = —mgR at r = 0. Therefore, we add an exponential term to the numerator of
(4.93):
e*[l.r . e*KV
R(r)y = ——, (4.94)

r

with k > u, which does not change the asymptotics at large » and ensures the Kato
condition if
K =2n—u;, n = mg. (4.95)

Note that the binding energy is £(A) = —u?/2m, while £(0) = —n?/2m.

Since the exponential factor on the RHS of (4.86) makes the field weaker, we see
that u < n. Thus indeed, we have ¥ > u.

Now substituting the wave function (4.94) into (4.90) and putting ¢ = 0, we find

that
Ae
A Yo ]

—1); e, =e'? ~1.6487. (4.96)
n ep — 1

This provides the value A./n =~ 1.1884, which is very close to the value A./n =
1.1906 found in [19].

The binding energy for A < A, can be expressed in terms of i, A, and n using
(4.90). An explicit formula is given in [17]. Here we present results for g = «.
For A/ma = 1.1, i.e., in the vicinity of the critical value, this approach provides
e = —2.189 x 1073 atomic units (a.u.), while numerical computations [19] lead to
g = —2.287 x 1073 a.u. At smaller values of A, the deviation diminishes. At A /mo =
0.8, for example, the function (4.94) gives ¢ = —0.0444 a.u., while ¢ = —0.0447
a.u. was obtained in [17].
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4.4 Wave Functions of Helium and Heliumlike Ions

4.4.1 Three-Particle Coalescence Point

In the early days of quantum mechanics, there were attempts to calculate the binding
energy of the ground state of the helium atom by employing approximate functions
written as

Wi r2, r2) = e TP ) (4.97)

with the parameter a and the coefficients of the polynomial P(ri,rs,r12) =
> jkr{rzj r{‘z determined by the variational principle. The exponential drop at
r12 — ooisdue to the behavior of the Hamiltonian H givenby (4.82) asry, r2, rip —
oo. In this limit, the interactions —aZ/r; and «/rj; can be neglected, and the
Hamiltonian can be written as a sum of two Hamiltonians for free noninteracting
electrons H = H1<0> + Hz(o). The corresponding solution of the wave equation is
U ~ e @) with a = (—me)'/2.

However, by 1935, it was understood that the solution of the wave equation cannot
take the form of (4.97), since it is unable to describe the configuration in which both
electrons and the nucleus are at the same point [20]. Soon, Barlett [21] suggested
that inclusion of the logarithmic terms might solve the problem. In 1954, Fock found
an expansion of the helium wave function near the three-particle coalescence point
involving the logarithmic terms and proved it to be capable of solving the Schrodinger
equation [22].

The Fock expansion is written in hyperspherical coordinates, in which the limit
r1, 72,712 — 0 corresponds to only one hyperradial variable r = (r? + r3)'/? — 0.
The two hyperangular variables can be chosen, e.g., as &), = 2tan~!(r,/r;) and
6, = cos™! ((rl2 + r22 — r122)/2r1r2). In these variables, the expansion near r = 0 can

be written as
oo [k/2]

W, 6) = D> rHnr) Y, 6,), (4.98)

k=0 m

where [k/2] is the greatest integer that does not exceed k/2. It was proved in [22]
that it is possible in principle to find all the functions ¥ ,, (o, 65). It was shown in
[23] that the radius of convergence of the Fock series is about half the radius of the
helium atom. The terms of the expansion up to k = 6 are presented in [24].

While the expression on the RHS of (4.98) satisfies the Kato cusp conditions,
each term of the expansion may not. For example, the contribution that includes the
terms linear in » written in the variables r;, r|, takes the form (in this subsection we
are using the normalization ¥ (0, 0,0) = 1)

OO, ) = 1= 001 + 1) + /2 n=maZ; v=ma, (499)
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for which (4.77) and (4.85) are not true. Thus the approximate wave functions can be
improved either by ensuring the Kato cusp conditions or by including several terms
of the Fock expansion.

4.4.2 Account of Analytical Properties in Approximate
Wave Functions

The binding energy of the ground state of the helium atom that is measured with
relative error 2 x 1077 [25] is the standard test for the accuracy of the approximate
wave functions. Today’s computers make it possible to calculate the value with high
accuracy without worrying about the analytical properties; see, e.g., [26]. However,
Kato predicted in his 1957 paper [14] that proper treatment of singularities improves
the rate of convergence of the computations with approximate functions.

Pioneering calculations employing the Fock expansion [27] confirmed the state-
ment. The calculation of the binding energy of the helium atom with accuracy 10~
required 52 parameters, while the same accuracy of the computations employing
the functions represented by (4.97) needed 1078 parameters. It was noticed that the
variational calculations of the coefficients of the functions involving the logarithmic
terms mimic those of the Fock expansion [16].

If the approximate wave function is chosen in a reasonable form, the variational
procedure finds the parameters that ensure the validity of the Kato cusp condition.
For example, the wave function of the form

W, (r1, 12, r12) = e IR Py 1) (4.100)

with four parameters satisfies the first Kato cusp condition with an accuracy of 6%
[28, 29]. The error diminishes if a larger number of parameters is employed. The
function given by (4.100), with 14 parameters, reproduces the binding energy with an
accuracy of 3 x 107>, One needs 210 parameters to obtain this accuracy, employing
functions of the form represented by (4.97).

Since the function [30]

G(ri,ra,r2) = eXp(‘I’I(rl)(rl,rz,rlz)), (4.101)
with lI/}D defined by (4.99), satisfies both Kato cusp conditions and reproduces the
lowest term of the Fock expansion, it is reasonable to look for the solution of the
wave equation in the form [31]

U = ¢®. (4.102)

The function @ (ry, r;, r12) satisfies the equation

H® = . (4.103)
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Here H' = Hl(o) + HZ(O) + Hl((z)) + V', where the free Hamiltonians H[.(O), i=1,2,
are represented by (4.82), while the Hamiltonian H 1(2) is given by (4.83). The inter-

actions are described by the operator

% ( (h+h))8 (o,
= (v - —_— = = — —
i 2 87‘12 2 187‘1 28}’2

with n = maZ, v = ma, and h; determined by (4.84). The operator V' does not
contain the Coulomb singularities. In (4.103), we have &' = & + n>/m + v /4m.
The wave functions for the S states of the helium atom and of heliumlike ions
in the form (4.101) were suggested in [31, 32]. The locally correct function @ was
obtained by the correlation function hyperspherical harmonic (CFHH) method. The
function @ includes the logarithmic terms. It behaves as rlzy2 asr;o — 0O and as r122

asr;» — 0. The CFHH functions with a more complicated form of the function IIIS)
also succeeded in describing the negative hydrogen ion H ~. Thus they satisfy both
Kato cusp conditions. We shall employ the CFHH functions in Chap.9.

4.4.3 Approximate Wave Functions on Coalescence Lines

On the electron—nucleus coalescence lines 1 = 0 (or 7, = 0) and on the electron—
electron coalescence line r1; = 0, rather simple wave functions that respect the ana-
lytical properties appear to be capable of ensuring good accuracy. Assuming that on
the electron—nucleus coalescence line where r; = 0, r, = rj» = R, the approximate
wave function is given by ¥, (0, R, R) = N¢ (0, R, R) with ¢ defined by (4.101),
ie., ¢(0, R, R) = Ne~ /2R e obtain

U,(R) = Ne 17V/2R (4.104)

Recall that we set v = ma. Similarly, on the electron—electron coalescence line
ri2 = 0,r; = ry, = R, we obtain the approximate function

W, (R) = Ne 2", (4.105)

In (4.104) and (4.105), we have N = ¥ (0, 0, 0). The CFHH calculations provide
N = 0.07v? for the ion H~ and N = 1.55v° for helium. At large Z, we can expect
that N becomes close to its Coulomb value N¢ = v3Z3/x. In helium, the CFHH
calculations give r = 0.61 for the ratio r = N/N¢, while they give r = 0.83 for
Z = 6. These simple wave functions approximate accurate numerical functions with
an error that does not exceed several percent. They work not only for heliumlike
ions, but also for the negative hydrogen ion H .
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To characterize the accuracy of these approximate functions, we introduce

Y, (R) —Ycrun(R)
Yernu(R)

yi2(R) = log :
where y; corresponds to the wave function (4.104) on the electron—nucleus coales-
cence line, while y, corresponds to the wave function (4.105) on the electron—electron
coalescence line. The functions y; »(R) for several bound systems containing two
electrons are shown in Fig.4.5.
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Fig. 4.5 The functions y; 2(R) for the negative ion H™ (a), for the helium atom (b), and for the
ion Be™ (¢). The horizontal axis is for the distance R in atomic units [33]
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The accuracy of the wave functions (4.104) and (4.105) becomes worse for large
R, since they do not have proper asymptotics as R — oo. The accuracy is improved
by applying the two-exponential representation [34] of the function ¥, (R). For the
approximate function on the electron—nucleus coalescence line, we have

U, (R) = f(R) = C(e "R 4 ye PRy, (4.106)

where the second term is required to have proper asymptotics as R — 0o. Two other
parameters y and A are determined by the condition that at R — 0, they should
reproduce the terms of order R and R? of the Fock expansion. This means that the
first and second derivatives in R of the function f(R) should be the same as those
of the Fock expansion on the electron—nucleus coalescence line:

v2R2
12

v@O0,R,R) = 1- vR(Z - %) +

2 2 2
(472 -22G-m2)+1- ﬁ) +O0(RY) .
(4.107)
The normalization coefficient C can be found, e.g., by computation of the value of
the CFHH function at R = 0.
This provides two equations that connect the parameters X, 8, and y . For example,
equating the terms of order R in (4.106) and (4.107) provides

A=m=B—-v/2U+y)+8. (4.108)

Analysis involving the second derivatives in R shows that A > . Thus the first
term on the RHS of (4.106) decreases more rapidly than the second one. Hence the
asymptotic of f(R) at large R is indeed determined by the second term on the RHS
of (4.106) for every Z.

To find f(R) at large R, note that in the limit r, >> r;, we can put rj» = r, and
the variables r; and r, are separated in the wave equation

-A Ay, aZ a(Z-1)
—_—t——= - —— - — ¥ = gy, (4.109)

2m 2m r r

where ¢ is the energy of the ground state. For the helium atom, we have ¢ &~ —78.9
eV. Thus, the solution of (4.109) can be represented as ¥ (ry, r2) = ¥ (r)) v (r2). It
is reasonable to look for the solution on the assumption that

—Al oz
(— - r—l)lﬂ("l) = —Iz¥(r),

2m

with I; = n?/2m. This means that the bound electron located at the point ; does not
feel the electron that is far away at r, > r;. Thus in the asymptotic r, — o0, we have
(—A2/2m) Y (ry) = (e + 1)WY (ry) with I, = n?/2m), providing ¥ (r;) ~ e~
withk = (—2em — n*)'/2. Hence, f(R) ~ e *F at large R,and we canput § = k =
(—2em — 772)1/2. For the helium atom, we have A = 1.59v, 8 = 1.34v, y = 0.55,
while n = 2v. Thus we can write
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W, (R) = Nie MR+ Nye R, (4.110)

For helium, the CFHH calculations provide A; = 1.59v, X, = 1.34v and N| =
0.65v3, Ny = 0.3513.

A similar procedure was carried out for the wave function on the electron—electron
coalescence line. The Fock expansion on this line is

@ _ 1 2p2(22(2 _ _2 5, 32 3
P (R, R,0) =1 2uRZ+vR(3(jT l)lan T3l Tt s):
@11

and the parameters of this function are A = 5.54v, 8 = 3.41v, y = 2.60. The wave
function on the electron—electron coalescence line takes the form (4.110). For the
helium atom, we have A; = 5.54v, A, = 3.41v, while N; = 0.38v3, N, = 0.9913.
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Chapter 5
The Coulomb Field. Nonrelativistic Case

Abstract We introduce a technique that simplifies calculations in the Coulomb field.
We apply it for calculating first- and second-order processes. In other words, we
calculate the differential distributions and the total cross sections for the photoeffect
and also for the Rayleigh scattering, for the Raman scattering, and for the Compton
effect.

5.1 Wave Functions and Propagator

5.1.1 General Remarks

In this section, we carry out calculations for the nonrelativistic electron moving in
the Coulomb field of a nucleus with charge Z. The potential energy of the electron
in the Coulomb field is known to be

UGr) = %Z (5.1)

Such calculations are important, since it is instructive to understand how the processes
go on or the mechanisms of the processes in the simplest case of the hydrogen atom
or hydrogenlike ion before studying more complicated atoms. The nonrelativistic
electron wave functions in the Coulomb field are available in closed form [1, 2]. The
same refers to the nonrelativistic Coulomb Green function [3-5]. This enables us to
investigate processes of higher order. The technique developed in [6-8] simplifies
the calculations. Thus we can trace how the quantitative estimates are supported by
the results of the calculations.

Moreover, the development of physics of multicharged ions requires their theoret-
ical investigation. In such systems, the interaction between electrons can be included
perturbatively, with the Coulomb field calculations as the zero-order approximation.
This expansion in powers of 1/Z appears to be useful for a large number of systems,
even in the case of helium.
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82 5 The Coulomb Field. Nonrelativistic Case

In this chapter, we do not include relativistic corrections to the bound state wave
functions, which are usually of order («Z)?. Even for uranium, with Z = 92, we
obtain («Z)? = 0.45, and the nonrelativistic results can be employed as estimates.

Recall that in every central field, the dependence of the nonrelativistic single-
electron wave functions on the angular variables is separated in the spherical harmon-
ics Yy, (£2), where £ and m are the angular momentum and its projection on a certain
axis. The bound-state wave functions can be written as ¥4, (r) = R, (r) Y, (82),
with the radial parts R,,(r) satisfying the equation

2 L+ 1
—R/,— =R, + #Rng(r) +2mU(r)Rue = 2men Ry . (5.2)
r r
It is due to the specifics of the Coulomb field that the energies of the bound states do
not depend on £:

1
g = & = ———=; n=maZ. (5.3)

This was found by Niels Bohr a century ago, before quantum mechanics was formu-
lated.

For a continuum electron with energy ¢ > 0, the radial function R.y,, satisfies the
equation similar to (5.2):

) Le+1)
— R;Z — ;R;E + r—zRgg(r) + 2mU(r)R€g = szRgg . (54)

The continuum radial wave function is givenby R,y = Cr*='F(in/p + £+ 1,20 +
2, —2ipr), where the last factor is the confluent hypergeometric function, p =
(2me)'/?, while C is the normalization constant. The radial wave function of the
bound states R, is described by the same equation with ¢ = ¢,,, while the latter is
given by (5.3).

In an alternative description of the continuum wave functions, we can choose
the three components of the asymptotic momentum p as three independent quantum
numbers. In this case, the continuum wave function v, (r) is determined by the value
of the asymptotic momentum p. We shall employ both forms, focusing, however, on
the latter one.

5.1.2 Technique of Calculations
The key point of the approach is to present the nonrelativistic electron wave functions
in momentum space as the matrix elements of the Yukawa potential

—Ar
Var) = == (®11Vialra) = Vi (r)3(x — 1), (5.5)
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in the plane wave basis

V%

—(f2 EFRCEEL (5.6)

e—}\r ) .
(61 1Vialf2) = (BIVialf) = / dr——e T =

The definition of A with the factor i appears to be convenient for calculations with the
continuum wave functions. Integration over the momenta is carried out by employing

the closure relation 5
d’'f
—— Y] = 1, 5.7
oy 0 (5.7)

leading to the products of two Yukawa potentials. The latter can be evaluated as

0
- ﬁvi)»vir = Vioto) - (5.8)

5.1.3 Wave Functions of the Bound States

We begin with the ground state 1s. In the spatial representation, the wave function is

3
Y@ = MeT"s g =mazZ, Ni= (L)' (5.9)
Presenting
Vi
e = —ﬂ, (5.10)
an
we obtain for the wave function in momentum representation
87T77N1
B = —— 5.11
® = o (5.11)
or 5
s = Ni(= ) @1V l0) (5.12)

The wave functions of the higher ns bound states in spatial representation are

3.1/2
Vs () = No Ll @nur)e ™5y =maZin, mi=n. Ny= ()", (513)
T

with £} the associated Laguerre polynomials. Thus there is a finite number k < n
of terms (21,7). Since one can write
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ake—)\r
k —Ar k
= (-1 , 5.14
rke D G (5.14)
the wave functions in momentum space can be written as
1 d 0
Vs ® = N2} (=202 ) (= =) (f1Viy [0 A=n.  (519)
01y N,
while the derivatives do not act on A. In particular, for the 2s state,
a 0
Yoo = N (14 ms—) (= 5 ) (£1Vi,[0) (5.16)
n2 an

In order to illustrate how this technique works, let us prove the orthogonality of
the functions ¥ and ¥»;. We calculate

&
= W%s(f)wzs(f) = (5.17)
9 ? 9 &3f
= NN = =) (1) (= 50) [ Gy O1Vin D €1V 00

The derivatives should be calculated at n; = n; n, = n/2.
This equality can be evaluated as

J=N1N2(—aim)(1+nzaim)(—aim)( [ Vig, Vi 10) = (5.18)
= ma(1+ "23%)( - aim)wl%mmzm); OVigil) = ‘_‘:’nz)z,

The first equality is due to (5.7); the second follows from (5.8). Direct calculation of
the derivatives indeed provides J = 0.

We begin the representation of the functions with the orbital momentum ¢ # 0,
considering the 2p state. In the spatial representation, the function of the 2p state
with the projection m of the orbital momentum ¢ = 1 is

Voim(r) = Nomarme ™. (5.19)

Writing
r = —iv,e 4, . (5.20)

and carrying out the Fourier transformation, we obtain

. d
lem(f) = lNZnZa_nz(Vq)m(f'Vinz|q>|q:0~ (521)
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For every value of the orbital momentum ¢, the angular part of the wave function
is described by the spherical harmonics Yy, (£2) = P}"(cos 0)e!™?. Here

d" P,
m _ _ 42\m/2
Pl = (=2

are the associated Legendre functions, while P, are the Legendre polynomials.
(the functions P;" are often referred to as the “associated Legendre polynomials,”
although the functions P," () are not polynomials in general. However, P;" (cos 6)
are polynomials for even m). The radial part contains the factor r‘. These are com-
mon features of the nonrelativistic bound state wave functions in a central field. Thus
except for the Laguerre polynomials, the Coulomb wave function contains a factor

of the form
—m

Ay = re[sinéeid’] > el cos 6, (5.22)
k=0

where c,f’” can be expressed in terms of the coefficients of the Legendre polynomials.
Labeling the axis of quantization of the angular momentum by z, we can write in
the terms of the cyclic components gy = ¢q., g+ = — (g +iq,)/ V2, g = (g« —
iq,)/V2:

r"[sin0e 1" = [iV (1"e" M |,—0;  r¥[cos1F = [<iV]"e' 1], 0.

Here the operator V acts on the vector q. Thus

{—m
Ay = (i«/EV+) > =iV e (5.23)
k=0
Employing (5.14), we have
a m
Ve (0) = Ny (=D 225" (= 2005 ) (iV2V4) (5.24)
t—m ' . {—k—m
> e"(=ivo) oy Vi @la-o.

k=0

5.1.4 Wave Functions of the Continuum States

The nonrelativistic Coulomb wave function with the asymptotic momentum p can
be expressed in the spatial representation as
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Yp(r) = N, ' P F (&, 1, ipr —ip-1); &= y (5.25)
p

Here F(i&, 1,ipr —ip - r) is the confluent hypergeometric function. The normal-
ization factor N, = N(p) is given by (3.20). In the asymptotic » — oo, this wave
function is the superposition of the plane wave and the outgoing wave.

In order to represent the wave function (5.25) in terms of the matrix element of
the Yukawa potential, we employ the representation (see, e.g., [2])

Flabz) = s DUZOT®) fdx

_ a _ b—1 zx
i ['(b—a) P )(1 0)le. (5.20)

1—x

Here the contour of integration is a closed loop encircling the cut between the branch
points x =0 and x = 1 in the counterclockwise direction. This is true for every
Re(b — a) > 0. Now we can write the last factor on the RHS of (5.25) as

FGE 1, ipr—ip-r) = J&*P—PD (5.27)
where | P "
Jo = — —x( o ) , (5.28)
2mi x \1—x

with the same contour of integration as in (5.26).
Multiplying the integrand in (5.27) by 1 = —(e™*"/r)’, where the prime denotes
the derivative in A at . = 0, and carrying out the Fourier transformation, we obtain

0 -
vp(f) = _Npﬁjx(flvp,H—i“p(l — X)) |x=0- (5.29)

The integrand on the RHS decreases as |x|” as |x| — o0o. Thus we can modify
the contour of integration, which begins at the real axis at a certain x, > 1, makes
a closed loop encircling the cut between the branch points x =0 and x =1 in
the counterclockwise direction, runs along the positive real axis, makes a circle
with R — oo, and returns to xo along the real axis. The only singularity of the
integrand inside this contour is the pole at the point determined by the equality
(f — p(1 — x))? = (px + i1)>. The residue at this point provides

87N, (Ao

)ié: Ag=@—-0H* By=f*-p_ (5.30)
AoBy \ By

1//p (f) =
The lower index O recalls that the values correspond to A = 0. This is an explicit
expression for the continuum wave function. However, (5.29) is more useful for
applications.
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5.1.5 Examples of Applications

This technique enables us to obtain easily the two expressions that were given above
without derivation. In Sect. 3.1.4, we presented the result of calculation of the integral

B

(27)? Vp, OV, —q); Q=q—p2, (5.31)

X(q,Q)=/

with the Coulomb wave functions. In Sect.4.1.1, we gave expression for the integral

A(p. @) = Lk (i) 2m . 50 (5.32)
P-4 _/(2ﬂ)3wlsk P —(q+K)2+is ’ '

for the Coulomb function ;.
We begin with the latter case. Presenting

2m = — ke Vpis] — ) (5.33)
PE—+0?+is g oeeiTd '
and using (5.12), we can write
m 0 d’k
Az @) = =5 Ni(=50) [ G OVl Vil =@ (534

Employing the closure condition expressed by (5.7), we find

m el
A2 @) = =3 Ni(= 5 ) OV Vst — @) (5.35)

Using (5.8), we obtain

m

A(p27 q) = _27_[

Nl <0|sz+in|q> P (536)

providing (4.14).
Turning to (5.31) and employing (5.29) for the continuum wave function, we
obtain, similar to (5.34) and (5.35),

d
X(q,Q = —Nleﬁlx(QIszanlpz(l—X))~ (5.37)

The integrand on the RHS can be calculated in the same way as that in (5.29),
leading to


http://dx.doi.org/10.1007/978-3-319-32736-5_3
http://dx.doi.org/10.1007/978-3-319-32736-5_4
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7 4m (AN 2, 2 2 N2
F@lVprinlp2(1 =) == (3) : A= 0 +n% B=g’=(p+in?.
(5.38)

This provides the value given by (3.36) for X (q, Q).

5.1.6 Green Function

While the Coulomb electron wave functions were obtained in the early days of
quantum mechanics, a closed expression for the nonrelativistic Coulomb propagator
was found only in the 1960s [3—5]. We mark only the milestones of the derivation,
referring the reader to the paper [5] for the details.

The Green function can be written in the form

<r2|G(8)|I'1> — yﬂem <r2|‘Wn€m><1//an|rl) ’ (539)

e — &y,

where . denotes the sum over the states of the discrete spectrum and integration
over the continuum states. Introducing

p* = 2me, ¢ = n/p, (5.40)

one can find that for |¢| < 1,

A A ° 1yi¢
mIGEI) = dele@m): =2 [ a(3H) sa
1 y—1

with

(r2lg(e)lry) = %ei”y("””lo(yu); v =p0" =D W =20nr+r 1),
(5.42)
where Jj is the Bessel function of order 0. For |¢| < 1, the integral over y converges.
The condition || < 1 is true for |¢] > I, i.e., for ¢ > [ and negative values of
¢ for which —e > I. In the former case, ¢ is real, while in the latter it is purely
imaginary.
We introduce a more complicated operator, which will be useful in applications:

Y(eihi o) = Vi gV, . (5.43)

where V/, = daV;; /dA. Since
Vili=o = —1, (5.44)

we can write
g(e) = 7(0,0). (5.45)


http://dx.doi.org/10.1007/978-3-319-32736-5_3
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The Green function can be viewed as a special case of the operator
G(esh,2) = V), GV, (5.40)

ie.,
G(g) = ¥9(¢;0,0), (5.47)

and the matrix element in spatial representation can be written, similar to (5.41),

(0219 (&5 A1, M) IE1) = Jy (2] T (5 A1, A2)) ) - (5.48)
Since
—(r|V,I¥) = e ¥8(r—1), (5.49)
we have
(2|7 (&3 Ayu A2)Iry) = %e““l“ﬂ”Jo(yu); i =py+ik, (5.50)

with y and u defined by (5.42).
In order to obtain the momentum space matrix element (f,|7"|f}), one can employ
an integral representation of the Bessel function (see, e.g., [9]):

1 dt .2

Jo(v) = i Tel_ﬂ, (5.51)

with the contour running around the point # = 0. Thus

(2| T (&3 A1, M)Ifr) = / d?rie T |7 (65 Ay, Aa))|ry) = (5.52)

. iz2,2(—8) 1 1 f dte'
= —ipe — )5 ,
Pe o) 2= 2 omi | 1= iAW, — 21r)

withz; = py+ir; (i =1,2),A = yz/(z% — flz), y? = p*(»* — 1). The integral is
determined by the pole of the integrand, providing

i(z2=214)r2 i (f1r2) A 9 0

~ €

0|Y (e, A)E) =T D =——. 5.53
(r2| Y (e; A1, A2)Ifr) 22 3 3 (5.53)
This enables us to calculate
A BV, . alfiA
BT (g5 A1, M) = —WFM (5.54)

2 2
zy — fj
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and
A BV, alf1 A)

(E19 (25 21, o)) = —ipJy [ ———7 (5.55)
= fi

In (5.54) and (5.55), one can make permutations f;, z; <— £, 2.
We can represent the matrix element (f,|% (¢)|f;) in symmetric form. Direct eval-
uation of the RHS of (5.54) provides

4mp
YA 26— a2y + (- -2D)
(5.56)

(17 (5 A, A)Ify) = —i I

Replacing integration over y in the operator fy by integration over t = (y +
1)/(y — 1), we obtain another form of the matrix element, namely

1i¢

(5.57)

£,17 (g5 A, M) ) = il6 r dt ————.
(B2 (5 M1, M)Ify) = il6mmp /1 Wl —2bi+a

Here
_ . _ 2 N2 s s o g2 232,
a=aia; oj=f;—(p+ir))" a=ooa; a;=f—(p—iij)%
(5.58)
b= pif—4p’(ti-B): By = PP+ 7+

For ¢ > 0, p is real, and a = a*. Due to (5.47), the matrix element of the Green
function in momentum representation is

(1G (o)1) = (19 (;0,0)[f). (5.59)
This can be demonstrated directly, since (5.44) leads to
— (fIV 1) o = 8(F — 1), (5.60)
and thus

df Ef;
(2n)* @2m)?

(E2| V1B (B G () £ (E1 1V If1) =0 =
(5.61)

(£219(e; 0, 0)fy) =/

(B21G(e)If1).
Thus for the matrix elements

T (&3 h,02) = Vi, G(e)Via, (5.62)



5.1 Wave Functions and Propagator 91

we can write

.~ (Bl Vo4, If1AY) . 2 (BALV, a4, lf)
&|T (&5 A1, M)If) = —ip)y—F——F5— = —ip/y——F——F5—;
R R
(5.63)
202
—1
A =P gy 2)
3 — f;

It is important that in the first equality, the dependence on f; is contained only in the
state (f,|, while in the second one, dependence on f; is contained only in the state
If). Also, similar to (5.57), we have

1t

(ley(é‘; AL A)IED) = i1671mp/ dt (5.64)
1

at> =2bt+a’

We shall see that these expressions will be useful in applications.
Note that for [¢] < 1, the matrix element on the LHS of (5.57) can be written in
terms of the hypergeometric functions. One can write

00 it . v
1) :/ J 4 _ 1 X@¢gzy) X(lé,z_)’ (5.65)
1

t -
at> —2bt +a a 74— 27—

where z4 = (b & +/b* — aa)/a are the roots of the denominator of the integrand,
while

o0 l{ _n _ .
X(it, 2) :/ PPRLAMN L\ Gl [ Sl S8 (5.66)
1 t—z 1

Thus (5.57) can be represented as

—167mp? 2FI(L —ig 1 —ig zy) = Fi(1, —ig, 1 =i, zo)

217 (&; 11, 1)) = a(z4 —z-)

(5.67)

A more rigorous analysis [4, 5] shows that this form for the matrix element is
true also for —/; < ¢ < 0. In this case, ¢ is purely imaginary, and the real parameter
X = i¢ changes in the interval 0 < x < oco. The RHS of (5.67) has poles at x =
n(n=1,2,3,...) since the hypergeometric functions , F(a, b, c, z) has poles in
parameter ¢ at ¢ = 0, 1, 2, ... corresponding to the bound states. More explicitly,
one can write for Im¢ > 0,

1 = !
Xt = —o+2XG@r—12) =~ > T +2VX 3¢ =N,z (5.68)
k=0
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At Im¢ <0, (5.68) is true for the function X (i¢,z) = — Fi(1, —i¢, 1 —i¢,z)/
(i¢) (see (5.67)) and N > x. As expected, the matrix element has poles at x = k
(k=1,2,3,...) corresponding to the bound states.

5.2 Photoeffect

This effect is the lowest-order process of interaction between the photon and a bound
electron. The photon interacts with the bound electron, moving it to continuum. The
process is caused by the first-order term of the Hamiltonian H = —e(A - f)/m with
A the vector potential of the electromagnetic field; f is the electron momentum. The
amplitude of the process is

dro
Forn = N(@){(Yply¥i) ; N(w)=\/g,. (5.69)

Here ; and v, are the nonrelativistic Coulomb functions of the initial bound state
and final continuum state, y = e - f/m is the vertex of the electron—photon interaction
in the nonrelativistic approximation, and e is the polarization vector of the absorbed
photon, e - k = 0. We can write

d? -f
Fpp = N(ﬂ))/ﬁ(lﬁplf)%ﬂ—kllﬂ;)- (5.70)

Recall that in our system of units, the photon energy is w = k. We consider the
photoionization of the ground state electron in the Coulomb field; the final state is
the continuum electron with asymptotic momentum p. Its energy is € = w; — Iz =
p?/2m. Our calculations are carried out for a single-electron ion. In the case of a
complete K shell, one should multiply the result by the factor 2, corresponding to
the number of electrons. The electron wave functions are described by (5.12) and
(5.29). Integration over momenta f can be carried out using the relation

0 ~ - 0
(= 5,0) Vil = RGO IV B0 = w¥ ki 67D

which is true for every w. Thus

a N
£y — k) = le(—a—n)(lemlﬂ = Nih(n) (k| Vi, |f). (5.72)

Since e - k = 0, we can put A
h(n) = nVi. (5.73)
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We obtain, employing (5.38),

Fp = N@N,N, Sk 4’”’(A)ig (5.74)
o = T ) '
with A = (k — p)> + 1%, B = k?> — (p + in)?. In other words,
| i
Fop =en,M; n, = B; M= N(w)NleuT(n); (5.75)
P m
8mn A\i§
T = =5 (7) -
() 1 \3
The differential cross section
r mp as2
0[)11 = 7|th|2E (576)
after the averaging over the photon polarizations can be written as
e _ P 2 2, d82 _
do'y, = E|M| (1—1t )E’ t=k-p/wip. (5.77)

Thus the angular distribution vanishes if the direction of the electron momentum
p is the same as that of the photon momentum k. Since k < max(p, n), one can
put £ = 0 on the RHS of (5.75) after calculation of the gradient. In this limit, the
amplitude M does not depend on the angular variables. Its expansion in powers of
®?/n? (at w ~ I) or in powers of w?/p? (at larger values of w) provides terms of
order («Z)? and &/m respectively. Thus they are of the same order of magnitude
as the relativistic corrections and cannot be included in nonrelativistic calculation
of the cross section. However, inclusion of the terms linear in k can be useful for
analysis of the contributions of the higher multipoles.
The total cross section of photoionization of the 1s state is thus

o

w

(5.78)

ar 2972 , 1 Iz\* exp(—4§ arctan(1/§))
ph = T3 %0 ?( ) Tl —exp(—278)
Recall that ry = 1/ma is the Bohr radius. In the high-energy limit w >> I, one can
put 1 — exp (—27&) = 27&, whichyields the well-known behavior o, ~ @~"/2. We
shall discuss the possibility and limits of the asymptotic analysis in Chap. 7. Note that
this can be obtained without calculations and for any binding field. Indeed, in this
limit, alarge momentum q = k — pis transferred to the nucleus, and g &~ p > n.Itis
transferred by the initial electron, and the amplitude contains the factor ¥; (p)(e - p).
Following the analysis of Chap. 2, we find that vy (p) ~ 1/p*. This estimate leads to
the asymptotic law.


http://dx.doi.org/10.1007/978-3-319-32736-5_7
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Note that the approach developed in Sect. 5.2 enables us to obtain the cross section
of photoionization of any bound state with quantum numbers n, £, m. The amplitude
M in (5.75) should be replaced by

o
M = N@NN, L e Lo = TonT (), (5.79)
m

with I, certain differential operators. In particular, for 2s and 2p electrons, we
can write, following Sect.5.2,

0
Iyoo = (1+ ﬂzﬁ); Do = in2(Vi) (5.80)
2

5.3 Second Order Processes 1

5.3.1 General Analysis

The nonrelativistic Hamiltonian of interaction between photons and electrons is

A-f 2A2
H=—-e¢——+e¢"—. (5.81)
m 2m

To obtain the amplitude of a second-order scattering process, one should include the
first term of the Hamiltonian in the second order of perturbation theory. This provides
the pole terms shown in Fig. 5.1a, b. The second term should be included in the first
order, providing the “seagull” contribution known also as the A? term. It is shown in
Fig.5.1c. One can write general expressions for every binding field.

There are two pole terms. In the first, shown in Fig. 5.1a, the initial electron absorbs
the photon with momentum k; and polarization e;. This is followed by ejection of the
photon with momentum k; and polarization e;. In the second, illustrated in Fig. 5.1b,

(b) (c)

@ K, K, K, K, K,

I fo foi f
Fig.5.1 The Feynman diagrams for a second-order process. Helix lines denote the absorbed photon
with momentum k; and the scattered photon with momentum kj. The solid lines stand for electrons;

the dark blobs denote the binding field. The diagrams a and b illustrate the pole terms, and diagram
c is for the seagull term
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ejection of the photon with momentum k; occurs before absorption of the photon
with momentum K;. The pole terms for the process in which the initial state of the
electron is |v;), while the final state electron is (1|, can be represented as

Sf & e

f
s Gy V12— ) o

-t
(£21G (pa)It1)
m

(£ — Kkq]¥;).
(5.82)

Fa = N(wl)N(wz)/

Here p, = v/2m(w; — I;), I; is the potential of ionization of the initial state, I; = I
for the 1s electron in the Coulomb field, and

Efi & el f ¢
am)? (23 V12 K (£21G (pp)If1)

with p;, = i/2m(w, + I;).

The seagull term can be written immediately as

f)

Fp = N(wl)N(wz)/ (f + ko),

(5.83)

m

€]
F. =

. p* d3
eZN(w1)N(wz)/ﬁ(@ﬁflf)(f—qllﬁi); q=k —k,. (5.84)

m

The total amplitude is
F =F,+F,+F. (5.85)

We shall carry out the calculations for the 1s state of the Coulomb field as the
initial state, discussing also the general features of the processes that are common to
all binding fields.

There are three characteristic values of the photon energy w; = k;. These are the
electron binding energy I, = n*/2m; the energy w = 7 at which the wavelength of
the photon is equal to the size of the bound state; and the relativistic scale @ = m.
Recall that in the case of the hydrogen atom, I} = 13.6eV, n = 3.7keV. Atw < 1,
the transferred momentum g < 2w < n.Thecasesw ~ Iz, I; K w K n,andw ~ 1
need separate analysis. We shall consider also the high-energy nonrelativistic asymp-
totics n < w; <K m. To have a picture for every binding field, one should just replace
n by the average binding momentum .

In the following sections, we consider elastic scattering, i.e., [¥;) = [y) = [¥).
The equations will be written for one electron in each state. If there are two elec-
trons, the amplitudes are summed coherently, and the equations for the differential
distributions and for the cross sections should be multiplied by the factor 4.

5.3.2 Amplitude of Rayleigh Scattering

We begin our investigation of the processes of the second order in photon—electron
interactions by considering the scattering of photons on atoms in which the bound
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electrons do not undergo transitions. The photon can scatter on the bound electrons.
It can also scatter on the nucleus. There can also be scattering in the Coulomb field
(Delbriick scattering). We shall discuss contributions of the two latter channels in
Sect.5.3.3. For the energies considered in this subsection, scattering on the bound
electrons, known also as Rayleigh scattering, is the dominant mechanism. The ampli-
tude of the process is connected with an important parameter of the atom known as
polarizability.

Since the photon energy does not change, w; = w, = wandk; = k| =k, = |ks|
(recall that in our system of units, w; = k;). The cross section o and the amplitude
F of the process are related by the equation

do = 27| F|25( )dsk2 W|FI*dg (5.86)
o =2n W) — w = , .
2 e (2n)?

where averaging over polarizations of the initial-state photons and summation over
polarizations of the final-state photons is carried out.

Before beginning the calculations, we estimate the relative role of the pole and
seagull terms. These estimates as well as (5.82)—(5.85) are true for every binding field.
We begin with the photon energies @ of the order of the binding energy 7. Recall
that 7 = 13.6¢eV for hydrogen, while I; = 1.36 keV for neon. The integrals on the
RHS of (5.82)—(5.84) are saturated by f ~ 7. The photon momentaarek; ~ I; < 1,
and they can be neglected while we perform estimates. Since the matrix element
(f2|G|f,) at these energies is of order 1/1, the RHS of (5.82) and (5.83) are of order
dwoa(n/m)?/I; ~ 4ma/m, ie., of the same order as the seagull term F.. Thus at
w ~ Iz, all three terms on the RHS of (5.85) are important. At w >> I, the seagull
term dominates.

We return now to the case of Rayleigh scattering in the Coulomb field. Recall
that here v; = Vy = ¥,, the wave function of 1s electron; its energy is € = —1Iz
with Iz = n?/2m, n = maZ. We begin with the pole terms F, ;. Integration over
momenta f; , carried out using (5.71)—(5.73) provides

Fy = N> (@)Nin (€5 - Vig)(er - Vi) (Ko T (as mo mK1); €4 = 0 — Iz, (5.87)

with the matrix element on the RHS defined by (5.64) with f; = k;.

While we consider the energies w ~ Iz, we have p,;, ~ n, while k; = w; ~
n(aZ) <K n, pa.p- Thus, although (5.87) provides exact dependence of the amplitude
F, on the photon momentak >, we must include only the leading nonvanishing terms
of the expansion in powers of a)? /n?. The higher terms are of order («Z)?, and their
inclusion is beyond the nonrelativistic approximation. This approach is usually called
the dipole approximation, since it is equivalent to inclusion of the partial wave with
£ = 1 only. Thus we must put k; = k, = 0 after we calculate the derivatives. In this
approximation, we find that

F, = e -&®,, (5.88)
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with

Pl (;a) $a = l, (5.89)

CD_—N2 _
’ ()(a )8 Pa

where p,=+/2m(w — 1), and

X(g):/oo du't! G F(42-i63—ite ) (1=it)
0

’

(I_K(Ca))4 B 2_1.;0 B (1+l§a)2
(5.90)

The contribution of the pole term F), = e; - e;®;, can be represented in a similar

way, with momentum p, replaced by p, = i/2m(w + I7).
The seagull amplitude is

. N?(w)N}
F.=e;- e2¢c; D = _T(k2|vn+zk|k1> (59])

with V' denoting the derivative with respect to , and A = . While w < 1, we can
put k; = k, = 0, thus obtaining @, = N?(w)/m. Note that this is true for every
binding field, since for q = 0,

N? N?
L= (“’)/(2 SWIndY) = ni‘”). (5.92)

The last equality is due to the normalization condition [ d /NI ElY) = 1.
Finally, the amplitude of the Rayleigh scattering is

F=¢e ) @) =o,(0)+ )+ (). (5.93)

Note that in the limiting case @ < I, the amplitude is proportional to w? in
every binding field. This happens because at @ = 0, the seagull term, which does not
depend on w, is canceled by the pole terms. We shall demonstrate this in Chap.7. In
expansion of the pole terms in powers of w/¢,, the linear terms cancel.

At w < n, i.e., while the dipole approximation is valid, the amplitude of the
Rayleigh scattering is connected with an important characteristic of the atom known
as dipole polarizability. We shall give a more detailed analysis of these points in
Chap.7.

Consider now another limiting case, @ > 1. If, however, ® < n = maZ, the
photon momenta k; < n canbe neglected while we make estimates, as in the previous
case. For hydrogen, the condition /; < @ < n means that 10eV < o < 4keV, for
neon lkeV « w < 40keV. The matrix elements of the Green function are now
of order 1/w; see (5.39). Thus each of the pole terms is of order 4mwor/m - I7/w,
ie., Fop ~ F. - I7/w < F.. Also, the energies of the Green functions are ¢, = w —
I, &, = —w — Iz, and the contributions F,; cancel up to terms of order /7 /w.
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Therefore, at these energies, the amplitude is determined by the seagull term F, with
the sum of the pole terms F, + F}, providing a correction of order / % Jw?.

Hence in the whole region @ > I, the amplitude is determined by the seagull
term. If also w < 7, it is given by (5.92). Momentum transferred to the nucleus
g < n can be neglected, and the amplitude is equal to that on a free electron,

e - esN*(w)

m

F=F = (5.94)

At larger energies w = 1, one can no longer neglect the transferred momentum g
in (5.84). In the general case (the binding field is not necessarily a Coulomb field),
we can write for the amplitude

. *NZ 2 d3
F = e -esN*(w) f(q ); Fgd) = / f3 (WIE)E — q|v) = (5.95)
m (2m)

[ erpwpean.

The function f (qz) is usually called a form factor. In the Coulomb case, we obtain,
employing (5.91),

16n*
(q? +4nH)* "

f@» = (5.96)

The amplitude of the Rayleigh scattering on the other bound states can be obtained
by applying certain differential operators acting on n and A to the RHS of (5.82)—
(5.84); see Sect.5.1.

5.3.3 Cross Section of the Rayleigh Scattering

In the whole region w < n, the dependence of the differential distribution on the
angles comes only from the common factor e - €5. Thus one can write

do  o*|®(w)|?
= +12); t =K -ky/ow, (5.97)

with @ (w) = @,(w) + Dp(w) + P, P, defined by (5.87), (5.62); P, is given by
(5.92).
Following the analysis of the previous subsubsection, we find that for w < I,

the cross section is proportional to w*. This was found by Lord Rayleigh in 1871.
For w ~ I, the cross section is
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_ 2, 2
o(w) = —o|P(w)|”. (5.98)
3
For I; < w < n, we can put @ = @, and the cross section is equal to the cross
section of scattering by the free electron o7, known as the Thomson cross section,
ie.,

reo= 2 (5.99)
m

and the field which binds the electron is not necessarily a Coulomb field. Note that
this equation can be obtained in the framework of classical electrodynamics (see,
e.g., [10]). The cross section o7, represents the ratio of the flux of radiated energy
to that of the incoming energy.

At w ~ 7, the equations become more complicated. We have still ® = &, but
one cannot neglect the transferred momentum ¢> = 2w (1 — ¢) unless the angle of
scattering is small, i.e., unless 1 — ¢ < 1. In the latter case, the angular distribution
is given by (5.97), with @ = @, determined by (5.92). For every value of ¢ at these
values of the photon energies,

d
d_‘; = 720+ ONf @O ¢ = 2070 —1), (5.100)

This equation with f (¢?) defined by (5.95)is true forevery I; < w < n.Forw < 1,
one can put g2 = 0. As we have seen, f(0) = 1.

Inthe wholeregion I; < w < m,the total cross section of the Rayleigh scattering
can be expressed as

1+x+x2/2_ . 2

0 = Oorjp

3N| IS

One can see that 0 < o7y, with the limiting value o = o7y, in the limit v < 5. In
the asymptotics @ > 1, we expect o ~ 1/w?, since one can put dt = gdq/w? in the
phase volume, while the integral over g is saturated by g ~ 1 and does not depend
on w. For w > n, (5.101) provides

2
o(w) = GThn_, (5.102)
2w?
thus confirming the estimate.

As we mentioned above, the photon can undergo elastic scattering on the nucleus.
Treating the latter as a heavy spinless particle with the mass M > m and considering
the process in its rest frame, we find that the amplitude is determined by the seagull
term. Hence, it becomes smaller than the value on the bound electrons by a factor
of m/M <« 1. The situation becomes more complicated if we take into account that
the nucleus is a system of nucleons. Here the case in which the photon energy is
close to the excitation energy of the nucleus requires additional analysis. Otherwise,
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Fig. 5.2 Photon scattering

in the Coulomb field of the

nucleus. Notation is the same k k
as in Fig.5.1 1 2

the amplitude is at least m/my times the value on the bound electrons, with my ~
940 MeV standing for the mass of the nucleon.

Photon scattering in the Coulomb field known as Delbriick scattering is a quantum-
electrodynamic effect that can be viewed as a renormalization of its wave function.
The process can be considered as the conversion of a photon to an off-mass shell
electron—positron pair converting later back to a photon; see Fig.5.2. The details of
the process are described, e.g., in [11]. The amplitude of the Delbriick scattering F”
contains at least two interactions of the eTe™ pair with the nucleus. Also, the gauge
invariance requires that F” contains the energy of each photon as a factor. Thus F”
contains an additional small factor of order (aZ)?w?/m?, and can be neglected at
the energies considered here.

5.4 Second Order Processes II: Raman and Compton
Scattering

Now we study the processes in which absorption of a photon with energy w; by a
bound electron is followed by radiation of the photon with energy w, and transition
of the bound electron to an excited state of the discrete or continuum spectrum. The
equations will be written for one electron in each state. For the case of two electrons,
the equations for the differential distributions and for the cross sections should be
multiplied by the factor 2.

5.4.1 Raman Scattering

In Raman scattering, the bound electron is transferred to another bound state. The
differential distribution is now

do  w3|FP
5 = e (5.103)

while w; = w; — (I; — Iy), with I; ; the ionization potentials of initial and final
bound states.
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For every binding field, the amplitude of the process is given by (5.82)—(5.85). The
same refers to the estimates given in this section, which we present for the Coulomb
case. At w ~ I < n, the pole terms of the amplitude obtains the parametrically
largest values if the orbital momenta of the initial and final states satisfy the inequality

Al = |t — 4] = 0,2. (5.104)

This happens because in each vertex of the pole terms, the electron undergoes mainly
a dipole transition, which can be described by putting k; = k, = 0. Transitions
with other values of A¢ require inclusion of the higher powers of the expansion in
ki/fi ~ ki/n < 1.Astothe seagull term, it vanishes for ¢ = 0 due to orthogonality of
the wave functions. Thus, if condition (5.104) is satisfied, the amplitude is determined
by the pole diagrams and is of the order of the Rayleigh amplitude.

At larger energies, the contribution of the pole terms obtains an additional small
factor (Iz/w)?. On the other hand, the transitions with A¢ = 1 described by the
seagull term require only the lowest term of the expansion in powers of g/ f;. They
become dominative at w;/n > (I /w)?, i.e., at w; > n(aZ)>>3. For hydrogen, this
means w; > 120eV. The amplitude of these transitions is much smaller than the
Rayleigh amplitude. At w,; ~ n, the amplitudes are dominated by the seagull terms.
The processes with all values of A¢ are important, and the amplitudes are of the
same order as in Rayleigh scattering. Note, however, that parametric estimates do
not exclude additional numerical quenching.

In the case of the Coulomb field, the amplitude of the Raman scattering with any
initial and final electronic states can be expressed in terms of the matrix elements
given by (5.82)—(5.84). Here we present the results for scattering on the s electron
with its excitation to the L shell. Thus the photon carrying the energy w is absorbed
by the 1s electron, which is moved to the 2s or 2 p state, and a photon with the energy
wy = wy — 31/4 is radiated.

Proceeding similar to Sect. 5.2, one can represent the amplitudes of excitations to
the 25 and to 2 p states in terms of the matrix elements

F, = N(w)N(w2) NiNan(e; - Vi) (@1 - Vi) Do (K| T (845 12, n)1K1),
(5.105)
F, = N(w1)N(w2) N1 Nan(€s - Vi) (€1 - Vi) Do (K117 (€55 02, 1) 1K),

with ¢, = w; — Iz, &, = —wy — 17 /4, while operators I, are defined by (5.80).
Also, for the seagull term,

—N(w1)N(w2) N1 N>

b, = - Dopn (K2 |V, 4 i, (K1) (5.106)
Thus for excitation of 2s state,
N(w))N 42n*q? 3
Fome e @, NOON@) WV 0 3,
m (g% + 22)3 2
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while for excitation of 2 p state with projection of the angular momentum ¢, = m,

; N@)N (@2) 67/2n°g™

(pc = s
m (qz +)\2)3

(5.108)

with g™ the cyclic component of the vector q.

As we have seen, the seagull term dominates if the energy w is large enough. In
the case of the 2s state, this is w; > n(aZ)?/? (for hydrogen, w; > 120eV), while
in the case of the 2 p state, this is w; > I (for hydrogen, @; > 14eV). For heavier
atoms, we can just write w; >> I. At these energies, one can put w; = w;, and the
angular distributions for transitions to ns states are given by (5.100) with

8 4 10,2
fi= st = 5109
(q° + %) (q* +2%)

Thus at w; ~ Iz the transitions 1s — 2s and ls — 2p are dominated by the
pole diagrams. The 1s — 2s transition is allowed in the dipole approximation, while
1s — 2p is not. Thus the cross section for 1s — 2p is about o> Z? times that for
s — 2s.

The situation changes for w; > I. If also w; < 1, we can neglect g in the
denominators of the expressions in (5.109), finding the limiting equations for the
cross sections

(4)5 64. 01 138 (5.110)
Oy =O0Th " \=) = o7y — .
9 45 p* n*
(4)5 64. L
O2p =01h| < : c— oy, 1.11—,
p T 9 772 T 7]2

with domination of the 1s — 2p transition. For w; > I, (however, w; < m), the
cross sections of excitation of the 2s and 2 p states are

8/2\8 , 742 2
025 = om—(—) 2TH 24 B (5.111)
5\3 (1+p)
4 ,2\8 204168 + 11p% + 3p° 16 w?
02p=UTh—(—) 3 5 =79 2
5\3 a1+p) 97
These equations are illustrated in Fig.5.3.
In the high-energy nonrelativistic asymptotics w; >> n and [12]
26 2 n2 5 772
0'2520711‘5'560—% ~orp-3.5-10 a)_%; (5.112)
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Fig. 5.3 Energy dependence
for the cross sections of
photon scattering
accompanied by transition of
the bound electron from the
1s state to the 2s state (curve
1) and to the 2 p state (curve
2) for w ~ n. The horizontal
axis is for 8 = 1603 /99>
The vertical axis shows S
S = UZS,Zp/UTh x 1072
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Here the two cross sections are of the same order of magnitude. For calculations of
the Raman scattering cross sections in several particular cases, see, e.g., [13, 14].

5.4.2 Compton Scattering

Now interaction of the photon with a bound electron moves the latter to continuum
state with momentum p. We shall find the energy distribution do (w;)/dw, and the
cross section o (w;). Before carrying out the calculations, we can write expression for
the energy distribution atw, — 0. The pole term with the photon carrying momentum
k, — Obehavesas 1/w; as w, — 0, while the other contributions obtain finite values
in this limit. This term can be written as

F(p. ko) = (p. kelyG(e)|p) Fpn(P). (5.113)

Here p’ = p + k»; Fp;, is the amplitude of photoionization; y is the vertex of inter-
action between the electron and the photon with momentum k;,. One can represent
this equation as

N 5.
F(p.ka) = 60, ko) For(p):  d(pr ko) = S22 &P (5.114)

2mws m
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Here we kept only the terms that increase as 1/w, and neglected the terms of the
relative order p/m in the denominator of the Green function. Writing

d’ky
do = |F *lp(p. ko) |"dT” : 5.115
o = [Fu(p)llo® k)l an ) ( )
with dI" the phase volume for photoionization, we obtain
do(wy) 2 p* 1
— = opn(@Dw(wy, @); wlwy, wy) = —p—2—. (5.116)
dw, 37 m?* wy

Here o), is the photoionization cross section of the same electronic state. This expres-
sion is true for every initial electronic state and for every binding field. Note that
(5.116) is a very general relation connecting the cross sections of the processes with
and without radiation of a soft photon [11, 15].

Below we focus on Compton scattering on the 1s electron in the Coulomb field
[16]. The energy conservation law is

w—1; = e+w. (5.117)

Here ¢ = p?/2m is the energy of the outgoing electron. The differential cross section
of the process can be written as

do a)%mp|F|2d.Qed.Qy
dw, ()3

(5.118)

Here d 2, , are the solid angles of the final-state particles; the amplitude F is given
by (5.82)—(5.85).

Compare the contributions of the pole and seagull terms to the amplitude. For
w; K 1, one can neglect Kk, ; in the pole terms, but not in the seagull term, since the
latter vanishes at k; — k, = 0 due to the orthogonality of the wave functions. Hence
the seagull term contains an additional small factor of order w; /5. Thus at w; ~ I,
the pole terms dominate. The seagull term contributes at w; > n(aZ)?/?. Recall that
for hydrogen, this means that w; > 200eV. The pole terms of the amplitudes can be
written in terms of the matrix elements defined by (5.57):

F, = N(@)N(@2)N\N,(e; - V) J I (ks + p(1 — x)|T (e A — ipx, n)IKy),
(5.119)
S(Z:wl_IZs )\‘:O’

with the operator J, defined by (5.28), I" = €% - (V5 — p(1/x — 1)3/31), and N; and
N, are the normalization factors of the 1s and continuum electrons. The operators
V1.2 actonmomentak; ». For w; < 1, we canputk; = k, = 0in the matrix element
after calculation of the derivatives.
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Thus

nN(a)l)N(w2)N1Np

F,=38 -

(el €58, + (e -m) (el - n)Ta); r, = % (5.120)

Here n = p/p. We introduce the dimensionless parameters
Xi = Cl),'/[z. (5121)

Recall that earlier we introduced &/, = £ 2. Employing the technique developed
in Sect. 5.1, we obtain

S, = —i/l MA—I+£§B_1_,'§;
o A
2(1 - i§)(2 — i&)

1
T, = = / dyyf(y)A—3E =it (5.122)
0

Here A.(y) = [xi(1 — y) — 1]'/2,

i§—1§/\+1)i<:

Fo) = (i§+1§A—l

while¢ =n/p, = (x; — 1)™'2, A =21 —£72, B = (A + £~ 1)%. The amplitude F®
can be obtained by changing (k;, w;, e;) to (—ky, —w», €;).
To calculate the seagull term, we introduce

k = k| — k. (5.123)
The seagull contribution can be expressed explicitly:

w1 i 1+i&
F. = 8waZN(w))N(w2)NiN,(e ~e2)(— +
AO BQ

)Ag”"S By, (5.124)

Here Ay = ¢* + n? with ¢> = |p — «|?, while By = k> — (p +in)>. For w; < 1,
this expression can be simplified:

N N N N; : * o 1—i
o N m(;t;z) 1N, pn;f (e -ez)% - exp (—2¢ arctan(1/£)).
(5.125)

One can see that at least for w; < 7, the interference between the pole and the
seagull terms vanishes after integration of the angular distribution. Thus the energy
distributions can be written as

F. =8

do(wi) dUP(w1)+dUSG(w1)
do, ~—  dw dw,

) (5.126)
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with the lower indices P and SG denoting the respective contributions of the pole
and seagull terms.

We begin our calculation of the energy distributions, considering the case w; ~ I.
One can see that the seagull contribution to the amplitude is quenched by a factor
of order «Z. This provides a correction of order («Z )2 to the cross section, which
cannot be included in the framework of the nonrelativistic approach. Thus we include
only the pole terms. In terms of the dimensionless variables x; » and £z, we can write
do(wy)/dw, = dop(wy)/dw,. The general expression for the latter is

] d X 9
Ldor _ o1 XOx) (5.127)
orn dxs x; 1 —exp(—27§)

with
2 2 * 1 2
X=|SP+ SRS T)+ 2T S=Sa+ S T=T,+T).  (5128)

Thus the energy spectrum is expressed in terms of the “universal” (scaled) function
X ()C 1, )Cz).

In the case n > w; > I (x; > 1), we can distinguish two regions of the spec-
trum. At electron energy & ~ I, the transferred momentum g ~ 7 is small, and
the amplitude obtains the largest values. The distribution becomes much smaller at
larger values of the energy of the outgoing electron. In any case, we must add the
contribution of the seagull term, which is

1 dogg €0 exp (—4£ arctan(1/£))

(14+&2)5 1 —exp(—27&)

5.129
OTh dX2 ( )

28 w%
=5 VE Ve =
This expression presents the distribution in terms of the universal parameters x; » and
the ratio w; /n. In other words, the distribution depends on parameters x; and on the
nuclear charge Z separately. As we estimated above, the energy distribution on the
Betheridgex; — x ~ 1 < x; 2 isdominated by the seagull term for w; > (o 7).
From (5.129), one can find that the local maximum at small values of the electron
energy x; — xp < x1 is reached at ¢ = 0.161; (for hydrogen, itis ¢ = 2.1eV).

Ate > Iz, alarge momentum g ~ p > n is transferred to the nucleus. Thus we
are outside the Bethe ridge. If the outgoing electrons (as well as the intermediate
electrons in the pole terms) are described by plane waves, a large momentum g is
transferred to the nucleus by the initial-state electron. Hence both pole and seagull
terms contain the factor 1, (q). However, the contribution to the seagull term calcu-
lated in this approximation is canceled by that containing the lowest-order Coulomb
correction to the wave function of the outgoing electron, which contains an additional
factor of order w;/p < 1, which is due to a partial cancelation of the two leading
terms in the wave function of the outgoing electron corresponding to the plane wave
F© and to the lowest-order Coulomb correction F)). We demonstrated this for the
initial s states.
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The plane-wave term is

FO = el};l—e;N(wl)N(wzm (@ (5.130)

with q = p — k. The term containing the lowest Coulomb correction is (see
Sect.3.1.3)

1€ d3f —AdnaZ 2m
m @) (q+£)? p?—(k—1)?

FO =% v (D), (5.131)

with the integral saturated at f ~ 5. Thus we can neglect f everywhere except the
wave function ;. Since w; < 7, we can also put ¥ = 0 and q = p. Hence
" 3
FO = uN(wl)N(wz)/ AT ey ST (5.132)
¢ m 2m)3 q*

Employing (2.86) for the wave function ¥ (q), we find that indeed, F© = —F1.
The errors in this equality are of order n/p and w;/n. Thus at € > I, the energy
distribution is determined by the pole terms. This is true for every binding field.

Examples of photon spectra are presented in Fig.5.4.

As expected, the distribution obtains the largest values at small x,, in agreement
with (5.116).

Now we calculate the total cross section. Due to the infrared divergence at w, — 0
(5.116), we must ensure the proper treatment of the soft photon region. We assume
that the detector of the ejected electrons can distinguish the electrons with the largest
available energy ¢,, = w; — I from those with energy ¢, < ¢&,,, but cannot distin-
guish the electrons with energies ¢, < ¢ < &,. This is equivalent to the introduc-
tion of a cutoff w, > w; = w; — Iz — &, in the spectrum of the ejected photons. In
Chap. 8, we shall carry out a more rigorous procedure for treatment of soft photons.
Here we only investigate dependence of our results on the actual value of w;.

We have seen that a large part of the cross section can be estimated as coming
from the region of the ejected soft photons, where the spectrum is described by
(5.116). The upper limit of the values of x, where this equation is valid is a certain
Xy = c¢(x; — 1), with ¢ an unknown coefficient. Employing (5.78) for 0,4, we find
that this part of the cross section can be represented as

4

Op
— U(xl)ln(
OTh

U 27 x; — 1 exp (—4¢ arctan(1/£))
)’ ) == xF 1—exp(—27é)

(5.133)

The lower index P reminds the reader that this contribution comes from the pole
terms. Now we can look for the values of w; where the ratio o}, /o7, reaches it largest
values by calculation of the derivative with respect to x;. Assuming that the resolution
threshold is proportional to the energy of the photoelectron, i.e., w; = A(w; — Iz)
with A < 1, we obtain that the contribution (5.133) reaches its largest value at

c(xi—1)
/17

x = 2L — 156, (5.134)
Iz
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which is w; = 21.2eV for hydrogen. If w, does not depend on w; (or depends on
it in a more complicated way), the maximum of (5.133) is shifted from the value
(5.134). In changing the value of A from 1073 to 2 - 1073, we change the value of op
by about 10% if ¢ ~ 10~

The contribution of the seagull term (5.129) is

0sG 64 2o [N -2
— = —(aZ)"x; dx,V(x,); x,=¢/l; =§". (5.135)
oTh 3 0

The cross section of the Compton scattering depends on x; and Z separately.
The energy dependence of the cross section for several values of Z, calculated by
employing (5.82-5.85) for the amplitude, is shown in Fig.5.5. The maxima, which
are close to those predicted by (5.134), originate from the soft photon region.

One can see that the contribution of the low-energy photons (5.133) decreases
with energy, while the contribution of the low-energy electrons (5.135) increases
with energy. At x; > 1, 1.e., at w; > [z (butstill w; <K 1), the integral on the RHS
of (5.135) does not depend on the actual value of the upper limit, being saturated
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by x, ~ 1. Direct calculation provides fooo dx,V(x,) = 6.6-1073, leading to the
limiting relation

2
T = 0.14@2)’x2 = 0.561 (5.136)
n

OTh

for I; < w; < n. Analysis of the case w; ~ 1 can be carried out in a similar way.
Here the cross section is determined by the seagull terms, but its dependence on the
energies is more complicated.

As well as in the cases of Rayleigh and Raman scattering, the calculations for the
other states in the Coulomb field can be carried out by applying certain differential
operators to the RHS of (5.82)-(5.84); see Sect.5.2.

In the high-energy nonrelativistic limit n < @; < m, the momenta of the out-
going electrons satisfy the condition p > n in most of the Bethe ridge. The cross
section is determined by ¢ ~ n, where the amplitude is

F = Fyyi(q), (5.137)

where Fj determined by (5.94) is the amplitude for the process on the free electron at
rest. Following the general analysis carried out in Sect.2.2.2, we obtain in this limit

o = orp. (5.138)

This is true for every bound state in every binding field.
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5.4.3 Total Cross Section of Photon Scattering

Now we can draw some conclusions regarding the total cross section oy,, of the
photon scattering on an atom, which is summed over the final states of the electrons
(inclusive cross section). One can write

Oror = O, + 0 +0c, (5139)

with the first term on the RHS standing for the cross sections of the elastic (Rayleigh)
scattering, the second term is the sum of the cross sections of the Raman scattering,
while the last one is the cross section of the Compton scattering. The amplitude of
the process, in which the final state of the electron is labeled by the lower index x,
can be written as

Fo = RT.(q);  To(q) = (] i) (5.140)

Proceeding similarly to what we did in Sect.2.2.2, we obtain

doye ydory
= ST —_—. 5.141
dshdq 1T (q)] 42, ( )
Due to the completeness (closure) condition
Sl (Yl = 1, (5.142)
we obtain
/ i TP =1 (5.143)
(27_[)3 X X q - ’ .
and thus J J
Otot OTh
— = 5.144
a2, | de (5-144)
and also
Otot = OTh - (5.145)

We have seen earlier that at Iz < w; < n, the sum (5.139) is dominated by
Rayleigh scattering, while at n < w; < m, it is dominated by Compton scattering.
This is also true for every binding field. The new content is that (5.145) is true also
for w; ~ n for every bound state and for every binding field. In this energy region,
all three possible processes are important. The distribution between the channels
depends on the initial state and on the nature of the binding field.
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5.5 Expansion in Powers of 1/Z

Now we shall include interactions between the electrons moving in the Coulomb
field of the nucleus. Since the strength of this interaction is 1/Z times that between
the electrons and the nucleus, it is expected to be determined by the parameter 1/Z.
Unexpectedly, the lowest-order terms appear to provide a rather accurate description
even for the case of helium, where Z = 2.

5.5.1 Ground-State Energies of Heliumlike Ions

If the interactions between the bound electrons is neglected, the energy of the ground
state of the helium atom is g9 = —21; ~ —109eV. This differs strongly from the
experimental value ¢ &~ —78.9eV. Now let us include the lowest-order correction
caused by interaction between the bound electrons. It is

ee = (V|Uee|¥) . (5.140)

Here ¥ (ry, r3) = ¥ (r1)¥ (r2), while the single-particle wave functions ¥ (r) are
determined by (5.9), and U,, = «/|r; — 1| is the interaction between the electrons.
Hence

o
b = / Eridrap(r)—2—p(r2). (5.147)
[r; — 1|

with p(r;) = ¥*(r;)¥ (r;). Since only the monopole term of the partial wave expan-
sion for the function 1/|r; — r,| contributes, we can put

1 1 1 1
——=— (rn>n) ——=— (n>r), (5.148)
[rp —r2| g ri—r|  n

o0 ri
Coe = 2(47)? / dririp(r1) / dryr?p(ry). (5.149)
0 0

Direct calculation provides

5 ma’®
Eee = —Z11; I} = —— =~ 13.6eV. (5.150)
4 2
One can obtain this expression as well by employing the technique developed in
Sect.5.1. We suggest that the reader carry out this exercise.
For helium, (5.150) provides &, = 34.0eV. This leads to the energy ¢ = gy +
g.e = —74.8 eV, which differs by about 5% from the experimental value. One could
expect the accuracy to be about 1/Z% = 1/4. However, it appears to be much better.
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It is instructive to compare this result with the ground-state energy value obtained
by assuming that the approximate wave function of two s electrons takes the form
Y, (r1,12) = VY (Zesr;s TV (Zepys 72), With ¥ (Z, gy ;) the functions in the Coulomb
field of the nucleus with certain effective charge Z, ¢, [1]. Of course, such a function
is not a solution of the wave equation for helium. However, we can try to minimize the
discrepancy between its LHS and RHS by requiring that F(Z.rr) = (W, (Zfr)|H —
e|Wa(Z.sr)), with the Hamiltonian H determined by (4.81) reaching its smallest
value. This is known as the variational principle. The condition 0 F (Z.s7) /0 Z.rr = 0
provides the equation

S 5
Zip+ Zopg (3 =22) = 0i Zeyy = Z— 1. (5.151)

and the binding energy is

5
= 21Z°(1 — —=)% 5.152
€ 1Z°( 6 Z) ( )
Note that the lowest correction of the order 1/Z coincides with that obtained in the
perturbative approach; (5.150).
For helium, we have Z,rs = 27/16, and the energy is ¢ = —77.5¢eV. This deviates
from the experimental value by less than 2%.

5.5.2 Photoionization of Helium Near the Threshold

At relatively small photon energies w, corresponding to the energies of the photo-
electrons ¢ < I, the hydrogenlike formula (5.78) does not reproduce the experi-
mental values for the cross sections. For example, for helium, it provides the value
opn = 3.15Mb at the threshold of the process (¢ — 0), while the experimental value
isop,, = 7.40 Mb. Now we shall see how the situation changes if we include the elec-
tron interactions in the lowest order of perturbation theory.

We must add the amplitude (5.75), in which the electrons do not interact, and
the amplitudes in which the initial-state or final-state electrons interact in the lowest
order of perturbation theory. In the latter case, the amplitude can be written as

FO _ N(w)/ﬁ] (q)4”_°‘]2(q)+... (5.153)
Qn) g2 ’ '
with
B d3f d3f1 e-f; )
Ji(q) = 8 W(Wﬂf -q) (f|G(P)|f1>7(f1 —kly); (5.154)
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&
(@2n)?

h(q) = (if2) (£, — qly).

Here v and v, are the Coulomb wave functions describing the bound 1s electron and
the photoelectron. The dots on the RHS of (5.153) denote the contribution in which
the final-state single-particle electron functions are permuted. A similar expression
can be written for the amplitude that includes electron interactions in the initial state.

One can evaluate the integrals on the RHS of (5.153) and (5.154) by employing
the technique developed in Sect.5.2. Integration over f; provides

a3 -f N
f13 (fIG(P)Ifl)—e Lty — kly) = RELP VilfIG(p)ViylK) lk=0. (5.155)
(2m) m m

Integration over f can be carried out by employing (5.29), providing

e-V d\ » .
B@) = NN, = (= ) J (B = ) + a1 7 (e, —ipx + 2 IK)izo.0

(5.156)
Integration over f, provides
) d
2= N (— £)<qlvm+wlo>, (5.157)
where me must put « = 7 after calculation of the derivative. Now we write
1 1
2(1Vinl0) = -5 ((@lVol0) = (a1Viu0)). (5.158)

The matrix element on the RHS of (5.156) can be represented in the form (5.63),
with dependence on q contained only in |q). This enables us to calculate the integral
over q. Thus the amplitude FV can be written in terms of one-dimensional integrals,
which are presented in [17].

As we have seen in Chap. 3, the electron interactions are determined by the para-
meter &, = /v, where v is their relative velocity. The bound state does not have a
definite momentum, but we can characterize it by the average momentum n = ma Z.
Thus the effective value of &€ is 1/Z for initial-state interactions. In the final state,
it is of the same order for all ¢ < I7. As we have seen in Chap.4, at large energies
& > I, the real part of the amplitude FV is proportional to &, but it obtains also
additional quenching due to large values of the photoelectron momenta p > 7. There
is no such quenching at & ~ I, and Re F") ~ & = 1/Z. Thus the corrections of
order 1/Z to the cross section come from the interference terms F© . Re F(1),

Inclusion of these corrections makes the deviations from the experimental data
much smaller. The threshold value of the cross section for helium becomes o,;, =
7.19 Mb, with 3% deviation from the experimental data.
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Chapter 6
The Coulomb Field. Relativistic Case

Abstract We obtain the relativistic electron Coulomb functions as power series in
«?Z? with the Furry—Sommerfeld-Maue functions as the lowest order approxima-
tion. The results are employed for calculation of photoionization angular distribution
and the cross section with inclusion of the terms of order a*Z>. We consider also
second-order processes. We study the role of various mechanisms for photon elastic
scattering on atoms. We present the characteristics of Compton scattering on the
Bethe ridge with inclusion of the o> Z? terms. Employing the results of Chap.4, we
calculate the differential distributions for the Compton scattering outside the Bethe
ridge.

6.1 Wave Functions

6.1.1 Wave Functions with Fixed Angular Momentum

The relativistic electron in the Coulomb field is described by the Dirac equation

S P

Solutions of (6.1) are analyzed in books on quantum electrodynamics; see, e.g., [1].
Here we recall the main points.

We do not now assume the velocities of the bound and continuum electrons (in
units of the speed of light) to be small. Thus we do not consider a?> Z? to be a small
parameter. We also employ relativistic kinematics.

As in any central field, the state of the electron can be determined by the energy
E, the total momentum j, which is the sum of the orbital momentum and spin, and its
projection j, = m. Each state is the combination of the states with the orbital angular
momenta ¢ = j £ 1/2, thus having different spatial parities. The wave functions
Yejem With £ = j 4= 1/2 of both discrete and continuum spectra can be obtained in
closed form:
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]

9

2)

bt = () B = (0 Wt 0=

~
(@)}

0 = j£1/2,
with £2;,, (n) the spherical spinors. Below, we shall omit the lower indices of the
functions g(r) and f(r).
The radial functions g(r) and f(r) are singular at the origin:

gr), fr) ~ ' r = 0, (6.3)

where

vy = V(G +1/2)2 = (@Z)% (6.4)

For the discrete spectrum the energy is

(@Z)? )—1/2’

R (R ey e VRS

(6.5)
withn=1,2,....

Considering the nonrelativistic limit (¢ Z )2 — 0, one can see that n is the analogue
of the principal quantum number of the nonrelativistic case. For the bound states we
have j <n —1/2and £ < n — 1. Thus for n = 1 there is only one state; its angular
momentum is j = 1/2. This state has also a definite value of the angular momentum
£ = 0. To keep a connection with the nonrelativistic notation, it is usually denoted
by 1sy/,. There are states with j = 1/2 and j = 3/2 for n = 2. The former can be
treated as the superposition of the states with £ = 0 and £ = 1, i.e., of the 25/, and
2p1 2 states. The latter is usually notated as 2 ps3>.

In the spectrum of the Dirac equation, the energy levels corresponding to the
same n and j but different £ = j & 1/2 remain doubly degenerate. The observable
difference between these values, called the Lamb shift, can be calculated by means
of quantum electrodynamics. The point is described in detail in the book [2] for small
Z and in the review [3] for large Z.

‘We present as an example the wave function of the ground state (n = 1, j = 1/2):

_ gr)x . _r
Yis(r) = (_i(a .n)f(r)x), n=-, (6.6)

with x the two-component Pauli spinor,

gr) = Nie ") 'y (y);  fr) = —=Nie7" ()" ' ha(y); 0 =maZ,
(6.7)
where y = +/1 — o2Z2 while N; = 0 /)Y 2 s the value of the nonrelativistic wave
function at the origin, and
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14y

V) = )Y 6.8
m) 5 2(y) = 1()’)7- (6.8)

m) = (

Note that the product of the first two factors in the expressions for g(r) and f(r)
forms the nonrelativistic wave function [ of the 1s state. The energy of the electron

in the ground state is
Eiy = mV1—ao2Z2 =my. (6.9)

Thus the relativistic electron appears to be bound more strongly than the nonrel-
ativistic one.

The wave function Vg, of the continuum state also can be written as the sum
of the functions (6.2) with £ = j = 1/2. The radial functions g(r) and f(r) can
be represented in terms of the confluent hypergeometric functions F(y + 1 + i§,
2y + 1; 2ipr), with y defined by (6.4). Explicit expressions for the functions
Yejm(r) are given in [1].

However, in contrast to the nonrelativistic case, a closed representation for the
continuum wave function v, with the asymptotic momentum p is unknown. The
continuum wave functions at £ >> m make an exception [4].

6.1.2 The Continuum Wave Function in the Ultrarelativistic
Limit

To find the expression for the continuum function, we begin with the Dirac equation
(6.1) written in the form

(E—ot~p—ﬂm—V)1ﬁp=0,
with V. = —aZ/r and p = —i V. We use the notation
k =a-k (6.10)

for any three-dimensional vector k, and multiply the wave equation on the left by
the operator E + p + Bm — V. This leads to the equation

(v2+p2—2EV+i(€V)+V2)¢p =0; p’=E>—m’ (6.11)

Substituting v (r) = €’P* F(r)up, with the spinor u, corresponding to the free
motion, we find that the function F (r) satisfies the equation

(v2 £ 2ipV —2EV + V2 4 i(ﬁV))F(r)uP =0 6.12)
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We try to find the wave function at » = 1/m corresponding to momentum g < m
transferred to the nucleus. Thus pr >> 1. In this limit, we can omit two last terms in
the parentheses on the right-hand side (RHS) of (6.12). Thus

(v2 4 2ipV — 2EV)F(r) = 0. (6.13)

Now we solve a simpler equation, in which the first term in parentheses is
neglected:

ipV — EV)F(r) =0, (6.14)
( )

We shall analyze the value of the neglected term in the next step. Putting F(r) =
™ we write (6.14) as
pVw+ EV = 0. (6.15)

The solution of this equation is

w(rg, r;) = aZln(pr+ pry) f(r), (6.16)
the z-direction of the momentum p, r, is orthogonal to p, rt2 =r2_ rzz, and f is an
arbitrary function of ;. The choice f = 1 leads to the wave function (we omit the
phase factor) o

Ipp — elp-l‘elotzln (pr+prz)up. (617)

Putting f(r;) = —aZIn ( p2rt2) on the RHS of (6.16), we obtain another solution,
1//]) — eip~re—iotZln(pr—pr:)up‘ (618)

The solutions (6.17) and (6.18) are known as distorted plane waves. Calculating
the first term on the left-hand side (LHS) of (6.13) with the functions determined by
(6.17) and (6.18), we obtain an additional condition for the validity of these wave
functions,

prxp-r > 1. (6.19)

Thus at E >> m, the wave functions represented by (6.17) and (6.18) obtained by
Pratt [4] are the solutions of the wave equation (6.11) under the restriction expressed
by (6.19). The corrections to these functions are of order m/E.

Analysis of the wave equation enables us to obtain an approximate wave function
that is free from the limitation (6.19). The condition r > 1/E enables us to neglect
the last two terms on the LHS of (6.11). We come to the equation

(V24 p? —=2EV)y, = 0, (6.20)

which is just the nonrelativistic equation for the electron in the Coulomb field with
the mass m replaced by the total energy E. Its solution is the modified nonrelativistic
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wave function yp" (r) = e'PT F (r) with the same replacement m — E. In the next
step, we include all the terms except the last one on the LHS of (6.11),

(v2 4+ p?—2EV + i(%V))wp — 0. 6.21)

In neglecting the term V2, we have neglected the terms of higher order in aZ.
Representing the solution of (6.21) in the form v, (r) = ePr(Fnr (r)up + ¢(r)), we
obtain, employing (6.20) [5],

o) = —izF’"(r)u (6.22)
O 2E P '

This is the lowest correction to the nonrelativistic wave function; the higher cor-
rection yields the additional factor o Z.

The latter equation is a special case of the Furry—Sommerfeld—-Maue (FSM) func-
tions [5, 6], which are the combination of the nonrelativistic terms and the first-order
correction proportional to «Z. We shall try to find an expansion of the relativistic
functions in powers of the relativistic parameter o Z. The coefficients of this expan-
sion will be the functions of the Coulomb parameter £ = «ZE/p. The zero-order
terms are the FSM functions.

6.1.3 Furry—-Sommerfeld—-Maue Approximation

Let us find the ground-state function for (« Z)? — 0, ie., y — 1. In this limit, the
functions &,  defined by (6.8)are h; = 1/ V2, hy=aZ/ 24/2. Thus the ground-state
wave function can be written as

v
YEM () = (1 - lz—m)llff'f(l‘)uo, 6.23)

with u the bispinor of the free electron at rest. Thus for the ground state, the FSM
function is expressed in terms of the nonrelativistic one. In momentum representation,

f
YN () = (HE) " (®)ug . (6.24)

Using the technique developed in Sect. 5.2, one can find a similar relation between
the FSM and the nonrelativistic functions for every bound state. Note that for small
f = If| ~ n, the second term in parentheses on the RHS of (6.23) provides a small
correction of order o Z to the first term. At large f ~ m, both terms are of the same
order.
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For the continuum states, the dependence of the functions Vg, (r) on (@Z)? is
contained in the parameter y defined by (6.4). In the FSM approximation, we must
put

y = j+1/2. (6.25)

Under this assumption, the series for the continuum wave function

Yp(®) =D ajuVrim®: p=Ipl=VE>—m? (6.26)

jm
was found to be
FSM i(pr) 16 . . .
YIS (p) = Nje (1 - ﬁ) VFLGE, L ipr —ip-Dup.  (6.27)
Here
2w &
Ny, =N(p) = 11— o2nt

is the normalization factor of the nonrelativistic continuum function with three-
momentum p and total energy E; see (3.19). Note that we keep the relativistic
value of the energy E on the RHS of (6.27), and £ = «ZE/p; see (3.17) and (3.18).
Neglecting the second term in the parentheses on the RHS of (6.27), we would obtain
the corresponding nonrelativistic function with the electron rest energy m replaced
by E; see (5.25).

Carrying out the Fourier transform, we find that in the momentum space,

f— 13 nr
Y () = (1 4 W)yfp )iy, (6.28)

Similarly to the case of the discrete spectrum, the second term in parentheses on
the RHS provides a small correction of order «Z to the first term for small g =
If —p| < E. Atlarge g ~ E, both terms are of the same order.

Employing the explicit expression (5.30) for the nonrelativistic function, we can
also represent the FSM function as

d ipV,
Yl () = N,,(_ PR

)<pp(f, Witpli—o = (6.29)

9 iv,
No((= 55 + a2 ) el gl
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In the second equality, the factor o Z manifests itself explicitly. In (6.29),

1
Dp(f. 1) = 47”(%) L a=q 0% b=(@+pP—(p+in% q=f—p.
(6.30)
The operator V,, in (6.29) does not act on & and ¢.

These expressions for the FSM continuum wave function can be obtained by
comparing the Lippmann—Schwinger equations for the nonrelativistic wave function
(with the relativistic value of the energy E) and for the relativistic one. We define,
separating the bispinor of free motion uy,

Yp = @plip - (6.31)

In the nonrelativistic case, we have just ;" = ¢;". Note that ¢ is a 4 x 4 matrix
acting on the Lorentz indices of the bispinor up. The nonrelativistic ¢;" is a unit
matrix. The LSE can be written as

o =o — Go(P)Vowy s 9o =0y — Go(p)voVogp. (6.32)
Here (pl()o) describes free motion, p = |p|, while the propagator

2E

E1Go(pIfi) = Go(p, DS —£1); Go(p,f) = m? 38— 0, (6.33)

with p? = E? — m?, differs from the nonrelativistic Green function of free motion
given by (2.29) by the factor E/m. The Coulomb interaction between the nucleus
and the electron is represented as

S(r—ry) 4
V=—aZVy Vi =—-7- {fIWf)=—7—"=. 6.34
aZVo: (r|Volry) . (£E1Volfr) 1) (6.34)

It is instructive to write these equations in terms of the Moller operator
lop’) = A" @) = A" |p) . (6.35)
The nonrelativistic operator .#"" satisfies the equation
M = 1—aZGo(p)Vol™, (6.36)
while in the relativistic case,

lgp) = A1) A = 1—aZG(p)yoVot , (6.37)
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with the Green function of the free Dirac equation G given by (2.35). The equations
for the Moller operator presented above are the direct consequence of the LSE (see
Sect. (2.1.3)). For further calculations, we introduce G = GypandG_ = G — Gy,
ie.,

f+Bm+E

H1GL (P = G (p, f)8(t1 —f); Gi(pif) = i (6.38)

We write (6.37) as
M= 1—aZG VoM . (6.39)

Here and below, we omit the argument p of the electron propagators.
Now we solve (6.39) in the FSM approximation, i.e., we keep only corrections of
order « Z to the nonrelativistic operator .#"". Thus

MM =1 —aZG Vot (6.40)

Comparing this expression with (6.36), we obtain

MM = (1 —aZG_ Vo). (6.41)
Using (6.35), we obtain
UM E) = (o3 ) — aZUEIG Vol )y (6.42)
Due to the equation of motion (myy — E)up = —pup, we can write
0 M (E) — gy (F) = —azfz_E‘a (fIGoVoley). (6.43)

Employing (6.36), we obtain —aZGoVole,") = —|p) + |¢y"), coming to (6.28).
For the Coulomb Green function in the FSM approximation, we obtain

GIM = "MGy; RIGEMIR) = (f1.47M6) G (F). (6.44)

Note that since the difference between the right-hand sides of (6.4) and (6.25) is
of the order («Z)? /¢, the FSM functions become increasingly accurate for processes
in which high values of the orbital momenta are involved. For example, if an electron
scatters on a small angle 6 < 1, the momentum g = p6 is transferred to the target.
The transverse distances r; ~ 1/g are important, and effective values of angular
momentum are £ = p/q > 1. Thus the corrections to the FSM functions are of
order (@ Z)*q/p.
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6.2 The aZ Dependence of Electron Functions

6.2.1 Power Series for Wave Functions

Now we obtain the relativistic Moller operator as a power series of the parameter
aZ:
M= @2)" A", (6.45)

n=0

where the term with n = 0 corresponds to the nonrelativistic approximation, and

MO = 4", We also find from (6.41) that #V = —G_Vy.#"". Note that the

terms .# ™ on the RHS of (6.45) depend on the Coulomb parameter £ = « ZE/ p.
It follows from (6.39) that forn > 1,

MY = (=G V) LV, (6.46)

i.e., all the terms are expressed through the operator .# . Thus the continuum wave
function can written as

op = O +aZ D (—aZ)"(G Vo) "¢, (6.47)
n=0
with @} = @I S™ — 17 = #/V (V. For example, up to the terms (¢ Z)?,
Pp = @ +aZey — (@Z)*GVog, + (@Z) G VoG Vop, . (6.48)

Since the continuum wave functions can be obtained only as the «Z series, it
is reasonable to have the bound state wave functions in a similar form. The wave
function of the ground state can be written as

Vis(r) = Nigisuo; @1y = (r +ithe " T'(1+o)r o7, (6.49)

with I"(x) the Euler gamma function, while

1/2

n=maZ; y=+1-(aZ)?% r:(l_y) i o=1—y. (6.50)

1+y

We shall see that the additional factor I"(1 + o) is introduced to make further cal-
culations more convenient. The normalization factor is now

. eptd4y)
VT 8arQy+Dr2(l+o)’
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In the limit (¢ Z)? — 0, we obtain y = 1,7 = «Z/2, and ¥, = ¢ 5* . In the limit
aZ — 0, we obtain T = 0 and v, = ;.

Now we find the ground-state wave function in momentum space. For the FSM
function, we can put o = 0, 7 ~°~! = r~!, and the wave function can be represented
in terms of the matrix elements of the Yukawa potential, as was done in Sect. 5.2 for

the nonrelativistic case:

0  aZ.
o) = L@V Ty = (= 50+ 5V )heo 65D

In order to include the higher terms of the o Z series, we employ the relation

oo
i rd+o) = / dre "™2°, (6.52)
0
and write
d1s(8) = LA VigrinlK) (6.53)
with 5 -
ro=rn(--) / Prved (6.54)
an’ Jo
Setting here A° = ¢°"* =1+ o lnA + - - -, we obtain an expansion in powers

of o. Expanding also the parameter t in powers of «Z, we obtain an expansion of
the function ¢, in powers of « Z. For the first two terms of the expansion, we obtain

ad © 5 00
(— %)/0 dr{f|Viptin k) = (— %)/'7 dp(f|Vi, k) = (£|V;, |K),

and we arrive at (6.51). For the terms up to (¢ Z)>, we obtain

_ (@Z)? N [
rk_r,,+Tr,(—%)/0 dlnA. (6.55)

Returning to the continuum wave functions, note that they depend on « Z directly
and also through the Sommerfeld parameter £ = «Z/v. Equations (6.45) and (6.47)
include both. In the next section, we obtain an equation that treats the dependence
on these two parameters separately.

6.2.2 Relativistic Functions in Terms of FSM Functions

We have seen that relativistic functions can be expressed in terms of the lowest-order
Méller operators .#™ and .#"'. Now we shall represent them as power series in
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«?Z? with the coefficients expressed in terms of the FSM operators [7]. We begin
by representing the functions in terms of .#Z"" and .# "M Putting

M= HMA, (6.56)

we write (6.39), employing (6.41), as

(1 —aZG_ Vo)™ A=1—aZG Vol A+a’Z*AA; A=G VoG _Volt" .
(6.57)

‘We evaluate

14+ (0 =—aZG_ V)" A+aZG L M" A= (1+aZGyVo) A" A—1=A—1.
(6.58)

Employing (6.36), we find that e ZGo Vo.#" A = 1 — .#"" A. Thus we arrive at an
equation for A:
A = 1+ (@2)*AA, (6.59)

which represents the Moller operator in terms of .#"" and .# "5 . The iteration
procedure demonstrates that A can be written as a sum of the terms A”. Thus AA =
A A, and we can write (6.59) as

A = 14 (@Z)*AA. (6.60)

Now we demonstrate that the operator A depends only on the parameter £. Writing
(6.60) for the matrix elements

d3
(flAlp) = (fp) + (@2)° #(HAWI)“”AH’) (6.61)

and representing

dk
(fi|Alp) = / m<f1|A1|k)(k|A2|P); AL =G WG Ay = Vo',
(6.62)

we can write (F, + E +mB)(k — E +mpB) = fik — p? + (k — f,)(E — mp) forthe
spinor structure of the numerator. Since this matrix acts on the bispinor u,,, the factor
(E — mp) in the last term can be replaced by p, and we have

d’k fik + (k — f)p — p?

(filAlp) = Q) (P2 — f2+i8)(f — K2(p? — K2+ i6)

(k|Az|p).  (6.63)
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Employing the technique developed in Sect.5.2, we obtain for the last factor on the
RHS of (6.63),

VO (9 e

d’q nr
(k|Az|p) =/ (k|Volg)(dley,") = 5

2n)3
a=&-p? b=k —p*

with N (£) the normalization factor of the nonrelativistic continuum function. Intro-
ducing

L vi=- u=-; n=2 (6.65)
p

we can write (6.63) in the form

1
(filAlp) = —(vi[A[n), (6.66)
S
d*u via+ (@—vp)n—1
An) = Asln),
(vilAlm) 2P (=2 + )i w2l — a2 1 i) Az
where

(ulA2ln) = p*(k|Az|p).
Since also (f|p) = (v|n)/p> = 8(v — n)/p>, we find that
1

(f|Alp) = e (v|A[m), (6.67)

and (6.61) can be written as

d3U1
) (vIA|v1){vi|A[m). (6.68)

(v|Aln) = (v|n) + (aZ)z/ (

Here the matrix element of the operator A does not contain any dependence on
the parameter («Z)?. Its dependence on the parameter & is determined by (6.64) and
(6.66).

Thus iteration of (6.59) and (6.60) provides the expansion of the relativistic wave
function in powers of («Z)? with the coefficients of the power series being functions
of &:

A((@Z)*,8) = 1+ (aZ)zA(’g‘)A((aZ)2, g). (6.69)
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Its solution in operator form is

1

2 —
MDD = T azrae

(6.70)

An actual solution can be obtained by iteration of (6.69).

Thus the relativistic Coulomb wave function of a continuum electron with asymp-
totic momentum p can be represented in terms of the nonrelativistic Coulomb wave
function

Yp(f) = A pouy, (6.71)

with operator .Z given by (6.56), while A is determined by (6.70). Similarly, one
can represent the relativistic Coulomb propagator as

Gc(E) = MGL(E), (6.72)

while G is given by (6.38).

Note that there is no sense in calculating too many terms of the expansion in
powers of (o Z)2. The solution of the Dirac equation does not include the radiative
corrections, which are of order @ ~ 0.01. Forexample, at Z < 50, we obtain (o Z ) <
2 x 1072, and for these values of Z, inclusion of the terms of the order (¢ Z)* is
beyond the accuracy of the approach.

Applications will be presented in next three sections.

6.3 Photoeffect

6.3.1 General Remarks

Calculation of the angular distribution and of the total cross section is a more difficult
task than it was in the nonrelativistic case. The spin variables are involved, making the
calculations more complicated. The continuum wave function cannot be represented
in closed form, and can be obtained only as a power series of the parameter « Z. Also,
the ratio of the photon-to-electron momentais k/p ~ 1. Thus all angular momenta of
the outgoing electron may provide a noticeable contribution, and (5.70) is no longer
valid. The angular distribution becomes much more complicated.

The general expression for the angular distribution of the photoelectrons is very
much like the expression in the nonrelativistic case. For a single bound electron in
the initial state, we have

- L, dS2
do py = PEIthlzm; t=Kk-p/wp. (6.73)
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The overbar indicates that averaging over polarizations in the initial state and
summation over those in the final state are carried out. For the photoelectron energy
we have E? = p2 + m?, and in the limit E — m <& m, we arrive at (5.76). However,
now . .

Fon = Wpldlyi): A= -Ap (6.74)

while ; and r, are the relativistic wave functions of the initial and final electrons,
and y are the Dirac matrices. We carry out calculations for the bound electron in 1s
state. A similar analysis can be carried out for any bound state in the Coulomb field.

We shall present all equations for the case of one electron in the 1s state. The
results for the closed K shell can be obtained by multiplying by the factor 2.
In the nonrelativistic case, this was trivial, since the two K electrons are inde-
pendent. In the relativistic case, the spin variables are involved, and one should
carry out a simple calculation. The amplitude is proportional to the matrix element
M = (Yrly1 + y2|¥). Here 1 and 2 stand for the space and spin coordinates of the
two electrons, y; = (ae - p + ibo; - h)e’*% (i = 1,2), and the vector h is a com-
position of vectors K, e and p. Also, ¥y = ¢1,(1)p15(2)S is the initial-state wave
function, with ., describing the two-electron state with spin S = 0. The final-state
wave function is ¥y = @,.% + @,.71,,, with .7}, describing the two-electron state
with spin § = 1 and its projection u. Here @5 = (¢p(1)@15(2) + <pp(2)(p15(l))/«/§
and @, = (gp(D@15(2) — ep(D)e1,(1))/ V2 are respectively the symmetric and
antisymmetric space wave functions. Employing the relation (o; + 6,).%) =0,
we obtain M = [ae - p-S5 S + bS], 0 - hyo]ﬁ(¢p|eik"‘|<pls). After summation
over the spin variables of the final-state electrons, we obtain |M|> = 2[(a*(e - p)> +
b?h?)(gple™T|@15)?]. Since the expression in square brackets corresponds to the case
of one electron in the K shell, this proves our statement.

There are two relativistic parameters in our process. In the nonrelativistic case,
we considered photoionization in the lowest order in powers of «Z. Now we go
beyond this approximation. Also, in the nonrelativistic case, the energies of the
photons were limited by the condition £ — m <« m. Now we analyze mostly the
case of fast electrons with E —m = m. We begin, however, with the case in which
the photon energy o is close to the ionization potential of the 1s state, which is now
I = m(1 — y), and the photoelectrons absorb the energy w — I; K m.

6.3.2 Threshold Ionization of Heavy Ions

The amplitude of the photoeffect can be obtained by direct employing (6.74) with
the electron wave functions described by (6.2). Considering the ionization of the 1s
state, we represent its wave function as

gL Y. x
I/IIS(r)=(if(r)Q;1M(n))’ n_;, (6.75)
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where M = +1/2 is the projection of the total angular momentum j = 1/2 of the
1s electron.

Integration over the angular variables in (6.74) by expansion of the exponential
factor in spherical harmonics leads to the set of radial integrals RE. Here we use
the conventional notation k = £ for j = ¢ — 1/2, while xk = —¢ — 1 is used for
j = £+ 1/2. The upper indices of RE correspond to the values M = £1/2. The
integrands contain the products g(r) f,.(r) and f(r)g.(r). For example,

o Y@= /°°
20+1
0

K

drr® F(r)ge(r) Ge-1(kr) + jey1(kr), (6.76)

where j,1| are the spherical Bessel functions. The cross section of the photoeffect is

16wrapE _
o = =t DRIP4 IR, (6.77)

k==%n

with integer values of n # 0.

If p = m, the integrals R are saturated at » ~ 1/p and can be estimated as
RE ~ (k/p)*~" ~ 1. Thus, strictly speaking, one needs an infinite number of terms
on the RHS of (6.77). It was shown in [8] that n = 8 terms are necessary to achieve
an accuracy of 10% at E ~ 1 MeV. Of course, this is easy for today’s computational
facilities. However, it is useful to have a simple analytical formula. In the threshold
region such a formula can be obtained.

If the photon energy is close to the binding energy of the ionized state, and thus the
momentum of the photoelectron p — 0, the photoionization proceeds at distances of
order the size of the K shell rx = 1/5, with n = ma Z. Since w — I ~ ma®>Z?/2,
we can estimate

R ~ (k/m™" ~ (@), (6.78)

except R_| ~ («Z)?. Thus the series on the RHS of (6.77) can be rearranged to a
power series in «?Z>. The number of terms is determined by the required accuracy
of computations. For example, if we want to achieve the accuracy a®Z%, we need
—4 <k <3[9]

In the nonrelativistic limit, we can write

Oph = 0% =oof(7), (6.79)
with 01% determined by (5.78), T = p?/n?, while
287200 168
oy = = [barn] (6.80)
3mw 1—y

is the nonrelativistic value of o, at the threshold where w = m(1 — y).
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Employing the explicit equations for the Coulomb functions g, and f,, one can
simplify calculations in the vicinity of the threshold, where p < n [9]. For

4z4
w—1; <720, ~ ma2 , 6.81)

where p < o Zn (this makes about 50keV above the threshold in the case of uranium),
expansion in powers of k/n and p/n provides

o (p) = ao(f(r) —0.393a — 0.144a> + 1.0237a + 0(a3)) . (6.82)

Here a = «®Z?, © = p*/n?, while
f(r) = 1 =5t/34+9412/45 + O(z3). (6.83)

The threshold value (p = 0) for uranium o = 0.7930¢ provided by (6.82) appears
to be very close to the result of direct numerical computations o = 0.7890 presented
in [10].

6.3.3 The aZ Dependence of Amplitude

Now we consider the case in which the photoelectron carries a large energy £ — m =
m. We calculate the angular distribution and the total cross section of photoionization
of the hydrogenlike atoms, taking into account the terms of relative order (o Z)>.
Since the process cannot proceed for a free electron, the lowest-order amplitude is
proportional to «Z. Thus we must include the terms up to (¢ Z)>.

The wave function of the ls state is expressed by (6.53). The wave function of
the continuum state is given by (6.48). Combining these expressions, we can write

th = N(C{))Nlelszuo , (684)
where u;, and ug are the Dirac bispinors corresponding to the free motion, while
T = To+aZT, + (@Z)’Ty + (@Z)° T3, (6.85)

with the terms on the RHS corresponding to the expansion of the wave function of
the photoelectron (6.48):

To = (@l [ViulK)eTy: Ti = (g |ViulK)eTh:  Tr = — (g VoG Vi, k)T,
(6.86)

O\ o .
T, = (_ %)(wéWOGVOGVi,Ak)e.
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The operators I';, and I, act on the left. Since the process can not take place on
the free electron, the term Tj is actually proportional to «Z. In the lowest-order term
Ty + o ZT), only the contributions of order « Z are included in the wave function of
the photoelectron. The corrections up to order (« Z)? are included in the wave function
of the 1s electron. In the term (o Z)? T, the wave function of the Ls electron is included
in the FSM approximation. The contribution («Z)3T3 contains the nonrelativistic
wave function of the 1s electron.

Note that the functions 7, (n =0, 1, 2, 3) contain two more parameters that
depend on «Z. These are the Coulomb parameter £ = «ZE/p and momentum
n=maZ.

6.3.4 Calculations in the Lowest Order in o Z

Here we calculate the amplitude 7 in the lowest nonvanishing order in « Z. It can be
represented as
7L = 1} v azTtO. (6.87)

The upper index L O is for “leading order.” The terms on the RHS of (6.87) are

, d ,
T = (g Vg lkyer,; T = (—%)<¢l‘,|vm|k>e. (6.88)

Employing the technique developed in Sect.5.2 we obtain
Lo ;0 LO ¢
10 = —ég @pomi T = — @k, (6.89)

with @,(k, n) and b defined by (6.30), while ¢ = q — inp/p, and momentum q =
k — p is transferred to the nucleus. Recall that n = ma Z.

While we are calculating the lowest nonvanishing terms of the o Z expansion, we
put n = 0 in all ingredients of (6.89) except the function

© = (%)ié = (%f’ (6.90)

which enters the amplitude (6.87) as a factor.
In the lowest order of expansion in powers of (aZ)?, the energy conservation law
can be written as
E =w+m; p*—k* = 2mo. (6.91)
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Thus, employing (6.87), we can write

draZO _ 2mé(1 —q/2m) 2E(1 —q/2E)é
= I/tp( — )MQ.

ity T %ug = e (6.92)

q> 2mw

Here we evaluated the second term by employing equation of motion i ,myy =
i, (E + p). The first and second terms in the parentheses describe the transfer of
large momentum g >> 7 to the nucleus by the bound electron and by the photoelec-
tron respectively. One can immediately recognize the FSM structure of both terms.
Writing the numerator of the second term as it ,(E —m — E)éuo, we see that for
w K m, the first term dominates, as it should be in the nonrelativistic limit.

Thus the amplitude of the photoeffect is

Fyi = N@)N,0X, (6.93)

where

X=NX;;, X|=

4naZﬁp(e(2m - q) B QE — c])e)uo. 6.94)

q* q? 2mw

Recall that N; = (3° /n)l/ 2 is the value of the nonrelativistic Coulomb wave
function of the 1s electron at the origin. These equations have a clear physical mean-
ing. The amplitude X describes the process in which the electrons interact with the
nucleus only once, transferring large momentum ¢ >> 5. The first term in paren-
theses describes this interaction in the initial state, while the second corresponds to
interaction in the final state. All exchanges by small momenta f ~ n are described
by the factors Ny, N, and ® on the RHS of (6.93).

As well as in the nonrelativistic case, the amplitude turns to zero for the photon
and photoelectron moving along the same line, i.e., for # = +1. In the nonrelativistic
case, this happened because the spin of the electron was neglected, and the amplitude
was proportional to the product e - p. However, in the relativistic case, there are also
structures proportional to e[ko] and e[po]. They do not vanish for p parallel to k.
One should do some algebra of y matrices to prove the statement for the relativistic
case.

One can evaluate the factor ®, writing it as

2pn

. __ it
m), D) =7,

(6.95)

O =e ™y (E)PE); x(§) = exp (£ arctan

with ¢ = In |a/b|. Since x () ~ exp («*Z?E /w) ~ 1, we can put

O =e P, (6.96)
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Thus the amplitude depends on & in terms of the parameter £, i.e., the coefficients
of the expansion in powers of £ are numerically large. We do not carry out this
expansion, keeping the dependence on & given by (6.96).

Employing (6.94), we obtain for the angular distribution

d M F@©
dopn _ pM (4); dt = sin6de, (6.97)
dt 0w q

with 6 the angle between the directions of momenta k and p,

M) = 27 -4ma(aZ)’N,Nie ", (6.98)
and - )
_ 4mp=sin” 6 q-
F©) = T(l (- ). (6.99)

Here g> = p? + @® — 2pw cos 6. One can see that the distribution (6.99) turns to
zeroat® = 0and atf = .
Integration of (6.97) provides an expression for the cross section

oph(w) = M@E) 20 -2 (i‘ -2 (1 - ¢ In I+ 1_42))
T 4w -0 37T e+ Wi 1-Ji—¢ )
(6.100)
with
¢ = % (6.101)

In the limit 7§ <« 1, i.e., for N, =1, e~ 27§ — 1, this formula was obtained by
Sauter in the early days of quantum mechanics [11]. In the ultrarelativistic limit
E > m, the asymptotic of the cross section is

M@Z) m
dmS o’

(6.102)

Oph () =

6.3.5 [Inclusion of Higher-Order Terms

In order to increase the region of the values of Z where our calculations are valid,
we must include the higher-order terms of the expansion in powers of o Z. Also, the
angular distribution (6.97) turns to zero for the forward and backward photoemission
(sin@ = 0). Thus to obtain a nonvanishing contribution for these angles, we must
include the higher-order terms.
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The lowest-order amplitudes (LOA) (6.89) are proportional to «Z; the corre-
sponding angular distribution (6.97) is proportional to (o Z)?. The (¢ Z)? term of the
angular distribution also vanishes for sin 8 = 0, since it comes from the interference
between LOA and the term of order (« Z)2. Thus the lowest-order nonvanishing con-
tribution comes from the terms of order (& Z)? of the amplitude. Hence the amplitude
(6.85) gives the leading nonvanishing contribution and a correction of order o Z to
the angular distributions at small angles and at those close to w. It describes the
angular distribution with relative error (eZ)? at other angles.

The higher-order terms of the amplitude (6.85) can be calculated by employing
the technique developed in Sect.5.1 [12]. The last term 73 can be evaluated in the
limit » = 0. Here we employ a useful relation:

d
Flk, k) = (- %)<k1|v,~n|k>|,,:o = 2n)’5(k; — K). (6.103)

One can see thatindeed, F (k, ki) = 0, unlessk = k; while fd3kF(k1, k)/(271)3
= 1. Thus one can write

Ty = (9 VoGVolk)G (k)é. (6.104)

One can find that all the terms that compose the amplitude (6.85) contain the factors
(a/b)’¢ and 1/¢*. The amplitude can be written as

_(a s/ 2 3
T = (E) ?<ro+a2t1 + @2t + (@Z) r3), (6.105)

where 7, do not depend on «Z. The angular distribution is thus

dopy . BA(G)
ol M(é;‘)w el (6.106)

with M (&) defined by (6.98), and
A@B) = FO) +aZG®O) + (@Z)*F1(0) + (@Z2)°G, (), (6.107)
with F(0) determined by (6.99). Here F(6) comes from the square of the LOA; G
originates from interference between the LOA and the leading correction of order
aZ, etc. Employing notation introduced in (6.105), we can write
F={ypwn); G= 2Re(r1r0+); F = (tlrfL) + 2Re(rzro+); (6.108)
G| = 2Re(n1;") + 2Re(137;"),

where the angle brackets denote averaging over the electron spins.
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Now we calculate the angular distribution, including the terms up to those of
the order aZ, i.e., neglecting the contributions of the order a?>Z?. For large 6 ~ 1
(excluding those close to ), we can neglect the last two terms on the RHS of (6.107).
Employing the technique worked out in Sect. 5.2, we obtain

G@O) =

7 p?sin® 0(2_ _)(1 Lo-m q*(pm + Eq) ) (6.109)

2 2m—w mp(pg—p-q/

Note that the denominator of the last factor never turns to zero. This is because p =
Vo? +2mw > k, and thus p - q = (k* — p> — ¢?)/2 < 0. The contribution comes
from the interference between the LOA and the leading correction. Although the
latter does not vanish for 6 = 0, 7 [13], the function G () does.

Consider now the case of small angles. Recall that the functions F' and G become
zero for 8 = 0. Hence for small values of 6, the higher-order terms containing the
functions F; and G| should be included. The distribution (6.106) depends on the angle
6 in terms of the structures (ep)” and (kp)2. At small 9, the former is proportional
to 62, while the latter has a constant value. Thus as & — 0, (‘L'O‘L' y(i=1,2,3)are
proportional to 2. Hence at small § < 1, we can write F(8) = 6>f, G(0) = 0°g,
presenting

A@©) = 0*f+aZ0’g + (@Z)’Fi(0) + (@ Z)>G1(0), (6.110)

with F; = (117 Y, G, = 2Re(1:211 ).
For 2 ~ aZ, the first term on the RHS of (6.110) gives the leading contribution,
with the second and third terms providing corrections of the order « Z. Here we need

q° h
_ 2 327 _
Fi1(0) = 642 2( )[(7T ) +4d - 2a)p lnq) I h=p+ow, (6.111)

with ¢ = p — w. For smaller angles 6 ~ «Z, the first and third terms dominate on
the RHS, while the second and the fourth give a correction of order o Z. We do not
show here a complicated expression for the function G(0). However, we shall need
its ultrarelativistic limit

0.237
G,(0) ~ —Tmﬂ( o2 )) (6.112)

Analysis of the region of small angles becomes increasingly important in the
ultrarelativistic case.
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6.3.6 Ultrarelativistic Case

Now we consider the case of ultrarelativistic photoelectrons with energies E >> m.
This requires very large photon energies w >> m. In the lowest nonvanishing order
of expansion in powers of m/E, we obtain p =k, p — k = m. The momentum
transferred to the nucleus is

g =m*y* +4E%*sin®(0/2); E=w+my; y=+v1—a2Z2.  (6.113)

As we have seen, the angular distribution is proportional to ¢~*, reaching its
largest values near the lowest limit of possible variations of g. Thus we are mostly
interested in studying the region of small & ~ m/E, where ¢ is of order m? and can
be represented as

9> = GE% qf = Py +6% (6.114)

where ¢ =m/E.

We shall carry out our calculations in the lowest order of expansion in powers
of m/E [4, 14]. In this limit, the amplitude is determined by (6.74) with the photo-
electron described by the modified nonrelativistic Coulomb wave function, in which
the electron mass is replaced by its energy E. The FSM and higher corrections are
quenched by the powers of the parameter ¢ Z¢.

We begin with calculation of the angular distribution in the FSM approximation.
It is determined by (6.97), and the second term dominates in the expression (6.99)
for the function F(0). Putting y = 1 in the expression (6.114) for qlz, we obtain

d ME) %6
o ME) 07 (6.115)
dt m? q°

We must put§ = o Z in the factor M (&) defined by (6.98). The distribution obtains
the largest value at 6> = 6 = ¢2/2 = m*/2E. The cross section is determined by
the values of §2 ~ ¢2, being given by (6.102).

Inclusion of the correction of order «Z given by (6.109) modifies the shape of the
angular distribution, providing

(6.116)

dopy M) ;392 1 TaZ m
e md q° ( 2 q )

For moderate values of Z this shifts the position 8y of the peak. For & = 0 expres-
sion in parentheses on the RHS of (6.116) runs negative if Z > 74. This signals the
importance of the higher-order corrections.

The wave function (6.17) enables us to calculate the amplitude as a function of
the parameter «Z. Also, the amplitude can be calculated in all orders of expansion
in powers of «Z. Employing the exact relativistic wave function of the 1s electron
given by (6.53), we obtain
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T = eN@pk,pn); pw=v+a, (6.117)

with @, (K, 1) determined by (6.30).
This amplitude can be written as

T =é(=2p)iol,l; 1=/ NG+ +in) T (6.118)
0

z=my; y=+1—-027% o =1-—y.

However, the expressions are too complicated for actual calculations. That is why
we employ expansion in powers of «Z.
For very small angles 6 < ¢, we can put g2 = m?y?2, and obtain

d ME)E?
th - iz @ fi(@Z) + (@Z8)? fr(@Z)). (6.119)

Fig. 6.1 The angular I I T T
distribution of B3R zete

photoelectrons. The
horizontal axis is for
EO/m(W = E). The
vertical axis is the function 2=48
F = (do/dt) /oo with

o0 = 8wa(aZ) E/m3.
Reproduced from [15] with
permission of AIP 2 )
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Hence, the second term becomes important for 0 < «Z¢. Employing (6.99), (6.109),
(6.111), (6.112), and (6.118), we find that up to the terms of order o373,

fi(x) = 1 —1.57x —2.58x> + 1.49x°;  fo(x) = 0.87 — 0.37x — 0.86x>.
(6.120)
The distribution (6.120) reaches its local minimum at § = 0 if Z < 56, since
J1 > 0 for those values of Z. It changes to a peak at Z > 56, when f| runs negative.
Employing (6.119) and (6.120), one can trace the shape of the angular distribution
with variation of the nuclear charge Z [15] (Fig.6.1).

6.4 Elastic Scattering of the High Energy Photons on Atoms

6.4.1 Channels of the Process

Now we consider scattering of photons with energies w = m on an atom in which
the state of the atom does not change. If we assume the nucleus to be an infinitely
heavy particle without excited states, there are two channels of the process. Besides
the scattering of the photon on the bound electrons (Rayleigh scattering), the photon
can be scattered by the Coulomb field of the nucleus (Delbriick scattering). Roughly
speaking, the latter process can be viewed as conversion of the photon to an electron—
positron pair moving in the Coulomb field, annihilating into a photon in a further
step. Thus the amplitude of the process can be written as F' = Fg + Fp.

If we treat the nucleus as a heavy particle without internal structure, we must
include the nuclear Thomson scattering. Taking into account possible excitations of
the nucleus, we must include the nucleus resonance scattering, which can provide a
noticeable contribution if the photon energy is close to the excitation energy. Now
the amplitude of the process can be written as

F = Fr+ Fp+ Fyri + Fnr, (6.121)

with the four terms on the RHS corresponding to the amplitudes of the four channels
listed above.

6.4.2 Rayleigh Scattering

We begin by considering the process at the Bethe ridge, i.e., at ¢ ~ n = maZ. In
the lowest order of expansion in powers of « Z, the amplitude is represented by the
diagram shown in Fig. 6.2a and the diagram with permutation of the photons.
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(a) (b)
K, kK, K,

I f o f
Fig. 6.2 Feynman diagrams for the Rayleigh scattering on the bound electron. The helix lines are
for the photons. The solid lines denote the electrons. The dark blobs in (a) and (b) are for the

Coulomb field of the nucleus. The dashed line in (b) shows the interaction between the nucleus and
the intermediate-state electron, i.e., the lowest-order correction to the free electron propagator

The propagators are those of the free motion, and we can write for any two-photon
process [16]

&yf -
Fr=Fit+ (o2 Fiz—No)N@) / ﬁwf(f)é;c;(m, £+ ko)ér i — q):
(6.122)

q=k; —kj,

where G is the Green function of the free Dirac equation, and p% = (v, + E,)?* —
m?. The amplitude Fg(1 < 2) corresponds to permutation of the two photons. It
can be obtained by the replacement k; «— —kj, v <— —w», €| <— €5 in the
amplitude F“. In the case of Rayleigh scattering, ¥y = ¥; and w; = w, = . We
focus on the case of a 1s electron with ¥ r = y; = .

In the lowest order of expansion in powers of «Z the small momentum f ~ n
should be neglected in the propagators. After a simple calculation, we find that at
q ~ 1, which determines the cross section, the nonrelativistic equation (5.95) is true
for the relativistic case as well for any binding field. In the special case of the ls
electron in the Coulomb field, we obtain (5.96).

For the calculation that includes terms of order « Z, it is sufficient to calculate the
amplitude F“ with the wave functions taken in the FSM approximation. The lowest
Coulomb correction to the Green function, see Fig. 6.2b, provides a contribution of
the order o> Z?. To prove the statement, we include this contribution in the amplitude.
Now

Fp = Fo+F2 4+ (1 < 2), (6.123)

with the term F/ g containing the Coulomb correction to the propagator. We can write

Bf s

ny @y P OBEC(PL I H ko) % (6.124)

Fb = ozZN(a)l)N(a)z)/

G(p1,t+k —s)ey;(f—q—s).
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The amplitude F }3 contains an additional integral over s, which is saturated at
s ~ n. Thus we can put G(p;, f + k, — s) = G(py, k»), yielding

&dF -
F} = N(o)N(w2) 'OlZ/ #KM(D%G(M, f+ k)G (p1, ke x (6.125)

/ LIRS )
—— Vo) i (f —q —s).
2n) 0 q

Considering the scattering on the 1s state (one can easily generalize for any bound
state), we see that the amplitude F” differs from the amplitude F¢ by replacement
of the function ¥, (f — q) in the integrand by

d3
t(f —q) = —aZnG(p1. k) / #VO(S)wi f-q-9= (6.120)

= —aZyG(p1, k) Ni{q|Viylf).
Since f ~ n, we can estimate for w ~ m,

Fb 2
R4 (6.127)
Fy m?

Note that we did not make any assumptions on the value of ¢. At the Bethe ridge,
where ¢ ~ 1, we have indeed F?/F® ~ o*>Z>.

Now we calculate the amplitude on the Bethe ridge, taking into account the terms
of the order &> Z2. The wave function of the Ls electron that includes the > Z? terms is
given by (6.53), with operator I'), defined by (6.55), where we can put I, = —9/9n
in the second term on the RHS. Including also the terms of order g2/m? in the
amplitude F§, we obtain for one electron in the 1s state,

e - et 2 olkiky] 77
Fr= 0N ras (1 2 i T T ) 6028)
m 4m 2mw 2
2 2
fl@) = (m); A=2n ©=w =o.

Here x, » are the Pauli spinors,

2 )L2 2 _)\‘2
k(g) = InZ ; —i—q ) arctan% (6.129)

Note that f(g) in (6.128) is the nonrelativistic form factor defined by (5.95). If
there are two electrons in the K shell, we must sum the amplitude (6.128) for both
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electrons. The term containing the Pauli matrix vanishes, since the electrons compose
the state with spin S = 0.

Now we can calculate the angular distribution for small values of the angle 6
between directions of the photon momenta k; and k. For a single electron in the 1s
state we obtain

dU 2 2

2 = nr(i- - L e ze), (6.130)
where q2 = w?62. For two electrons in the K shell,

do_ 2 2

= = 4r3f2(q)(1 —%—%—I—azZzK(q)). (6.131)

Here we replaced the characteristic factor 1 + cos” @ by 2 — g% /w?. Both equa-
tions describe the distribution for 0 < n/w < 1.

We turn now to the kinematic region outside the Bethe ridge, i.e.,g ~ @ > n.In
the amplitude F7, a large momentum ¢ is transferred to the nucleus by the initial-
state or final-state electron. In the former case, the integral over f is saturated at
f ~ n, while in the latter case, it is dominated by large f ~ q, with |f — q| ~ n. In
the amplitude F5, a large momentum is transferred to the nucleus in the propagator,
and the integral over s is dominated by large s &~ q, with |s 4+ q| ~ 1. Since the
angular distribution at these values of ¢ is much smaller than in the region of small
g, we carry out calculations in the lowest order of expansion in powers of «?Z>. For
one electron in the K shell, we obtain

167’4 . . q2 q2 .
Fr = NZ(w)m—q4x2 {(el ~e2)[1 - %(1 —|—n1n2)] + @(el ‘m)(e; -mp) +
+ o[ eolee) + @ - wan |} (6.132)

Heren; = Kk;/w,u=n; —ny, w =ny(e; - €3) +my(e; - ;) —ej(e; - m) —e;(e; -
l’ll).
For two electrons in the K shell,

F =2N2(a))£n4{(e ~e*)[1—q—2(1+nn)]+q—2(e -n)(e*.n)}
R ma® 1€ B2 1y g2 &1 M) (& - n)y.
(6.133)
The angular distribution for the closed K shell at 6 > n/w is
do 29’,2778 5]2 5]2
— = (14— =1 - =)A +1)?). 6.134
a2 pe (1+ a0 T gt ?) (6134

Here qz(t) =2w*(1 — 1), t = cos®b. Combining this equation with (6.131), we
can write an expression for the angular distribution that is valid for all values of 8
for the closed K shell:



142 6 The Coulomb Field. Relativistic Case

do 2 02 2 2,2 q’
T = @+ (14?2 (g) — 15 (1

2 2
g (1+1) )
———)—). (6.135
8m2) 14172 ( )
The cross section is dominated by small 6 < n/w (g < n). The region of 6 ~ 1
(g ~ w) contributes to the correction of order (o Z )6, Up to the terms of order > Z2,
we obtain for one electron in the 1s state,

2 2 2
B am’ 2,2, _3m7 _m”
o1 = orp(aZ) 2w2(1 + a2 (z — wz))’ (6.136)
while for the closed K shell,
2 2 2
_ 2 25,2(2 317 _m”
0 = 2074(@2) (1+a z (3 - w2))' (6.137)

Here o), = 871re2 /3 is the Thomson cross section; see (5.99). Note that the rela-
tivistic effects strongly diminish the value of o} ;. At @ = m =~ 500keV, the expres-
sion in parentheses on the RHS of (6.137) becomes of order a*Z* for Z = 85. As
we have seen, in the lowest approximation, the ratio of cross sections of elastic scat-
tering on the atom with one and two electrons | and o is just r = 0, /0| = 4. The
spin-dependent terms that manifest themselves in the contributions of the order o*> Z>
lead to deviations from this law.

Note that (6.132) and (6.133) can be employed for investigation of the polarization
effects in the elastic scattering of the photons on atoms. Experiments in which polar-
ization of both incident and scattered photons is fixed have recently been planned
[17, 18].

6.4.3 Delbriick Scattering

The photon can undergo elastic scattering in the Coulomb field of the nucleus; see
Fig.5.2. The process requires at least two interactions with the nucleus, since the sum
of the diagrams with an odd number of interactions vanishes. The latter statement is
known as Furry theorem [1]. Thus the amplitude can be written as

Fp = N'w)@z)?- 2%

@, q) tin, q), (6.138)

where a, , are real. The amplitude a,(w, 0) (g = 0 at & = 0) is related to the cross
section of creation of e™e™ pairs in the Coulomb field.

If we include both the Rayleigh and Delbriick mechanisms, the amplitude is given
by F = Fr + Fp. The angular distribution is

do _ dog +d0int +dUD (6.139)
dQ — de ' de 42’ '
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with the first and last terms standing for purely Rayleigh and Delbriick contributions,
while the second term describes their interference. At small g ~ 5, the first term on
the RHS is described by (6.131), while

daint
ds2

= 4rX(@2)* f(@)ai(,0), (6.140)

thus contributing to the corrections of order «?Z? in the angular distribution. The
role of the interference term increases at w >> m, since a; ~ w/m at these energies.

Inclusion of the interference terms (6.140) modifies the distributions (6.136) and
(6.137) [19]:

2 2 2
_ , m 21 37 m
o1 = orn(@Z) m[l t+a2Z (8 o +6a1(a),0))], (6.141)
while for the closed K shell,
2 2 3 2 2
o = 20m(@Z)? 2| 1 +a2Z2(— ST 30, 0)) . (6.142)
w? 3 16 w?
The function a;(w, 0) was calculated in [20].
In the ultrarelativistic limit @ > m,
7 w m
a(@,0) = =2 1+0(—) : (6.143)
18 m w

and the interference terms determine the corrections of order o:? Z2.

At large g ~ w, the three terms on the RHS of (6.139) are of respective orders
r2@Z)® -m*/o*, r2(aZ)® - m?/w?, and r?(«Z)*, with domination of the Delbriick
scattering.

6.4.4 Scattering on the Nucleus

In the first step, we treat the nucleus as a single free particle with the charge ¢’ = ¢Z
and mass M = Amy, where A is the atomic number. Recall that the nucleon mass
is my ~ 940MeV. Such a target, which may also have the anomalous magnetic
moment [ 4, can be described by the Dirac equation

A ] dA, 0A
(ﬁ+e,A_M_i/LAUMUFuv)w:0; Fuv:__ M-
2 dax,  0x,

(6.144)

The anomalous magnetic moment is caused by the strong interactions. We can
employ this equation to describe the photon scattering on the nuclei. In any case, for
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the photon energies w << M (even for hydrogen, this means w < 1 GeV), the spin
terms are not important [21], and we arrive at the Thomson amplitude

N*(w)Z?
F = —e -&§—— 6.145
NTh 1-€; Amy ( )
which provides the cross section
m?>  Zz*
ONTh = OTh" —5 " 773+ (6.146)
my A

For the photon energies w close to the excitation energy of the nucleon E,, the
amplitude contains the characteristic factor (E, — @ — iI"/2)~', with I" the width
of the excited state. Thus the amplitude is enhanced at |w — E,| < I'. The process is
called nuclear resonant scattering. Its cross section has the Breit—Wigner shape. For
the dipole excitations we obtain, neglecting the Thomson scattering and including
only one channel of decay,

. r (6.147)
0w (E,—w)?+ 247 '

ONR

6.4.5 Isolation of Partial Contributions

The angular distribution of the Rayleigh scattering has a sharp peak at small angles.
Its contribution is easily isolated in a number of experiments [22].

It follows from the analysis presented above that at large angles 6 > n/w, the
process is the interplay of the Delbriick scattering and nuclear Thomson scattering.
The amplitudes describing these two mechanisms behave with Z in the same way.
The amplitude of the Thomson scattering is also proportional to 1/A. Thus the role
of the Thomson scattering increases at small values of the atomic number A. This is
supported by the results of the experiment [23] on elastic scattering of photons with
energy w = 1.6MeV by the light nuclei H, Li, C, and Al. The results are in very
good agreement with those predicted by (6.146); see Fig.6.3.

At large angles, the Delbriick scattering dominates for heavier atoms. The results
for scattering of photons carrying energy @ = 1.33MeV on the nucleus ?%®Pb (Z =
82) [22] are presented in Fig. 6.4. They demonstrate that inclusion of the contribution
of the Delbriick scattering is necessary to obtain agreement between experimental
and theoretical results at 6 > 90 deg.

It is instructive to look at the results on small-angle scattering of photons with
energy @ = 7278keV on 2%Pb presented in Table6.1 [24]. Calculating the dis-
tribution Xg = do/d$2, corresponding to superposition of the Rayleigh and Del-
briick scattering (the nuclear Thomson amplitude is small), we find the discrepancy
between the experimental data and theoretical results. Inclusion of the contribution
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Fig. 6.3 Dependence of the elastic scattering differential cross section at angle 124° for 1.6-MeV
gamma rays on the value of nuclear charge Z. The open circles are ratios of the measured cross
sections to the classical Thomson cross section. Reproduced from [23] with permission of AIP

of the nuclear resonant scattering (E, = 7.28 MeV) X yr and its interference with
the Rayleigh and Delbriick amplitudes X;yr provides Xy = Xs + Xyr + Xin7,
which is close to the experimental value Xgxp.

6.5 Compton Scattering

6.5.1 General Relations

Now a photon with energy w, is absorbed by a bound electron in 1s state. There is
a scattered photon with energy w, as well as the continuum electron with energy E
in the final state. The energies of the particles participating in the process are bound

by the condition
w1 + El‘y = Wy + E. (6148)
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Fig. 6.4 Theoretical values for the angular distribution of elastic photon scattering on Pb at
1.33MeV with and without inclusion of Delbriick scattering (D) compared with experimental data.
Here NT and NR are for the nuclear Thomson scattering and nuclear resonant scattering respec-
tively. The experiment clearly indicates that the Delbriick amplitudes must be included to obtain
satisfactory agreement. Reproduced from [22] with permission of Elsevier Publishing

Table 6.1 Role of nuclear resonant scattering in the elastic scattering of a photon with energy
w = 7278keV on the nucleus of lead

X inmb/sr 0 =1.0dg 0 =1.7dg
Xs 920 244

XNR 347 347

XINT 182 105

Xr 1449 696
Xexp 1490 £+ 80 663 £ 30

Reproduced from [24] with permission of AIP
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The nucleus transfers momentum q to the electrons, and
ki+q=p+ks, (6.149)

with photon momenta k; and electron momentum p. The differential cross section
of the process can be written as

dp Pl

do = |F|?dr; dI’ =276 Ey—aw—E) —— . —=.
o =|F| wd(w) + Eiy — w0y — E) 2y 2n)

(6.150)

As usually, the overbar indicates that averaging over polarizations in the initial
state and summation over those in the final state are carried out. Multiplying by
§(k; —ky — p + q)d3g, we can write the phase volume in (6.150) as

d’q
dl' = dIy- ——, 6.151
0" @n) ( )
where

dly = 2n)*8(w; + E E)-8(k; —k + )d3p &hy

= w s—w —E)- -k, — - .=

0 1 1 2 1 2—PT(q Qn)y  (n)
(6.152)

is the phase volume for Compton scattering on the free electron.

We shall focus on Compton scattering on the 1s electron. Similar calculations
can be carried out for other states in the Coulomb field by employing the technique
described in Sect.5.2. We discuss also features of the process that are common for
the process on the bound state in any field.

6.5.2 Lowest Order Calculations on the Bethe Ridge

We begin with analysis of the process on the Bethe ridge, i.e., in the kinematic
region where the recoil momentum can be made small, g < 1 [25]. The energies of
the outgoing particles are limited by the conditions

w1 w1

<Y s Y (6.153)
1 +m/2w, 1 +2w;/m

e =F—m

Thus the electron energy cannot be too large, while the photon energy cannot be
too small. Note that in the process on the free electrons the energy w, is determined
by the scattering angle 6 between momenta k; and k;:

w1

wy = W0 I+ o (l—0)/m cos ( )
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Consider first ejection of relatively slow electrons with momentum p < n =
maZ, and thus ¢ < Iz. We find that on the Bethe ridge, w%(l -1 =< 772 in this
case. Thus for ¢ ~ I, the Bethe ridge corresponds to the small scattering angles of
outgoing photons:

0 < —.aZ. (6.155)

Also, the energies w, may differ from wy by values of the order ma?Z>.

Since at p < 7, the condition g < 5 corresponds to x < n with k = k; — kj, we
can use the results obtained for Rayleigh scattering. The amplitude of the process,
which is valid for all values of kinematic variables, is presented by (6.122)—(6.125),
where v is the Coulomb continuum function vr,. On the Bethe ridge, the amplitude
F? provides a correction of order &> Z%. Thus in the lowest order of o Z expansion,

e -e; d
F=F'1(1o2)=—""2 N(w)N(w)ipW(p, )uo;  W(p, k) = —NpN1%¢p(K, .
(6.156)
Direct calculation provides
3 | i . .
~ Lo, =8n("( L2 ’5(””7))-@, 6.157)
on a? ab

with a = (k — p)> + %, b =« — (p +in)?, while @ is defined by (6.90). It can
be written as '
O = PE)EML, @) = Ml (6.158)

For the distributions of slow electrons at the Bethe ridge, we obtain

4o gy PE wi? (6.159)
dawrd2d2, ¢ o Qn)3’ '
with £2, the solid angle of the ejected electron. Note that |W|? contains the fac-
tor |@|> = exp (2£ argh), where b = b; — 2inp, with b; = k> — p*> + n*. Thus
argb = —arctan 2np/b,) for by > 0, while argb = —m + arctan (2np/|b;|) for
b; < 0. After some algebra, we obtain

2_ 2 2
argh = _z +arctan(u) (6.160)
2 2np
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and

K2—p2+n2)

(6.161)
2np

|OF = exp(—m&)exp 26)); x = arctan

The dependence on the angular variables of the ejected electron is contained only
in the parameter a; (6.157). Carrying out this integration and taking into account that
(6.159) is true for small 6 and p < n, we obtain

do 5 285U+ mnbwak®(p* +3k* + 1) exp (—m&) exp (26 x)
— =T7r, - : s
dtdw, © Bao[(p — )2+ 0?Plp + 1>+ 1P 1 —exp (—27&)

(6.162)

whichis true forall w; 3> I. Further evaluation of this expression requires numerical
computations.

Now we turn to the case in which the outgoing electron carries large momentum
p Z m > n, and thus the energy € = m. Analysis similar to that carried out above
for the slow electrons shows that F”/F?® ~ ¢?/m?, and thus in the lowest orders of
o Z series, it is sufficient to put F = F¢ 4 (1 < 2), with

df -
F = —N(w1)N(wz)/ ﬁl/fp(f)éE‘G(pu f+ko)eip,(f —)ug,  (6.163)

where ¥k = k; — ky, G is the Green function of the free Dirac equation, and pf =
(w1 + E15)* — m?. Of course, if ¢, (f) is the plane wave, we obtain immediately

F = Foyi(@), (6.164)

with Fy the amplitude of the Compton scattering on the free electron at rest. This is
true for every bound state in any field.

Hence, the energy distribution at the Bethe ridge is equal to that of the Compton
scattering on the free electron at rest,

do _ doy (6.165)
da)z - da)z ’ )
and also for the total cross section,
o(w) = og(wy) . (6.166)

Thus the cross section of the Compton scattering on a bound electron is equal to
that on the free electron.

The characteristics of the free process are usually presented in books on quantum
electrodynamics; see, e.g., [1]. The energy distribution is known to be
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don _ 2722 oo, @9), (6.167)
dw, oh
with
1 w1
Jfolwr, w2) = 5[— + = 2(— — —) + (— — —) ] (6.168)
w7 w1
The total cross section is
_ L+8280+8) 1n(1+2,3)_ 1438
ooten) = 2mr?[ o (i — 1 +28)) + e - ]
(6.169)
B=w/mAtw; >m
o(w) = 7r —(1 2o, 1) (6.170)
m 2

In order to estimate the accuracy of (6.165) and (6.166) and to find the leading-
order corrections, we calculate the amplitude with the Coulomb functions of both
initial and final states. This enables us to include the @ Z and o> Z? terms in the next
steps. Also, we shall be able to trace dependence on the parameter 7 &, which we do
not necessarily assume to be small.

Since the integral on the RHS of (6.163) is saturated by |f — k| < n K p, we
can put G(p;, f +ky) = G(py, k) in the integrand for the lowest-order term of
expansion in powers of « Z. This provides

F = FZW(p, k), (6.171)

with W (p, k) defined by (6.156). However, now we must include only the lowest-
order term of the expansion in powers of &. Thus

N|N,®
Wi ko) = 817 a = e p) (6.172)
and
do . dog 8 w1 mn’

- = - . = "1 N2 O' A=k —p. 6.173
da)zdt dt 3 w0k (A2+T)2)3 P | | “ P ( )

Note that )
do w
&0 27 2

o p So(wr, w) , (6.174)
1
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with wyo(#) determined by (6.154), is the angular distribution of the Compton scat-
tering on the free electron. The distribution (6.173) reaches its largest values at
A~n<KLp,k. Itpeaksat A =0.

As expected, (6.171) turns into (6.164) for the 1s state of the Coulomb field if
we put N, =1, ® = 1. We have kept these factors, since they include dependence
on the parameter 7 &, which is not assumed to be small. Employing (6.161) and also
writing

2w &

2
2 S s g2 4
Np = 1 —exp(=2m&) e (1 6 £+ 0EY), (6.175)

we find that

202 _ _jT_z 2
N2O? = exp(2.§x)(1 — ) (6.176)

In the vicinity of the center of the peak where |A| < I, ~ ma?Z?, we can put
x =n/2p, and

2
N2O> = 1+ (% - %)52 T OEY. 6.177)

While we neglect terms of order o Z, we can put N; ©®? = 1 onthe RHS of (6.173).

As we shall see, the region of large recoil momenta g >> n provides contributions
of order a* Z* to the differential and total cross sections. Thus the leading corrections
to (6.164), (6.165), and (6.166) come from more accurate calculations at the Bethe
ridge.

6.5.3 Inclusion of Higher Order Terms on the Bethe Ridge

Now we carry out more accurate calculations on the Bethe ridge. We begin with
calculation of the terms of order aZ. Since the amplitude F provides a correction
of the order &> Z?, we have still F = F“. The wave functions ¢, and g}, on the RHS
of (6.163) should be taken in the FSM approximation, and only the corrections of
order & should be included in the expansion of F*.

Omitting the intermediate steps of the calculation (they are presented in [25]), we
write the angular distribution

do doy 8 (1+yA/m) (6.178)
= — m). .
dandA — dwy 3 (A24pp 7

The parameter y can be expressed in terms of the function f; defined by (6.168).
We define also
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0 , 1 2
Fior, wy) = o 001 @) _1Tor o _m(l Lm ﬂ) (6.179)
dwq 2| wy w1 wq w1 (2]
and 3o )
w1, W,
oo, wp) = wzu = fi(w) <& —wy). (6.180)

80)2
With this notation,

3E  ki-kfi  ky-kfs
2p CL)]Kf() szf() '

y = (6.181)

The peak of the distribution do /dw,dt is reached at wy, = wy + dw,, where

> E E-
7. w2°[1+2 "

12m  mw; E

m fi E_ f
14+ — LA Zy. 2
( PO+ ) fo)},
(6.182)

(Sa)z =

with an error of order «2Z2. In (6.182), we have f; = f; (w1, wa).
This equation can be simplified in special cases. For example, if w; < m, we

obtain
2

Swy = —1— 1+ﬂ(1—t)+0(w—%) . (6.183)
12m m m?

In the ultrarelativistic case, w; >> m, and if also w,g > E, we obtain

n* 3E —2m
dwy = —+ — - (1
12m m

E—m 3E—4m
w1 3E —2m

E2
+ O(w—%)). (6.184)

The term proportional to y A /m on the RHS of (6.178) vanishes after one inte-
gration of the distribution. Thus there are no «Z corrections to (6.165) and (6.166)

Consider now corrections of the order o> Z?. Now F = F® 4 F"_In the amplitude
F“, we must take the relativistic functions ¢, and ¢, up to terms of the order o?Z?,
following the approach developed in Sect. 5.2.1. As we have seen, the amplitude F?
is «>Z? times smaller than F“. It can be calculated in the lowest order of expansion
in powers of £. Thus Fj can be described by (6.125):

F? = aZN(0)N(@)iip&;G(p1, p + k)G (p1, ka)éjuot (k); (6.185)

(x) / L e —s) =
k) = | —=V@®)pis(k —s) = ——.
Qmys O K2+ n?

The rather complicated final expressions for the distributions and for the shift dw,
are given in [25]. We present only the angular and energy distributions in the limit
w1 > m and the high-energy asymptotics of the cross section. For 8 > /n/w;, we
have
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Fig. 6.5 Function F(w)

F
defined by (6.188) [26] ! "
IL L | |
4 4 5:9 w, /m
-’f-
.zn—.
do  doy - 5 5t m
—=—-q VA ,1); ,)=In2— - ——+ 0(—),
=g (e fl@1,1); flor, 1) =1In T (wl)
(6.186)

while the energy distribution is

A0 _ A% (4 P2 f @10 flonw) =2 -2 42 M@ 5y
dowy dw 2 6 w1 w i
(6.187)
For the total cross section, we obtain
o(@) = op(w) - (1+a’ZF(wy)), (6.188)
with the function F(w;) shown in Fig.6.5. Its high-energy asymptotic is
5
F(w) = an—E%—l.Sl, (6.189)

with errors of order (Inw;/m)~!. Note that for Z = 92, the high-energy limit of
the expression 1 + a?Z%F (w;) becomes of order «*Z*, and the higher-order terms
should be calculated.

6.5.4 Outside the Bethe Ridge

As we shall see, here it is convenient to analyze the distribution of the ejected electrons
rather than that of the scattered photons. On the Bethe ridge, the energies of the
ejected electrons are limited by condition (6.153). In the free process, the angle 6,
between the direction of the electron momentum and that of the incoming photon is
determined by the relation

o= cosf, =f= St (6.190)
pwi

Thus on the Bethe ridge, |t, — o] < n/w; < 1.
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Consider now the case in which the energy of the ejected electron is limited by the
condition (6.153), but the scattering angle differs from that determined by (6.190) by
values larger than a small value 1/w, . This requires a large recoil momentum g > 7.
Following the theory developed in Sect. 4.1, the process can be viewed as consisting
of two steps. In the first step, Compton scattering with small recoil momentum of
order n takes place. It is followed by scattering of the ejected electron on the nucleus
in which a large momentum g >> 5 is transferred. In other words, the Compton
effect with the scattering angle of the electron determined by (6.190) is followed
by scattering on the nuclei, which leads to additional rotation of the electron linear
momentum. The triple differential cross section takes the form (see (4.49))

d d R(A) d
o _ do R doen(®) (6.191)
dedqgdk de 2 dq
Recall that
N} . . 2 n’
R(A) = m, A =k—p, Nj = gl (6.192)

while o,y is the cross section of the electron scattering on the nucleus. The vicinity
of the surplus of the distribution determines the double differential cross sections

do _ n*  doy doey(e) do _ > doy do.n(e) (6.193)
dedg 27  de dg ° ded2, 2m de ., '

Since do,y (&) /d 2, is proportional to o> Z2, this mechanism provides corrections
of order a* Z* to the energy distribution in the interval determined by (6.153) and to
the total cross section.

At larger electron energies outside the interval (6.153), a large momentum ¢ can
be transferred to the nucleus by the electron in the initial, intermediate, or final
state. All these contributions are of the same order of magnitude. Since & < 1,
interaction of the outgoing electron with the nucleus can be treated perturbatively.
However, in agreement with the analysis carried out in Sect. 3.1, the plane wave and
the lowest-order Coulomb correction provide contributions of the same order. These
contributions make up the two terms in the expression for the amplitude F¢ in the
lowest order of expansion in powers of £ and « Z:

_aZN(a)l)N(a)z)N1 o

F = pr up€sG(p1, ko)éjuo+ (6.194)

o ZN(w1)N(w2)Ny _ N N
1q2 2L iy G (p2. K)&G (pr, Kp)éyuo.

The amplitudeis F = F¢ + F? + (1 <> 2), with F? describing exchange by hard
momentum ¢ 3> n with the nucleus in the intermediate state
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_ aZN(w)N(w)N,

b
F po

up€2G(p1, ki + QoG (p1, Kki)ejug . (6.195)

Due to the common factor Nyn ~ («Z)*? in the amplitudes F¢ and F?, the part of
the spectrum outside the interval (6.153) provides a contribution to the cross section
of order a®Z°.
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Chapter 7
Photoionization of Atoms

Abstract We show that in the high-energy nonrelativistic limit the leading devia-
tions of the energy dependence of the bound-states photoionization cross sections
from the asymptotic laws are described by the same factor (called the Stobbe factor).
The Stobbe factor cancels in the cross section ratios, making possible an asymptotic
analysis. We demonstrate that the variety of forms of electron—photon interactions
is connected with the gauge invariance of quantum electrodynamics. We show that
the asymptotics for photoionization of s states can be calculated by employing the
plane waves in the velocity form for the electron—photon interaction. In the length
form one should include also the lowest nonvanishing term of interaction between
the photoelectron and the nucleus. The latter should be included in calculations
of the asymptotics for ionization of states with £ # 0 in both forms. We analyze
the Thomas—Reiche—Kuhn sum rules for the case of a nonlocal field. We carry out
asymptotic analysis also for the relativistic case. We present the method of inclusion
of screening corrections for the relativistic case near the threshold and far away from
it. We demonstrate that inclusion of correlations beyond the independent particle
approximation (IPA) in the framework of the perturbative approach developed in
Chap. 3 enables us to remove the discrepancy between the experimental data and
the results of IPA calculations. We show also how inclusion of IPA breaking effects
changes the asymptotic behavior of the photoionization cross sections.

7.1 High-Energy Nonrelativistic Asymptotics

Here we assume that the atomic electrons move in a certain central field V. The
electron single-particle wave functions describing the states of the discrete and con-
tinuum spectra are respectively V¢, and vrp.
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7.1.1 Ionization of s States

The amplitude is given by (5.69) and (5.70) with v; describing an s state. We consider
the limit p >, with u;, = (2m1,)"/? the averaged momentum of the bound state.
Thus in our limit, € > I,.

A large momentum q = k — p & —p, ¢ > [, should be transferred to the
nucleus. As we demonstrated in Sect.2.1.4, the transfer of a large momentum can
be treated perturbatively. The ion accepts the large recoil momentum from either the
initial or ejected electron. To investigate the relative role of the two mechanisms, we
include the two lowest-order terms of the perturbative series of the photoelectron
wave function:

Wl = W1+ W 1=l W1 = @ IVG = (pIVG.  (71.1)
The amplitude of the photoionization can be written as
F=Fy+F; F=N@{WPlylvi); k=01 (7.2)

Here v, is the wave function of the bound electron, y = e - f/m is the vertex of the
electron—photon interaction in the nonrelativistic approximation, e is the polarization
vector of the absorbed photon, e - k = 0. Recall that N (w) = (4mwa/2w)'/%.

We find immediately that

e .
Fo = ZEN@) 4i(p). (7.3)
The general analysis carried out in (2.4) provides v; (p) ~ p~*.
We can write also

Fi=Nw)J; J=

= W(pIVGIf)

> f e-f
— (E1). (7.4
m
Here a large momentum is transferred to the nucleus by the outgoing electron, and
J is saturated at f ~ u;. Now we write

BIVGID) = V(p—H— (1.5)

p =Vp-f)h——. .
pr— f2

Since the interaction with a large transferred momentum |p — f| > u;, is dominated

by that with the nucleus (see (2.4)), we can estimate V ~ —4xaZ/(p—f )2, At large

f > wup, the wave function (f|;) is quenched by a factor M‘b‘ /f*. Thus the integral

J is saturated by f ~ u,. Expanding

Vip—1f) ~ V(p)(1+2pf/p?), (7.6)
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we see that the second term is needed to obtain a nonvanishing value. This is because
the ejected electron carries angular momentum ¢ = 1, and the corresponding partial
wave is needed. Note that we cannot calculate the amplitude F) in such a way,
since the integral J diverges after evaluation (7.6). A rigorous calculation requires
knowledge of the shape of the wave function v; (f). However, we can make an order-
of-magnitude estimate. Integration over the region f ~ w; provides F; ~ Fo,u% /P2,
and the amplitude is dominated by the contribution F. Hence we can put F = Fj.

This has a simple explanation. In the amplitude Fj, the initial electron transfers
a large momentum ¢ to the nucleus, while in the amplitude F}, the photoelectron
does it. In both cases, the wave functions are quenched at large g. This corresponds
to a small probability of approaching the nucleus. The photoelectron carries orbital
momentum £ = 1, with the wave function obtaining an additional factor ¢. That is
why the quenching of the amplitude F; appears to be stronger.

Now we write

F = uN(a))/d3re_ip'r1/f(r). (1.7)
m

Here and below we omit the index i of the function ;. Since the integral is dominated
by small r ~ 1/u,, we can expand the initial-state wave function near the origin
Y (r) = ¥ (0) + ry’(0). Multiplying the integrand by e=*"|,_o, we calculate

F= 2PNy -vo) [dre i as)
Since
/ dre”PT = (ngj:—/\xzy’ (7.9)
we obtain
F o —Z—I)'N(@%L;(O)’ (7.10)

or, employing the first Kato condition ¥'(0) = —ny(0), see (4.77),

—87”71/:(0); =maZ. (7.11)

F=2P Nw)
m

Thus the angular distribution of a photoelectron knocked out from 1s state aver-
aged over the polarizations of the photon is

do _3(1—1°) Ay _ G2 POL 7.12)
a4 o ThT Ty e e '
witht = k - p/kp. The cross section is
Als
o(w) —n (7.13)
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Note also the expression for Ay in terms of the radial wave function R;(r) =

X(r) = NAm Y, (r):

472 5 1x (O
Als = 3 o ((XZ) m3/2 .

(7.14)

For an s state, the value | (0)|? can be expressed in terms of the potential V (r):
2 m ’
YO = Z—WIVII/f). (7.15)
T
To prove the statement, we set ¥ (r) = R(r)/~/4m, i.e., R(r) is the radial part of the

wave function, and we introduce u(r) = r R(r). We now multiply both sides of the

wave equation
—u"(r) = 2m(sp, — V())u(r) (7.16)

by the function u’(r) and integrate over r. Evaluation of the LHS provides

* " ’ 1 * 2 / 1 2 1 2 2
—/ dru”(ru(r) = ——/ dru”(r)]' = —su”("lg” = 5 IRO)" = 27 y~(0).
0 2 Jo 2 2

(7.17)
On the other hand, evaluation of the RHS leads to
Zm/dr(sb —Vr))umu'(r) = m/dr(eb — V()W)
0 0
= m/drV/(r)uz(r) = m/d3rV’(r)w2(r), (7.18)
0

proving the relation (7.15).

7.1.2 Ionization of States with £ # 0

One can expect that the amplitude obtains an additional factor p~—*. This is because
the wave functions behave as r* at » — 0, while the distances r ~ 1/ p are important.
We demonstrate how this happens, beginning with the case £ = 1.

The wave function of the bound state with orbital momentum ¢ = 1 and its
projection m can be written as

3
Ynim (0) =/ —rmX () R (r) =rx(r); - x(0) #0. (7.19)
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We denote the amplitude describing photoionization of the state n, 1, m by F,,. In

the first step, we neglect the interaction of the photoelectron with the residual ion.
We obtain, similar to (7.3),

3 e- .
Fuo = | — P N(w) / Prrne Ty (r) . (7.20)
47 m

Since r,,e PT = (Vp)me’ip'r, we obtain, after integration by parts,

87 x'(0)
Fao = =iy = —N(w)(V,,)m-X— (7.21)
and finally
3 m
Fro = —i] 2 &P (g 267X O (7.22)
4 6
T m p

Here we employed the Kato condition x’(0) = —nx(0)/2; see (4.79). Thus indeed,
the amplitude F for the ionization of p states is of order 1/p°. Compared with the
amplitude for s states, it contains an additional factor of order 1/p.

Now we include the first-order correction to the wave function of the photoelectron
caused by interaction with the residual ion. Recall that interactions of a photoelec-
tron with bound electrons followed by the transfer of a large momentum g > u,;
with the bound electrons are quenched by additional powers of 1/g =~ 1/p. Thus
we must include only interactions with the nucleus. To calculate the corresponding
contribution to the amplitude F,,;, we employ the Fourier transform of the function

(7.19),
/3
T

and write, similar to (7.4),

.13 43 e-f
Fu =l\/EN(w)J1: Ji :/#<p|VG|f>7(Vf)mX(f)- (7.24)

In integration by parts, the action of operator V; on the matrix element (p|V G|f)
provides additional powers of p in the denominator. The corresponding terms should
be neglected in the asymptotics. Thus we obtain

& f x(f)
Gy RIVGINZE (7.25)

J o= —

Here we can put (p|VGI|f) = (p|VG|0) = 2mV (p)/p>. This happens because
the ejected electron can carry angular momentum ¢ = 0. At large p, we can put
V(p) = —4maZ/p?, obtaining
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4 p

m
Thus F,,; ~ 1/p*is of the same order as F, and should be included in the asymptotics
Fn = Fuo+ Fur . (727)

At first glance, this looks a little bit unexpected, since in a process with small
transferred momentum g ~ w;, one would expect the Coulomb correction to be &
times smaller than the contribution of the plane wave. However, in the high-energy
photoionization, a large momentum g >> u, is transferred to the nucleus. In the
amplitude Fjy, the photoelectron does not interact with the nucleus, and the momen-
tum ¢ is transferred by the bound electron. Thus the amplitude contains the fac-
tor ¥ (q), corresponding to small distances from the nucleus. In the amplitude F7,
momentum ¢ is transferred by the photoelectron. This also provides a small factor.
However, the bound-state wave function enters the amplitude F; with small momen-
tum f ~ wp. Thus the bound electron remains on the distances » ~ 1/, where
its density obtains the largest values, and | (f)| > |¥(q)|. Due to the interplay of
these factors, the amplitudes F and F; become of the same order of magnitude.

Note that the angular distribution related to one electron in the 2p state,

d Fono + F1”
fo _ " 2 | Fno + Fni i (7.28)
as2 (2m)? 3

is isotropic, since the sum Zm |F\o + Fi|* does not contain angular dependence.
A simple way to see this is to choose the direction of the photon polarization as the
axis of quantization of the angular momentum, i.e., e,, = ed,,9. Direct calculation
(we ignore the common factor i in the amplitudes F,,o and F,,;) demonstrates that
> (F2042Fu0F,) = 0,andthus >, |F,,|> = >, | F,u1|?, which does not contain
angular dependence. Thus (7.28) can be written as

do A 1
dr % —mt An =2V2na(@?)’

Ix (0)]?
m3/2

(7.29)

This provides an instructive example of a possible misuse of plane waves. Assum-
ing that since the photoelectron moves fast, it can be described by the plane waves,
thus putting F,, = F},,0, one would obtain the qualitatively incorrect angular distrib-
ution do/dt ~ 1 — ¢*. In particular, it would vanish for electrons moving along the
direction of the photon momentum. This is not the case for the real angular distrib-
ution. Also, such an “approach” would overestimate the cross section for ionization
of a 2p electron by the factor 4/3.

The cross section for the ionization of one 2 p electron is

A
oap(@) = sz/lz . (7.30)
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Similarly, one can show that for ionization of any state with £ # 0, one should
include the interaction of the ejected electron with the residual ion. The cross section

has the form A
nt
One(w) = I (7.31)

where A, does not depend on the photon energy and contains the factor | x,(0)|?,
where x,(r) = R (r)/r'.
The energy behavior of the cross sections oy, is well known; see, e.g., [1].

7.1.3  Possibility of Asymptotic Analysis

Recent experiments on high-energy photoionization demonstrate that (7.31) is satis-
fied with poor accuracy. To understand what happens, let us return to the Coulomb
case. Employing (5.79), we obtain an expression for the cross section of the photoion-
ization of a hydrogenlike ion with nuclear charge Z, which includes the lowest-order
term of the expansion in powers of 1/w, but does not contain the expansion in powers
of mé&:

164/2 272\7/2 1
‘/_”arg(’"“ ) e rp= —. (7.32)
372 mo

Ols (0)) =

Recall that £ = maZ/p, and p = /2m(w — I) is the momentum of the photo-
electron. Thus the high-energy equation that includes the leading correction to the
asymptotics is

16427 2(1110(2Z2)7/2
)

Sl (1 —7&). (7.33)

ois(w) =
Hence, in the case Z = 1, (7.29) holds with an accuracy of 10% for w > 14keV.
For the hydrogenlike ion with Z = 2, the condition is w > 56keV. However, at
these energies, w/m > 0.1, and the relativistic corrections are of this order. Thus for
Z > 2, there is no region where the high-energy nonrelativistic asymptotics of the
cross section work.

Now we show that the deviations of the cross sections of photoionization of the
states n€ from their asymptotic values are described by a common factor. To illustrate
the statement, consider the wave equation for the single-particle wave function in
the state n, which can belong to either the discrete or continuum spectrum:

p’ v
Hy(r)=ey@); H=—+4+V(@); p=—-i—. (7.34)
2m m
We can write
Vir) = —aZ/r + V., (7.35)
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where the first term on the RHS is the interaction of the electron in the state n with
the nucleus, while V,, stands for its interaction with the other electrons. Since in the
asymptotics we deal with wave functions at distances r that are much smaller than
the characteristic distances in the atom, we can put V,.(r) = V,.(0) on the RHS of
(7.35). Thus the wave equation (7.34) can be written as

A V4 - -
- 2—1/f(l‘) ——Y () =eY(r); &=-¢e—V.(0). (7.36)
m r

This is just the equation for the electron in the Coulomb field with the shifted value
of energy. For large Z > 1, we can employ the Thomas—Fermi model estimate
Ve (0) = 1.45ma®Z*/3. For small Z ~ 1, we have V,.(0) ~ ma?. Thus the energy
dependence of the cross section is the same as in the case of the Coulomb field with
nuclear charge Z.

We turn now to (5.74) for the photoionization amplitude of the ground state in the
Coulomb field. Treating & as a separate parameter, we find that the dependence is
reproduced by the factor

h(ng) = N(é)e ™. (7.37)

Recall that N (&) = N, is the normalization factor of the continuum wave function.
The factor e~ comes from the ratio (A/B)¢ in (5.74). It emerges just because in
the photoionization p > k. This stresses the “model-independent” nature of this
term. Using the technique developed in Sect. 5.2, one can demonstrate (see, e.g., [2])
that the factor e . -
( ) :[ (p—Kk)"+pu, ] (7.38)

B k2 —(p +ipn)?

has the same form for amplitudes of photoionization of any bound state. Thus the
amplitudes of ionization of n¢ states contain the common factor

0n(§) = h(m§)exp (2§ arctan§ /n), (7.39)

and the energy dependence of the photoionization cross section has the form

D(r§) exp (4§ arctan & /n) P (87 /n?)

(@) = C i (7.40)
Here C is a constant factor,
2
D(n§) = h*(n€) = N*(n§) exp (—-2m8):  N*(n§) = #f—zns)

(7.41)
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while P,, are the polynomial ratios. For the lowest states,

35/2° 8(6/2)°

Py =1; P20=1+T§./2)2’ P21:1+m.

Hence we have obtained the factor
S, = D(mé&)exp (4€ arctan&/n) , (7.42)

which is common for photoionization cross sections of every state in the nth shell.

The factor D (&) is the same for every bound state. Note that the values of the
parameter & = maZ/(2me)'/?, with the energy of the photoelectron & = w — I,,,
differ for different n. However, with accuracy 1,,;/w, we can replace & by

~ maz

Thus the high-energy behavior of the cross section of photoionization of the single-
particle nf state is determined by the factor ’/>** and by the factor D defined by
(7.41), which varies with the energy much more slowly. It can be written as

A D(E)

e (7.4

Ont (w) =

The corrections to (7.44) are of order £2/n. Note that corrections to (7.30) are much
larger. They are of order &.
We can write

2
Dirs) = —o (). (7.45)
e — e
where
S(mé) = exp(—7$§), (7.46)

often referred to as the Stobbe factor, contains the sharpest dependence on the para-
meter €.

Thus the ratio of the cross sections of photoionization of the same state at the high
energies w; and w; is [3]

N < (7.47)

o)  Dy\wy
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with D ; denoting the factor D (&) given by (7.45) corresponding to the energies
i 2. Also, the ratios of cross sections from different states, e.g.,

0n0 (w)

Rn@(w) = o Z(a)) ’

(7.48)

converge to their nonrelativistic high-energy limit much faster than the cross sections
themselves.

7.1.4 Preasymptotic Behavior of the Cross Sections

Preasymptotic behavior of the cross sections manifests itself in corrections of order
1/w. Besides the direct numerical calculations, it is desirable to find approximate
analytical formulas. The analytic perturbation theory developed in [4] provides a
possibility to find analytical expressions for the wave functions of both discrete and
continuum states. The approach is based on the assumption that the atomic potential
can be represented as that of the Coulomb field of the point nucleus multiplied by
a factor, which can be written as a series in powers of Ar with A ~ maZ 173 of the
order of the inverse Thomas—Fermi radius of the atom:

V() = —g(l +cihr + 02()\.7')2 +c3(ar)P + - ) (7.49)
r

Such a representation enables us to find analytical expressions for the electron
wave functions of both discrete and continuum spectra in the region Ar < 1. This
means that for the lowest bound states such as the K shell in most atoms and the L
shell for high Z, the approach describes the wave functions in the region r < 1/,
where these functions obtain the largest values. Introducing

A
v=—, n=maZ (7.50)
U]

(v ~ Z~2/3), one obtains for the wave function of the 1s state up to the terms A3r3,

Yi) = NYG@) s s() =14 5007 v+ 2230 (51

Here v/{, is the Coulomb function,

3 11
N = 1—Zcv” — —c3v’; 7.52
5€2 5 €3 (7.52)
is the normalization factor. Note that deviations of the shape of the wave func-
tions from the Coulomb functions begin with terms of order A%. The second-order
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perturbative corrections are of order A*. Similar expressions are obtained for the
continuum wave functions. The terms linear in A lead only to a shift of the bind-
ing energies from the Coulomb values. For the ground state, the Coulomb value
I; = n?/2m is shifted to ¢ = I7(1 — 2c;v — 3cov? — 6V3).

This enables us to find analytical formulas for the photoionization cross sections
as functions of the parameter & [S]. For the 1s electron, it is

o(w) = N*o%()f(ca, &%), (7.53)

with o€ the Coulomb cross section given by (5.78). The analytical expression for
the function f(c,, £2) is presented in [5]. The preasymptotic behavior of the cross
section is determined by the lowest-order terms of the expansion in powers of £2 of
the cross section o€ and of the function

1
Flenm € = 1+ 52( — s’ + 7C3v3) +O@EY. (7.54)

The value of A is chosen as the inverse Thomas—Fermi radius of the atom, i.e.,
A = 1.13maZ'3. Thus v = 1.13/Z>/3 is the ratio of the size of the K shell to that
of the Thomas-Fermi atom. The values of the coefficients ¢, are obtained by fitting
the Hermann—Skillman atomic potential (a modification of the Hartree—Fock field in
which the nonlocal exchange term is approximated by an effective local one) in the
internal region of the atom, i.e., at Ar < 1 for each value of the nuclear charge Z.

To illustrate the accuracy of the approach, we compare the result for the cross
section of ionization of the K shell of the Ca atom (Z = 20) at w = 20keV to the
result obtained by application of direct numerical methods. In the described approach,
one obtains o = 7.511 barn, while in numerical calculations, it is 7.544 barn.

7.2 Forms of Electromagnetic Interactions

7.2.1 Forms of Interaction and Gauge Invariance

Here we analyze the various forms of interaction between the nonrelativistic atomic
electron and the photon. We are looking for expressions in the dipole approximation,
i.e., in the lowest order of expansion in the photon momentum k.

A variety of forms occurs, since the vector potential of electromagnetic field is not
uniquely defined. Interaction of the electron with an electromagnetic field described
by a four-dimensional vector A with time-component Ay and space components
A; = (A);, written usually as A = (Ao, A), is determined by the contribution

Li(x) = —eA,(x)j"(x) (7.55)
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(for the electron, ¢ = —|e|) to the Lagrangian density. Here x = (¢, r) is a point
in four-dimensional space, j = (¥}, ¥ a),) is the electron current, while v,
is the operator of the electron field. In the nonrelativistic limit, j' = ¥*v'1,. Only
three of the four components A, are independent, corresponding to the three possible
projections of the photon spin S = 1. The only possible relativistic invariant condition
that can tie up the components A, is the Lorentz condition 9 A, /9x,, = 0. Equations
of motion are invariant under the gauge transform

p d .
Al = A+ V&) V= (E’ —v,-); j=1,2,3, (7.56)

with the function A(x) satisfying the condition

e _

T o (7.57)

The standard choice for interaction of an electron with an external photon is
Ao = 0. In this case,

. 2 .
A() = A@e @A) = | e w=|kl; e-k=0,  (7.58
w

with e the polarization vector (direction of the electric field in the electromagnetic
wave). Thus

1AY P

Li(x) = eP . (0)V- AP, (x)e ™ v=— = = (7.59)
m m
On the other hand, we can choose
Ax) = A(t,r) = r-A(t, 1), (7.60)

with A determined by (7.58). Direct calculation confirms that (7.57) is satisfied.
Carrying out the transformation (7.56), we obtain

Ap(x) = Ay(m)e™™;  Ay(r) = —ior - A(r), Al(x) = Al(r)e ™  (7.61)
Al(r) = —ik;r - A(r).

In the nonrelativistic approximation, v < 1, and we put AL j* = A} j°. Employing
(7.61), we obtain

Li(x) = —eP (D) A ()P (x)e ™ = iwep,(x) - AP (x)e™ ™, (7.62)

with A determined by (7.58).
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The matrix element S, describing the transition between the states |n) and (n’|
of atomic electrons with energies E, and E,  can be written as

Sy = (n |/d“xH1(x)|n (n |/d“xL,<x>|n>

with H; the Hamiltonian of the interaction. Since the time dependence of the elec-
tron wave functions can be singled out as ¥, (x) = ¥,(@)e E" and ¥, (x) =
Y (r)et'Eit | the integral over 7 can be calculated as

/ dte'Ev b=t — 27 8(E,, — E, — ).
The delta function ensures energy conservation. We obtain the amplitude
My, = —e / d’rA, )l (1), (7.63)

with j% (r) = ¥, (r)y*4 (r), and in the nonrelativistic limit, ji, (r) = ¥ (r)v/y (r).
Details of the derivation of (7.63) are given, e.g., in the book [6]. To obtain the ampli-

tudes in the dipole approximation, we must put k = 0 in expressions (7.58) for A(r).

Thus, if the vector potential is determined by (7.58), we obtain

My, = N(@)hl,; h, = (@] > e-vO|w,). (7.64)

Here k labels the atomic electrons. The upper index v corresponds to the operator v¥
in the integrand on the RHS. This is known as the “velocity” or “gradient” form of
the electron—photon interaction. However, if the vector potential is given by (7.61),
we obtain
My = N@s by = iewn (Wl D e v W05 ey = e = . (7.65)
k

nn’

The upper index r corresponds to the operators r®) on the RHS of the integrand.
This is the “length” form for the electron—photon interaction.

If the states n and n’ are described by wave functions that satisfy the Schrodinger
equation with Hamiltonian

Ag —aZ o

where k and &’ label the atomic electrons and Ay is the Laplace operator acting on
the electron, labeled by k, we have
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Mrll)’n = M,,;

s hy, = h (7.67)
However, one actually uses certain approximations for the interaction V, and relation
between the two forms requires additional analysis.

Now we assume that the many-electron functions ¥, , are described by combi-
nations of the one-electron functions that satisfy (7.34), with V a local potential.
The two forms of interaction with the photon that cause a transition between the
single-particle states |i) and ( f| are

Ry = (Urle- Vi), hYy =iepi(Yrle-rly), (7.68)

and hl}i = h}i. This can be demonstrated in the following way. Since |i) and ( f| are
the eigenstates of the same Hamiltonian H given by (7.34), the amplitude h’;; can
be evaluated as e r; (¥ s|r|v;) = (Y s|Hr — rH|y;). Direct calculation provides

(H.r] = —i2 4 [v.r]. (7.69)
m

and hence [7] e
Wy = | E L) + ity le- [V, ¥liga) (7.70)

For the local field V, the last term on the RHS vanishes, proving the statement.
Similarly, one can show that in the local field, the “accelerator form” for the matrix
element

VV
SR LA (7.71)
meygi

R = iyl
(in the classical equation of motion, the electron acceleration is proportional to VV')
is equivalent to two other elements. One could see that the variety of forms for
the electron—photon interactions is connected with the gauge invariance of quantum
electrodynamics.
Note that
Ry = h'y = h%; (7.72)

for the exact solutions of the wave equation (7.34). In fact, approximate wave func-
tions are usually used. For them, the results may differ, and a small value of the
deviations between computations in various forms would signal good accuracy of
the employed wave functions.

‘We turn now to the case of a self-consistent field, where the single-particle function
of each electron depends on the distributions of the other electrons. In the Hartree
approximation, the potential V in (7.34) is

aZ
V(r) = - + W), (7.73)
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where

W) =a / 2 LE @y = S ),
k

v’ —r|

with k labeling the atomic electrons. The potential W (r) is a local one. However, the
states |i) and ( f| belong to different Hamiltonians, since the density of the atomic
electrons p(r’) changes if one of the electrons undergoess a transition. The forms
remain equivalent under the assumption that this change is numerically small and
thus is unimportant. This assumption is known as the “frozen core approximation.”

The Hartree—Fock approximation includes also the nonlocal exchange potential.
In this case,

aZ
V(r) = Vyr(r) = —T+W(r)+K(r), (7.74)

with the exchange potential

K@) = —a/d3/M~ u(@',v) = > YY), (7.75)
k

v —r|’

It provides a nonzero contribution to the second term on the RHS of (7.70). Now we
try to calculate it.

Recall that the general expression for the result of the action of the operator V on
the state |y) is

(rfViy) = /d3r'(r|VIr')(r’|¢> = /d3r'(erIr')1/f(r')- (7.76)
For the exchange potential, we have
% /
FIKIE) = —a 2 e@VEE) (7.77)
" —r]
with the sum over the occupied states k. For a local potential,
r|Wir'y = Wr)s@ —r) (7.78)

and (r|W|y) = W(r) - ¥ (r). Now we express the function v (r’) on the RHS of
(7.76) in terms of the function v (r). This can be done using the relation (see, e.g.,
[81)

y@) = *Py); a=r-r, (7.79)
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where the operator p = —iV acts on r. Note that (7.79) is just the Taylor series
expansion of the function ¥ (r’) about the point r. Thus we can write

V(r;p) = /d3r/(r|V|r’)eia'p. (7.80)

For the case of the local potential, the LHS does not depend on p, due to (7.78).

The matrix element of the interaction with the electromagnetic field is My; =
(¥ r|Hy|vi). The Hamiltonian of interaction H; = H, — H is the difference between
the atomic Hamiltonian in the external field A and that without the field. The operator
H/ can be obtained by replacing p by p — ¢A in the atomic Hamiltonian (7.34). Note
that now the matrix element of the potential V depends on p. Employing (7.80), we
obtain

wive = [ & [@roevineue.  asn

For a description of photoionization, we must include only the lowest order of the
electron charge e. In the dipole approximation, i.e., putting k = 0 in the second
equality of (7.58), we obtain A = /27 /we. Setting M s; = N(w)h s;, we obtain

i = / a0 Ly +i / d3r1/fi;(r>e[ / &V I () —
— /d3r’(r|V|r’)(rwi(r/)):|. (7.82)

Since

/ d3rw;t(r)[ / & x| VIr) @'y () - / d3r’<r|V|r’><rwi(r’>>] = (WrIV. rlivy),
(7.83)

we obtain, employing (7.70),
hpi = h;. (7.84)

Hence one must use the length form of interaction with the electromagnetic field in
the case of a nonlocal potential [9, 10].

In practical computations, one sometimes replaces the exchange potential by an
effective local potential. This can be done, e.g. by calculation of the function u (r’, r),
assuming that the atomic electrons are described by plane waves with momenta
p < pr, while the Fermi momentum p is determined by the density p(r). In this
Hartree—Fock—Slater approximation, the exchange potential is replaced by the local
potential K,.rr(o(r)). In this approach, one is free to use any form of interaction.
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7.2.2 Thomas—Reiche—Kuhn Sum Rule

In the case of local potentials, when the length and velocity forms are equivalent,
their combination provides the simplest way to obtain an important relation between
the probabilities of the photoexcitation and photoionization processes. Returning to
the many-electron states, we can write expressions for probabilities of transitions
between the states |n) and (n’|.

We introduce the dimensionless characteristics of such transitions f,,,, called the
“dipole oscillator strength.” They are defined as

fn’n - 2m8n’n|xAn’n|2 Enn = En — En; fnn’ = _fn’n~ (785)
Here x is the projection of the vector r on an arbitrary chosen direction, £ = >, x®
with k labeling atomic electrons. Employing (7.64) and (7.65), we can express the

squared amplitude of the transition between the states n and n’ caused by absorption
of a photon in terms of the oscillator strength

2

(Myn|© = tre fum . (7.86)
As we have seen, this expression is true even if the interaction V contains nonlocal
terms.

We turn now to the case of a local field V (r). Employing the equivalence of the
length and velocity forms, we can write

f;l’n =2 (ﬁx)nn’()e)n/n = -2 (f)nn’(ﬁx)n/n; f’ = Zp(k) . (787)
k

The sum over a complete set of the states n” provides
yﬂ’ fn’n = i[pra )e]nn . (7.88)

Here ., denotes the sum over the states of the discrete spectrum and integration
over the continuum states with weight d> p’/(27)>. For each electron,

ilpi,rjl = &;j, (7.89)

and thus i[p,, X],, = N,, with N, the number of atomic electrons in the state 7.
Hence we come to the Thomas—Reiche—Kuhn sum rule

yn’fn’n = N,. (7.90)

This equation enables us to investigate the relative probability of various channels
of excitation.
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The contributions of the discrete and continuum states to the left-hand side of
(7.90) can be written separately. We illustrate this by considering the case of single-
particle excitations, i.e., only one of the electrons in the state n undergoes excitation.
Generalization to many-particle excitations is straightforward.

Employing (7.64) and (7.65), one can write the photoionization cross section of
the state n in terms of the oscillator strength

d3p/ p/2 o
Sw— L — L) s re= 7.91
2y @O gy T WM e e =0 (751)

opn(w) = 27r2re/ (

with 7, the ionization potential of the initial state n, p’ the photoelectron momentum.
Integrating both sides over w, we obtain

w° 3.7
/ doo() = [ LP Fom s (7.92)

272r, 2r)3

I

with the term on the RHS being just the contribution of the continuum states to the
LHS of (7.90). Thus the Thomas—Reiche—Kuhn sum rule can be written as

[o.¢]

S int s | doope) = N.. (7.93)
- T3 J1,

Here n” labels the states of the discrete spectrum.

The relation (7.93) is known also as the “golden sum rule.” Note that both terms
on the LHS can be measured experimentally. The “golden sum rule” is widely used
in the analysis of experimental data on photoionization and photoexcitation. For the
case of many-particle excitations, o, is the cross section of the photoabsorption
process in which at least one electron is moved to the continuum.

Recall that (7.90) and (7.93) are obtained under the assumption that the velocity
and the length forms of the interaction are equivalent. This is true for the exact
solutions of the wave equation with the Hamiltonian (7.66). However, it can be
violated if approximate functions are employed. If the approximate Hamiltonian
contains a nonlocal term, it is reasonable to write (7.85) as

fn’n = 2m5n’n|£n’n|2 = 2mxAn’n[Hv xA]n’n . (794)

Using (7.69) projected onto the x-axis, we obtain

o0

1
D fum+ T / dwo (@) + f'° = N, (7.95)
n” ¢ I,

with
froc = m[%, [H, %]lnn - (7.96)

n
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7.2.3 Amplitude of Photoionization in Length Form

Here we calculate the asymptotics of the amplitude for the photoionization of a bound
s state in length form. As we have seen, the final-state wave function can be treated
perturbatively. The calculation presented below illustrates the fact that the number
of perturbative terms depends on the form of electromagnetic interaction employed
in the calculations.

As we have seen in Sect.7.1.1, in velocity form, the amplitude is given by (7.7)
and (7.10). It corresponds to description of the photoelectron by the plane wave. In
length form, one should write the vertex of the electron—photon interaction in (7.2)
as y = —weV ;. The contributions to the amplitude corresponding to the description
of the photoelectron by the plane wave are given by (7.7) and (7.10) with momentum
p replaced by the operator —mV . This provides

e-p 167y’ (r = 0)

Fj; =—— N(w) 7 ;N o= maZ (7.97)
m p

which is twice the contribution of the plane-wave term in the velocity form given by
(7.10).

To understand what happened, we turn now to the contribution of the lowest
correction to the wave function of the outgoing electron. As we know, it comes from
the interaction with the nucleus V. We obtain, instead of (7.4),

&f

F/=Nw)J; J=-w )

~(PIVGIf) -e- Vs (fY;), (7.98)
with V ; acting on f. Employing (7.5), we put
(pIVGIE) = e S —p-f (7.99)

in the integral. Integration by parts over f provides

e-p 871y (0)
—

Fl = === N@) (7.100)

Thus the contribution of the plane wave Fy and that of the lowest correction F
provide contributions of the same order. Their sum is

r r r e-p 81 ’
Fr= R H o= == N@) 5 Q)+ 1 0). (7.101)

Due to the first Kato condition, 2¢/'(0) + ny(0) = —ny¥(0). As expected, the
amplitude F" is equal to that calculated in the velocity form; (7.10).
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Note that if the approximate functions employed in the computations do not
satisfy the Kato condition, the equivalence of the two forms is lost. Note also that
a calculation that includes only the plane wave overestimates the cross section by a
factor of 4. This would be one more example of the possible misuse of plane waves.

7.2.4 Amplitude of Rayleigh Scattering in Length Form

As we have seen in Chap. 5, the nonrelativistic amplitude of Rayleigh scattering can
be presented as the sum of the seagull and pole terms. In the velocity form for the
interaction between the photon and electron, it can be written as

N*(w)

F = 5

X;
m

(W11€3p| %) (P lerpl¥r) n (‘Pllelf’I‘PnHIWnleEf)l‘I/l))

X=¢}-e Nm+<5”(
: e " o+ € —w+ &

(7.102)
Here weput ¥, =¥, =¥, and ey = ¢ = ¢y.
Now we try to obtain an expression for the amplitude in length form. Due to
(789), we can write e; € = ea‘ieljSij = ie%‘ielj[pi, l’j] = ze§ ‘pe-r— iel -r e; P
This enables us to write

€5 €N, = ., (1 (W1 €3BI W) (W ler 1) — i (Wiler|¥,) (W e3D1A) ).
(7.103)

The sum of the first terms in the parentheses on the RHS of (7.102) and (7.103) is

(W, le1pl¥)
w + &1,

(¥ e3P, ) (P, et |¥)
w+ &1,

wilesplvn) ( im(le#¥)) = im

(7.104)
for each value of n. After a similar evaluation of the second terms in the same
parentheses, we obtain the amplitude in length form:

(W1 |e3T| W) (W, e BY) n (W1 ]e B |¥,) (| ¥, |esT W)
w+e—¢&, —w+ & — &,

F= 2mw5ﬂn( ) (7.105)

One can see that the velocity and length forms have their strong points. In the
velocity gauge, there is a separate seagull term, which provides the main contribution
to the cross section in a large interval of values of the photon energy. There is no
such thing as the seagull term in the length gauge. However, (7.105) enables us to
present the elastic scattering of a photon by an atom in terms of the operator of dipole
momentum
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d = le“‘). (7.106)
k

This can be done by representing (7.105) as [8]

F = 2nwese ju;(w), (7.107)
with
W, |d; |W,) (W, d; | ¥ W |d; |, (|, |d; | &
Olij(a))=—«5’?1(( 11di |9 ) |.j| 1)+( 1ld; %) |.| 1)); 550,
®— &y +id —w — &, +1i6
(7.108)

the tensor of dipole polarizability, which can be defined in such a way for any
system. Recall that . means the sum over the states of the discrete spectrum and
integration over continuum states. If the system has a spherical symmetry, we can
put o;j () = &;j0q(w) with

2 21 (1|, 2
@) = 2., 2s]|( i1 |. )| .
3 Ter —w?+1i80(en)

(7.109)

Here the lower index d stands for dipole. Note that ¢,; > 0. The static characteristic

2 v, |d|w,)|?
) (0) = gynw (7.110)

Enl

is called a polarizability. It describes the leading (second perturbative order) shift
of the energy caused by the electrostatic field. For the ground state of hydrogen,
a(0) = 4.5r3 [8]. Another role of polarizability is that it characterizes modification
of the amplitude describing the interaction between the photon and the electronic
shell. We shall meet with this aspect of polarizability in Chap. 10.

7.3 Relativistic Case

7.3.1 The Lowest Order aZ Terms

Here we calculate the cross section of photoionization of a single-particle electron
state by photons carrying energies @ = m. The analysis is similar to that carried out
in Sect. 6.1, but the wave function ¥ is no longer a Coulomb function. As we have
seen in Sects. 6.1 and 6.3, the lowest order of the o Z series for the amplitude can
be written in terms of the nonrelativistic wave function ¥ (r). The large momentum
q = |q| = m (q = k — p) can be transferred to the recoil ion in either the initial or
final state.
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Employing (2.94) and (2.95), we find that for every s state, the amplitude and the
cross section are described by (6.97)—(6.99) with N; replaced by the nonrelativistic
wave function of the s state at the origin ¥}/ (r = 0). The factor M (§) defined by
(6.98) can be represented as

M) = 21 -4na(@Z)?D(EE)|y™ (r = 0)%, (7.111)

with the factor D (&) defined by (7.45).

To understand what happens for the bound states with £ # 0, it is sufficient to
analyze the contribution in which the large momentum ¢ is transferred to the recoil
ion by the initial-state electron. In this contribution, the photoelectron is described
by a plane wave, and the amplitude can be evaluated as

For = (YplAlY) = N(w)itpep(quo. (7.112)

Recall that ¢ = ¢u,. Following the analysis carried out in Sect.2.2.3, we can write

2m

3
2_’7(1 “q) f oM (7.113)

1/f((I) = q2 (27_[)3 (q_f)zuo.

The integral is saturated by f of order the characteristic momentum of the bound state
up. Thus we can assume that f « ¢, and the integral on the RHS obtains a nonzero
value only if we expand the denominator up to the terms ( f/q)¢, while for s states,
we could put (q — f)> = ¢ there. Thus the amplitude has different ¢ dependence
for different values of £. This changes the shape of the angular distribution, which
obtains also an additional small factor u2‘/¢* ~ w2‘/m*. In the hydrogenlike
approximation, this factor is («Z)?¢. Also, the shape of the w dependence of the
cross section varies with the value of £.

In the ultrarelativistic case, momenta ¢ ~ m determine the cross section. Thus
the cross section decreases as ™! for every value of the orbital momentum £. It can
be written as

CuD
onelw) = PN (7.114)
mw
with )
n 2t n =0
Cu=a- (az)Z(ﬂ) MGW 7 (7.115)
m m

where x,¢(r) is related to the radial part of the function ¢(r) as R, () = r* x.e(r),
and c,, is a dimensionless numerical coefficient.

Note that in the ultrarelativistic case, the quenching of the angular distribution
for large ¢ is more pronounced at ¢ ~ @ >> m. In this region, it contains the factor
13t jo?" instead of 3¢ /m?* at g ~ m.
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Further computations require separate calculations of the parameter x (0). For the
internal shells, perturbative calculations of deviations from the Coulomb field are
possible, except for a very small nuclear charge Z. They will be considered in the
next two sections.

7.3.2 Far Away from the Threshold

Here we consider the case in which the photoelectron carries the energy € > I,. We
carry out calculations for ionization of the electron in s state.

The Coulomb cross section of the process is modified by interaction of the elec-
tronic shell with both the bound electron and the photoelectron. It is often referred to
as the “screened cross section,” while its difference from the Coulomb cross section
is usually called the “screening correction.” Using the results obtained in Sect. 3.4.7,
we find that the screening corrections for the photoelectron change the cross section
of the photoeffect by magnitudes of relative order SezeZ < «. This is smaller than
the influence of the radiative corrections. Thus we have to study only the interaction
between the electronic shell and the electron of the ionized state.

The ionized electron is bound by the field V (r), which is the sum of the field of
the nucleus V,y = —aZ/r and the field created by Z — 1 electrons of the atomic
shell V,., V = V,y + V... We calculate the screening corrections, treating V,, as a
perturbation:

V(i) = Vo) +Vi(r); Vo = Vey; Vi = V. (7.116)

In the standard formalism, the expressions for perturbative corrections involve all
functions of the Coulomb spectrum. Here we employ another method, in which the
correction to the wave function of the 1s electron is expressed solely in terms of the
Coulomb 1s wave function. Such an approach was suggested by Zeldovich [11]. It
was realized by Polikanov [12] for the Schrodinger equation and was employed for
the Dirac equation in [13, 14].
In this approach, the expressions for the higher-order perturbative corrections are
less complicated than in the standard one. We shall use this feature in the next section.
We demonstrate that the screened and Coulomb cross sections o and o € are linked
by a simple relation,
o) = (1+1(2))o (), (7.117)

which does not depend on the accuracy of calculation of the Coulomb cross section.
In other words, it does not depend on the number of terms of the « Z series.

The wave function of the electron in the ls state of the screened Coulomb field
can be written as
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_1(Gm2umY.
wls<r>—r(iF(r)Q;1M(n)), n=-. (7.118)

For the Coulomb field without screening, this is just (6.6), where we put G (rr) = rg(r)
and F(r) = rf(r). The radial wave functions G(r) and F(r) satisfy the set of
equations

1 1
G—-G—(E-V+mF =0, F+-F+(E-V-mG = 0. (7.119)
r r

Putting F(r) = G(r)®@(r), we obtain another set of equations. Now we have a
Riccati equation for the function @ (r):

2
&'+ @ +BP*+B—-2m =0; B(r) =E—-V(F)+m, (7.120)
r
while the equation for G(r) is
, 1
G —(-+B®d)G = 0. (7.121)
r

The latter equation enables us to represent the function G(r) in terms of @ (r).
Since for the ground state, the radial function has no nodes, we can assume that
G(r) > 0, writing (7.121) asd In G(r) /dr = 1/r + B(r)®(r). Thus

G(r) = C(Z2)rexp (/r de(x)@(x)), (7.122)
0

with C a numerical coefficient depending only on the nuclear charge Z.

Now we calculate the lowest-order screening correction to the Coulomb wave
function. We put G = Go + G], D = @0 + @1, B = B() + Bl’ E = E() + El, and
C = Co(1 + Cy). The wave functions and energies with the lower index O are the
Coulomb ones; see Sect.6.1. Those with lower index 1 are caused by perturbation
V1. Note that

oZ

Po(r) = Tty

oy = (1 —a?ZHV?, (7.123)

does not depend on r. The perturbative correction @, (r) satisfies the equation
1
@] + 2(; 4 Boq§0)®1 (B — V(1 + @) = 0. (7.124)

Since (7.121) enables us to write 1/r + Bo®@y = G,/ Go, we find that
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D(r)

_(1 + B / dx(Ey — Vi(x)G2(x)
= 1+ GO (r)/ dx(E, — Vl(x))Gz(x) (7.125)

Employing the boundary conditions G, F — 0 at r — oo and the normalization
condition

/Oo dr(Ga(r) + Fi(r)) = /oo dr(1 + @2(r)Gi(r) =1,
0 0

we find that o
E, = / del(x)G (x). (7.126)
0

We assume that the field created by the atomic shell V,, is described by the
Thomas—Fermi potential and can be approximated by a sum of several Yukawa
terms [15]:

a(Z —1) «
Vee = —— ; —b;Ar). 7.127
—— D aiexp(=biAr) (7.127)

i

Here A = 1.13ma Z'/3? is the Thomas—Fermi radius; @; and b; are the dimensionless

coefficients. We put a,, = —1, b, = 0, and impose the additional condition

>ai = 0. (7.128)
The potential V (r) = V,.y + V. with V,, defined by (7.127) has proper asymptotics
at large distances V(r — 00) = —a/r, as well as at small distances V(r — 0) =
—aZlr.

For Ar <« 1, we obtain V,, ~ a(Z — 1)/r - 27 a;b; r. Forr ~ 1/m, we have
Voe/Voy ~ Ar &~ aZ'3 « 1. Thus at these distances, the electron interaction
Vee = V) can be treated as a perturbation. We assume that n = 4 and accept the
numerical values of a; and b; presented in [15]. These are a; = 0.1, a, = 0.55,
az; =0.35,a4 = —1, whileb; =6.0,b, = 1.2, b3 = 0.3, b4 = 0.

Introducing for a function f (1),

$ro) = D aifbin), (7.129)

we obtain after straightforward evaluation of (7.125),
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v/2
. A
@1(r) = PS4+ v/2)"% (yl + 2/du exp (—2nrv)(1 + v)2y1); v ==,
) n
(7.130)

The power of the exponent is 2nrv < bjAr < 1. One can see immediately that
@ ~ nr - v? at small 7. Thus we can put @ (r) = 0 forr ~ 1/m.

Employing (7.122), we can write the function G(r) = Go(r) + G(r) for any
value of r as

G(r) = Go(r)(1+ Cl)(l +/ dx[Bo(x)P1(x) + Bl(x)d)o]). (7.131)
0

Following our previous analysis, we can put @; = 0 for » ~ 1/m. For these values
of r, the integral on the RHS is of order n7v? <« 1 and can be neglected. Hence the
main effect of screening is the modification of the normalization constant C. Thus
we find that indeed, for » ~ 1/m, one can put

Gi(r) = CiGo(r); Fi1 = CiFy(T). (7.132)

The values of C;(Z) can be found from the normalization condition

/oodr(l +Cl>2(r))G2(r) -1, (7.133)
0

for the functions G = Gy + G| and @ = @y + &,. Note that here we need the
functions @, (r) and G (r) for all values of r; (7.125) and (7.122).

Using the well-known explicit expressions for the Coulomb functions G and @,
we obtain

v2 2 A
Ci=MZ)=~(+y)A+2)(0 —y/, D abli v=". (1134
4 - n
and

Fpp =1+ M(Z)Fy,; do=(1+2M(Z))doy,; o =(1+2M(Z))oy,
(7.135)

Recall that y = (1 — «?Z?)"/2. One can demonstrate that the second-order per-
turbative correction is of order A* /n*. Thus the screening correction does not modify
the shape of the energy dependence of the ionization cross section. Since M (Z) < 0,
the screening diminishes the value of the cross section. Relative corrections to the
parameter M (Z) are of order A% /n>. They are smaller than 0.1 already for Z > 7.

Employing the numerical values of the coefficients a; and b; presented above, we
obtain

M(Z) = —1.414(1 + )1 +2y)(1 — y/2) 2743, (7.136)
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In the limit o> Z> < 1, we can put y = 1, which gives
M(Z) = —4.2477483, (7.137)

The screening corrections for the electrons from the higher shells can be calculated
in a similar way. Note that in this case, the wave functions have nodes, and evaluation
of (7.120) is not as straightforward as it was in the case of the K shell.

7.3.3 In the Vicinity of the Threshold

Now we consider the case of very slow photoelectrons, with momenta p much smaller
than the binding momenta ;. This means that w = &;,. For the ls electrons, this
means that o — &, < a>Z*1,, with I the Coulomb value of the binding energy. In
Sect. 6.3.2, we carried out calculations for the unscreened Coulomb field. Now we
include screening, employing the technique developed in [16].

The Coulomb cross section is dominated by the first term in parentheses on the
RHS of (6.82), which provides about 80% of the total cross section. This is the
nonrelativistic limit of the cross section, and we include screening only for this term.

First we must find the screening corrections for the wave functions of the bound
Is and continuum electrons. We need these functions at the distances of order the
size of the K shell, r ~ 1/n. Employing (7.122), we obtain in the first order of
perturbative theory

A

§ 2
Vs = wﬁ[l + Zﬁ[ 344+ g(n B Fe §n3r3)ﬂ. (7.138)

The second perturbative correction is of order (3‘ v2)2.
Carrying out a similar calculation for the partial wave with £ = 1 of the continuum
wave function, we obtain an expression for the screened Coulomb cross section,

which differs from the unscreened one (6.82) by a factor

103 541
2). (7.139)

¢(U) = 1+§U2(—§+%U

The screened cross section is expressed in terms of the parameter T = p2/n?, where
Pe = /2m(w — I7) is the momentum of the photoelectron in the unscreened case:

opn(p) = Uo(f(t)¢>(v) —0.393q — 0.144a> + 1.0237a + 0(a3)). (7.140)

Here a = «?Z?, while f(t) is determined by (6.83), oy is the value of the Coulomb
cross section at the threshold; see (6.80).
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For the uranium atom, the physical threshold is @ = 116keV. Here (7.140) pro-
vides 0 = 1.41 x 103 barn (for two electrons in the K shell). This is very close to
o = 1.37 x 103 barn obtained earlier [17] by numerical calculations.

7.4 Photoionization Beyond the Independent Particle
Approximation

7.4.1 Correlations in the L Shell

About fifty years ago, all the existing data on photoionization could be described
in the framework of the independent particle approximation (IPA), where the wave
function of the atomic electronic shell was presented as a composition of single-
particle functions. It was found in the 1960s that IPA does not always reproduce
the experimental data at photon energies not far from the threshold. However, for a
long time there was a general belief that at photon energies far above the thresholds,
photoionization could be described in the framework of IPA.

Experiments on photoionization of the L shell of the neon atom [18] (Z = 10)
forced researchers to doubt the latter statement. The 2s to 2p cross section ratio
Ry (w) = o90(w) /021 (w) defined by (7.48) was measured at photon energies of about
1keV. The binding energies of 2s and 2 p electrons are about 40 and 20eV; a small
energy shift of 0.1eV between 2p;/, and 2p;3,, states can be neglected. Following
analysis carried out in Sect.7.1, the ratio Rp; was expected to be proportional to w,
ie., Ré () = a’ . (In this subsection, the upper index I indicates that the values are
related to the IPA case.) Experiments demonstrated that the ratio is indeed a linear
function of w. However, the line was shifted, R, (w) = aw + b, and the value of the
slope a differed from that obtained by the Hartree—Fock (HF) calculations.

To understand what happens, we employ the results obtained in (6.1). In the IPA
picture, the photon interacts with the 2p electron directly. The latter transfers large
momentum p to the nucleus, approaching it at small distances r ~ 1/p. This leads
to a small factor (117 /p)* in the amplitude, with 11, the average momentum of the
electron in the L shell. Beyond the IPA, another channel of the process is possible.
Instead of interacting with the 2p state, the photon interacts with the 2s electron,
creating a hole. The photoelectron pushes the 2 p electron into the 2s hole by electron
impact. In the first step, the 2s electron transfers large momentum to the nucleus.
This provides a small factor of order (17 /p)>. Thus it is not as small as in the case of
a2p electron. The second step takes place at distances of order the size of the L shell
(rather than at the small distances at which photoionization takes place), and thus we
avoid suppression by powers of momentum. However, interaction of the outgoing
electron with the bound electron provides the Sommerfeld factor &,, = am/p; see
(3.42). Hence, the IPA breaking correction to the amplitude is of order am /p; and
does not depend on the photon energy. In the hydrogenlike approximation, this is
2/Z, making 20% for the case of neon. Thus it should be included.
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Now we calculate the IPA breaking effects for photoionization of 2p and 2s
electrons, tracing the lowest-order terms of expansion of the amplitude in powers of
&.. [19]. We assume that the atomic electrons move in a certain effective field, and
we carry out calculations in nonrelativistic approximation. The calculations are very
much like those carried out in Sect. 3.2. Note that our analysis does not require the
asymptotic behavior of the cross sections 03, and oy;.

We begin with the ionization of the 2p state. We write the two-electron states
consisting of one 2 p and one 2s electron as |i, j), where i denotes the set of quantum
numbers 2, 1, m (m = 0, 1), while j stands for the set 2, 0, 0. The IPA amplitude
of photoionization of the 2 p state is

Fl = fi = (p, jlyli. j), (7.141)

with p denoting the state of the photoelectron; y is the vertex of the electron—photon
interaction. Here the 2s electron is just a spectator (we neglect a small change of the
effective field caused by creation of the hole in the 2p state). Now we assume that
the final-state interactions (FSI) of the photoelectron with the bound electrons are
neglected in the amplitude f;, and we include the admixture of other two-electron
states by the lowest-order FSI between the electrons V.. The amplitude becomes

)

9 j VE@ k? j k’ j .1 j 9 j VE@ k? ] k7 ) .7 j
F :ﬁ+z<p J1Veelk, J)(k, jlyli, j) _Z<p J1Veelk, 1)(k, ily 1), £)
k

w+& — & P w+ej— &
(7.142)
with k standing for vacancies in both continuum and discrete spectra,
. . * o Py
mnmww=/$mw%mwngﬁ%uWﬁw (7.143)

The second term on the RHS of (7.142) describes the scattering of the photoelectron
ejected from the 2p state on the bound 2s electron. This is just a correction to the
IPA amplitude f;. The third term represents the IPA breaking mechanism described
above. It is illustrated by the Feynman diagram shown in Fig.7.1.

The interaction V,, does not depend on the spin variables. Thus the spin projections
of the states 25 and 2 p in the IPA breaking term should be the same. Hence the space
part of the function describing the two-electron state should be antisymmetric.

The main contribution to the sum over k in the IPA breaking term comes from the
continuum states with momentum p’ close to p. To prove the statement, we introduce
p’ = p + q, and write

. . dra | QT
(P, j| Vel i) = m(ﬂeq i) . (7.144)

Recall that A — 0 is introduced to avoid divergence in integrations over ¢ at the
lower limit. It vanishes in the final expressions for the cross sections. The last factor
decreases rapidly for ¢ > ;. Thus we can put
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2s

2p 2s

Fig. 7.1 The main IPA breaking contribution to the amplitude of the high-energy photoionization
of the 2p state. Solid lines stand for electrons, p labels the photoelectron carrying momentum p.
The helix line is for the photon. The dashed line denotes the electron interaction (exchange by
virtual photon) in the final state

(k.ilylj. i) = (p.ilylj.i) = f; (7.145)

in the IPA breaking term. This enables us to write

F = fi+F" FY = _ijBj,-, (7.146)
J

where Fi(l) represents the IPA breaking effects caused by the FSI, while

_ d’q 1 4o
) @r)Ywte; —eprq E+ A

Bj; (jle'9T]i) = (jIB@)i).  (7.147)

We omitted the second term on the RHS of (7.142), since it provides just a correction
to f; due to scattering of the photoelectron on the 2s electron. One can see that the
operator B(r) is just the one defined by (3.66) with p’> = 2m(w + ¢ i)

The initial-state interaction beyond the effective (self-consistent) field also pro-
vides the IPA breaking effect, mixing the 2s, 2 p two-electron state with a 2s, k state,

where k labels an unoccupied p state of the discrete or continuum spectrum. The
corresponding amplitude written in the lowest order of perturbation theory is

in (2s) . (25) (k,25|Veel2p, 2s)
sz = ‘%kak,Zp’ quzp = T. (7.148)

If the state k£ belongs to the discrete spectrum, then f; is the IPA amplitude of
photoionization. If it belongs to the continuum, then f; is the amplitude of the
absorption of the photon by the electron moving in the field of the atom. Unlike
the FSI case, the IPA breaking amplitude FZ’;’, can be calculated only numerically.
We expect the contribution to be small, since the amplitudes of ionization from
excited states are small. For the heavy atoms with large Z, it is quenched by a factor
ma /g ~ 1/Z. In any case, a large value of IPA breaking effects in the initial state
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would mean that single-particle representation is not a good approximation for this
state. We shall neglect these contributions in our equations. We shall estimate the
contribution of the IPA breaking terms in the initial state for the special case of
ionization of the L shell of neon several paragraphs below.

Employing the results of Sect. 3.2, we obtain

Bji = iéeeSji, (7.149)

with Sj; = (jlIn (r — r))Ali) = (jlIn (rA(1 — 1))]i); see (3.71). Here the direction
of the photoelectron momentum is chosen as the axis of quantization of the angular
momentum. Writing In (#A(1 —¢)) = In(rA) 4+ In (1 — #), we note that the term
In (rX) vanishes due to the orthogonality of the angular parts of the wave functions.
Thus

Sii = (jlIn(1 =0)]i), (7.150)

and
Fi = fi —ibee fiSji - (7.151)

Direct calculation provides

8200.21m = b1das2p0mo » (7.152)
with 1 5
3 3
b, = £/ ditln(1—1) = =22 (7.153)
2 J, 2
while

dys2p = / drrys, (Y3, () (7.154)
0

is the overlap integral of the radial functions with angular momenta 1 and 0. Note that
the matrix element Sypo 21, Obtains a nonzero value only for the state with m = 0.

We use a conventional definition in which the bound-state wave functions with
m = 0 are real. Since the amplitude of photoionization of a p state with m = 0
contains the factor i, both terms on the RHS of (7.151) are purely imaginary. The
squared amplitude for ionization of the state i = 2, 1, 0 can be written as

|Fi)> = |fil® — 2Re(i&ee f1S)i ) + &0 £S5l (7.155)

The asymptotics of the photoionization amplitude from a p state with m = 0 can be
represented as f; = —i f; with Im f; = 0. Thus (7.155) can be written in terms of
real variables as

|Fi? = | fil* + 250 £;Sji fi + E21£;S)il (7.156)
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Now we can carry out integration over the angular variables and consider the IPA
breaking effects in terms of the cross sections. This is possible, since the angular
dependence of the amplitude f>, is determined by the product of e - n and n = p/p.
For the amplitude f,, of photoionization from the state with azimuthal quantum
number m there are two terms, proportional to e, and to (e - n)n,,. For the axis
of quantization of the angular momentum along the vector n and m = 0, all three
structures coincide, being just e,. The influence of 2s electrons on the photoionization
of 2p electrons can be written as [19]

02, () R (@)
21P =1+ 2$eebld2s,2p 2
Uzp(a)) 3

+ELbid3, 5, RY (). (1.157)

Only two of six 2p electrons (those with m = 0) contribute to the IPA breaking
amplitude. Note that (7.157) is true also for the multicharged ions that have n < 6
electrons in the 2p state, with R}, the IPA cross section ratio for this ion.

An analysis analogous to that carried out in Chap.3 shows that the amplitude
Fy,) has also a small real part with ReFy)) ~ (uu1./p) - ImF;)) < ImFy ). Also, the

second-order perturbative amplitude FZ(? is mostly real with Re Fz(;) ~ &,.Im Fz(;) <

Im Fz(;). These terms do not interfere with those on the RHS of (7.146), providing

small corrections of order M% /p? and &2 to the IPA breaking terms on the RHS of
(7.157).

Recall that &,, = (I;/w)'/* with I} = 13.6eV. Therefore, if the IPA cross section
ratio exhibits the asymptotic behavior

Ri(w) = dw, (7.158)

where a’ does not depend on w, the RHS of (7.157) does not depend on the photon
energy o. Introducing the dimensionless parameter k = (a’1;)!/2, we obtain

ogp(@) 2b1das2p

ol (@) V3

and the RHS does not depend on w.
Now we study the influence of 2 p electrons on the photoionization of 2s electrons.
We can write, similar to (7.155),

K+ bid3, 5 K7, (7.159)

|Fi1> = £ = 2Re(ibee i Sij 17) + E0| fiSij (7.160)

with §;; = §;;. Comparing (7.155) and (7.160), one can see that the second terms on
the RHS contain the amplitudes f3, and f>, respectively. Thus they have different
signs, and
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0-23(0)) - 11— 2%_ +§_2 b%dgs,Zp
03,() SiRL @) 3Rn@)

If (7.158) is satisfied, we obtain

§ I bid i bzdz,
o @ _ | N by D Do (7.162)
023(60) 3al w 3al ?

Thus the IPA breaking effects vanish in the asymptotics.
How do the IPA breaking effects change the asymptotic law given by (7.158)?
Employing (7.159) and (7.162), we obtain

(7.161)

Ry(w) = avw+b+c/w. (7.163)
Here .
1 by b2d3,
a:%; b=—2%%; c=11%, (7.164)
where,
K
K =1+ 2b1d2s,2pﬁ + bids, 5,17, (7.165)

is the RHS of (7.159). The last term on the RHS of (7.163) can be neglected, since
w K I;. Thus the dependence R,;(w) remains linear. The value of b; is given by
(7.153). As to the overlap matrix element dy; >, defined by (7.154), its calculation
with the Coulomb functions give dy, 5, = —/3/2 & —0.87 for every value of the
nuclear charge Z, and we can expect that its Hartree—Fock value is always negative as
well. Since b, is also negative, we find that K > 1. Hence, the correlations diminish
the slope of the line (7.158) and shift it downward.

We return to ionization of neon, which we mentioned at the beginning of this
section. The HF calculations provide the behavior (7.158) for the photon energies
between 0.7 and 1.0keV witha’! = 2.19 keV~!. Hence we can put k = 0.17. The HF
computation provides dy, 2, = —0.95. We obtain K — 1 = 0.19 from correlations in
the final state determined by (7.157) and (7.162). An additional contribution —0.02
to K — 1 comes from correlations in the initial state; see (7.157). Thus we arrive at
the value K = 1.17. Hence, in (7.163),

a =187keV™"; b = —0.14, (7.166)

which is much closer to the observed values; see Fig.7.2.



190 7 Photoionization of Atoms
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7.4.2 Random Phase Approximation with Exchange

In the calculations carried in the previous subsubsection, we actually calculated the

sum . .
. w+Ej— &

in the plane-wave basis for the states k. A more accurate approach requires calcula-
tions in which all electrons are moving in the field of the atom.

The IPA amplitude of the process in which an atomic electron is moved from the
single-particle bound state |i) to a vacant single-particle state { f |, which can belong
to the discrete or continuum spectrum, is Fy = (f|y|i). We omit the indices of the
other bound electrons, since they do not change their states, contributing only to the
effective field, acting in the states |i) and ( f|. Now we assume that one of the bound
electrons, i.e., that in state j, can also undergo transitions. The photon can interact
directly with state j, and the interaction between the electrons can push the electron
from state |i) to the hole in state |j). This leads to the amplitude

(7.167)

F, = Z (fs J1Veeli, k) (kly 1))
- w+e;—¢g +id

with the two-particle matrix element of the ee interaction given by (7.143). Here the

photon interacts directly with the electron in state j, transferring it to an unoccupied

state k. The electron interaction moves it to the hole in state j and pushes the electron

from state i to the continuum. The amplitude
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(Js [ Veeli, k) (kly 1))
Fip = — , 7.168
v Zk: w+e; —e+id (7.163)

with permutation ( f, j| — (J, f|, describes the process in which the photoelectron
knocked out from state j moves to the continuum, also pushing the bound electron
from state i to the hole in state j. One can see that the process considered in Sect. 7.4.1
is described by the amplitude Fy, withi =2,1,0, j =2,0,0, and (f| = (p|.

Another possibility is that the interaction V,, transfers the electrons from the
bound states |i) and |j) to unoccupied states { f| and (k|. The latter can belong to
the discrete or continuum spectrum. The photon interacts with the electron in state
(k|, pushing it back to the hole in state j. The amplitude is

P =Y (1K) K f1Veel /- ) (7.169)

— —o+te - +id
The replacement |i, j) — —|j, i) provides the amplitude F;. These contributions
to the amplitude are shown in Fig.7.3.

We denote the amplitude by

F = Fo+ Fiy+ Fip + Foy + Fop, (7.170)
" S
i foj ™ | i ™ f
0 i l f i | j
1a 1b
e ",
J —L") J ! ™ J

2a 2b

Fig. 7.3 The Feynman diagram for photoionization of the bound state i in the random phase
approximation with exchange (RPAE). The photoelectron is labeled by f. The diagram O is for
direct interaction of the photon with the electron in state i. In diagram 1a, the photon interacts with
a bound electron in state j, moving it to an unoccupied intermediate state. In next step, the electron
moves back to state j, transferring the energy to the bound electron in state ;. The latter is moved
to the continuum. In the exchange diagram 1b, the photon also creates a hole in state j. The bound
electron moves from state i to the vacancy in state j, transferring the energy to the photoelectron. In
the diagrams 2a and 2b, the electron interaction mixes the two-electron state of the bound electrons
i and j to the vacant states k and f, and the photon moves the electron from state k to the vacancy
in state j. Diagram 2b differs from 2a by a permutation of the initial single-particle states i and j
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summed over all bound states j as FF = (f|M]|i), where M can be treated as the
operator of the ye interaction beyond the IPA. Thus we obtain

(f+ J1Veelis k) (Kly 1) (Jlylk)k, f1VeelJ, 1)
+> ral
w+ej—¢e +id —w+ej— e +1id
(7.171)

with (a, b| = (a,b| — (b, al. In (7.171), the sum is carried out over all occupied
states j and over all vacant states k.

This equation presents the amplitude of the transition between a bound state and
a vacant state with the IPA effects included in the lowest order of the perturbative
theory. It can be treated as the first iteration of the general equation that ties the
amplitudes of the bound-to-vacant transitions of the electron,

(FIMi) = (flyli)+
k.j

k.j

J1Veeli, k) (KIM|j) D (JIM|k)(k, f|VeelJ, i)

w+e;—e+id —w+e; —e+id
(7.172)

This equation with the Hartree—Fock functions as the single-particle basis forms the

“random phase approximation with exchange” (RPAE). The approach in which the
exchange terms are neglected, i.e., (f, 7l = (f.jl: (,il = (j, il, is known as the
“random phase approximation” (RPA). Derivation of (7.172) is given in a number of
books; see, e.g., [21, 22]. Therefore, we do not repeat it here.

The calculations pioneered by Amusia and his collaborators [22] demonstrated
that the RPAE succeeds in describing the correlation effects in the low-energy pho-
toionization. Note a strong point of the approach: the length and velocity forms
of the electron—photon interactions are equivalent. After photoionization has taken
place, the effective field felt by the electron—spectators changes. The RPAE does not
account for this effect. It is included in the generalized version of the RPAE known
as the GRPAE [23].

One can see that it works well for investigations of the correlations at high energies
also. The results of the RPAE calculations for ionization of the L shell of neon
are presented in Fig.7.2. The amplitude Fj, dominates, since at amplitude Fj,,
the electron interaction transfers large energy. Therefore, inclusion of the exchange
terms is of crucial importance. Below, we shall meet also the relativistic version of
the random phase approximation (RRPA) [24], based on the Dirac wave equation.
The relativistic approach becomes increasingly important for the internal shells of
heavy atoms.

Note, however, that the RPAE does not pick the terms in which the photon connects
two vacant states. Thus, for example, the IPA breaking effects in the initial state
described by (7.147) are not included in RPAE calculations and should be analyzed
separately.

(fIMi) = (flyli) +Z (.



7.4 Photoionization Beyond the Independent Particle Approximation 193

7.4.3 Correlations in the Higher Subshells

Now we consider the higher subshells, which contain the states with the angular
momenta £ > 1. We focus on their correlations with the s electrons of the same
subshell.
The lowest-order IPA breaking amplitude is described by (7.151) withi = n, €, m,
Jj =n,0,0, where
Sji = b/Zan,niamOv (7.173)

with N
dpone = / drr*y! (Y, (), (7.174)
0

while

V20 +1 !
by = —+Xe; X =/

> dtPi(t)In(1 —1), (7.175)
1

where Py (t) is the Legendre polynomial. Employing the Rodrigues formula [25]

14
d—(t2 -, (7.176)

Pt) =
A T TL

and integrating £ times by parts, one can find that X, = —2/¢(¢ 4 1) for £ > 0, and

V2041

by = ———— .
LE+1)

(7.177)

The squared amplitude is described by (7.155) for every value of £. However, the
second term on the RHS, which describes the interference between the IPA and IPA
breaking amplitudes, has a nonzero value only for odd values of £. This is because
the IPA amplitude contains the factor i*, while the leading IPA breaking amplitude
is mostly imaginary. There is no interference in the case of even values of £, and this
term vanishes.

Thus for odd values of ¢, the influence of the ns electron on the cross section of
ionization of n{ states is

oo (@) R I( (w) 2,2 12 I
=14 2&,.bedpo nir| = + E.,b;d o R, , 7.178
ol (@) eeDedno ne 21 Eeelidyg ne Ry (@) ( )

while the influence of nf electrons on ionization of ns states can be written as
212
bean,nZ

Ops (w) _ _ 2%_“ bidno,nﬁ ]
JC+ DR @)

_ +5&,
(@) \/ Q¢+ DR! ()

(7.179)




194 7 Photoionization of Atoms
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An instructive example is provided by photoionization of the 3 p state in argon by
photons carrying energies of about 1keV [26]; see Fig.7.4. One can see that there
is a large discrepancy between the experimental data and the results of the IPA HF
calculations. The HF value of the 3s to 3p photoionization ratio at ® = 1keV is
R3; = 0.78. Employing (7.178) and (7.179), we find that since R3; < 1, the influence
of the 3 p electron on the ionization of the 3s state is larger than that of the 3s electron
on the ionization of the 3 p state. The IPA breaking effects diminish the slope of the
IPA curve and shift it downward. The IPA breaking effects in ionization of the 3s and
3p states add —0.090 and —0.077 respectively to R3;. This provides R3; = 0.61.
Note that the RPAE value is R3; = 0.58.

For even values of ¢,

one(w)

: = 1 +&.b7d% Rl (w), (7.180)
anﬁ(a))

n0,n

with dy0 ¢ and by determined by (7.174) and (7.177). Although at large energies
for £ > 2, the last terms on the RHS of (7.178) and (7.180) dominate, one cannot
discriminate other contributions at finite energies, since the factors b? and d7, can
be small. For example, b% ~ (.14. Note that in such a way, one can find correlations
between the electrons with any orbital momenta ¢ and ¢'.

In Fig. 7.5, we demonstrate an example illustrating the correlations in the M shell
in the ionization of krypton (Z = 36) by photons with energies in the region of 1 keV.
The RRPA calculations of the cross section ratios demonstrate that the correlations
provide a noticeable contribution and improve agreement with the experimental data
[27].
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7.4.4 Intershell Correlations

If the photon energy is much larger than the binding energies of the statesi = n, £, m
and j = n’, ¢, m’, the amplitude that includes correlations between these sates is
given by (7.151) with

Sii = Swe neSmms  Swene = beedwe pe, (7.131)

where

dyope = / drry’,, (!, (), (7.182)
0
while

bee = dtPy(t)Py(t)In (1 — 1). (7.183)

JeUFDHRE+1) [!
2 /4

The squared amplitude of photoionization of the state |i ), which includes correlations
with states j, is

I = [fil> +2Re D (& fiSii 1) +E21 D £l (7.184)
J J

To express (7.184) in terms of the cross sections, we must take into account that
some of the contributions to the RHS vanish, since the amplitudes of photoionization
of states with orbital momenta £ contain the factors i*. Also, the azimuthal quantum
numbers of the electrons participating in correlations should be the same, i.e., m =
m’ = m". Denote the state n’, £/, m’ by j’, and define 6,y = (1 — (—1)¢=¢)/2. Thus
0¢e = 1 for odd values of £ — ¢’, turning to zero for even values of this difference. The
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cross section of photoionization of a state i with orbital momentum £ that includes
correlation with the states having momenta €', £” < ¢ can be written as

1/2 172
1 2 1.1 2 E I 1
0; = 0; +2§ee S (Ui Uijj’i) 94@/ +$€€ ij,‘Sj”,‘(l —9[('/)(0']-,0']»”) .
J' iJ"

(7.185)
Here sj; = byedye ne, and the factor Nj; = (2€' 4+ 1)/(2¢ + 1) reflects the fact that
only the terms with m’ = m contribute to the second term on the RHS.

Now we consider the case of very high photon energies, which exceed strongly
the binding energy in the K shell. The RPAE calculations of 2 p photoionization of
nitrogen and neon for energies up to 10keV [28] demonstrated a strong cancellation
between correlations with the 2s and s states in the angular distributions of the
photoelectrons. Now we demonstrate that in our perturbative approach, such cancel-
lation takes place at the amplitude level. We show also that this is a general tendency
[29].

Note first that when we include the inner shells, the whole picture becomes more
complicated. For example, the photon can interact directly with the 2s electron,
while the 1s electron undergoes shakeup into the hole in the 2s state of the ion.
The latter step is described by the overlap matrix element (Y |y/],), with ]} the
radial wave function of the 2s electron in the field of the ion. In the final step, the
photoelectron pushes the 2p electron to the 1s hole of the final-state ion. We can
neglect the contribution of such channels, assuming that | (¥, [} )| < 1. Under this
assumption, the inclusive cross section with the sum over all possible states of the
final ion coincides with the exclusive cross section in which the spectator electrons
do not undergo transitions.

We begin with ionization of the 2 p state. The term with i = 2, 1, 0 on the RHS of
(7.151) contains the factor dy; 5. Its value for Z = 1 is —0.87. The HF calculation
provides dy; 2, = —0.91 for Z = 5, becoming closer to —1 for larger Z. The
corresponding factor dy,, for correlation with the 1s state is positive, since the
function j; is always positive, while the function v, is positive except at the
point r = 0, where it becomes zero. These two contributions have different signs,
exhibiting the tendency to cancellation. Correlations with othern’s (n” > 2)electrons,
if there are any, are much smaller. This happens for two reasons. The high-energy IPA
amplitudes f,; decrease with n’. Also, closure requires that Yx|(w;s|1p2’p) > =1,
with summation over states of both the discrete and continuum spectra. Thus the
values of d, 2, and di;5, (the Coulomb value is 0.48 in the latter case) almost
saturate the closure condition, and the values of the overlap integrals d, with
n’ > 1 are much smaller. Hence only correlations with 2s and 1s electrons are
important. For the same reason, in ionization of the np state, the correlations with
ns and ls electrons are the largest.

Now we analyze the influence of the s electrons from various n’ shells on the
cross section of ionization of the np states. We can write (7.185) as



7.4 Photoionization Beyond the Independent Particle Approximation 197

Oup = 0+ 20 Zs, (e g2 Z sjpispiahal)2 (7.186)
JJ"

with j” and j” denoting the n’s and n”s states respectively. We can rearrange the
RHS as

1/2 See
Onp = Unp+2§ee|:ZS],( ) Tty 2 ?l /1]+See ZSJIS,//,(G,G )1/2

J'#E]"
(7.187)
Here the term in square brackets on the RHS describes the “individual” contribution to
the IPA breaking effect of n's electrons, while the last term provides the interference
of correlations with n’s and n”s electrons. In the asymptotics, the RHS does not
depend on a) and the correlation effects change the slope ! of the line R,; =
Ons[Onp = a,, Twto ay = a /K. Putting K =1 + A, we can write

Z,\ + z T - (7.188)

n" #n’

Here each A, is the contribution of an n's electron; the sum Zn, A, corresponds to
the term in square brackets on the RHS of (7.187). The cross terms 7,/ ,» contain the
products of contributions of n’s and n”s electrons. The sum Zn/, L T corresponds
to the third term on the RHS of (7.187).

We use (7.188) to analyze the interplay of the partial contributions. For nitrogen,
we have 1| = —0.29, 1, = 0.44, while 7, , = —0.23. Thus A = —0.08. For neon,
Ay = —0.17, 1, = 0.18, while 7, , = —0.03, providing A = —0.02. The correlations
of the 2 p electrons with those in the 2s and 1s states compensate each other to a large
extent. For ionization of the 3 p state in argon, A; = 0.086, A3 = —0.077, while the
other parameters are much smaller. Thus we face the tendency of compensation of
the correlations once again.

Ionization of 3d electrons in titanium (Z = 22) provides another illustration of
the tendency. Nonrelativistic calculations carried out for o = 50keV gave A ~ 0.04,
while the individual contributions are about ten times larger.

7.4.5 Nonrelativistic High-Energy Asymptotics

Now we calculate the leading terms of the expansion in powers of 1/w of the cross
sections for ionization of nf states beyond the IPA. As we have seen in Sect.7.1.3,
the TPA amplitudes have a common factor 4 (§) representing the dependence on the
parameter w&-(7.37). Thus the IPA cross sections contain the factor D(§) = h2(£);
see (7.41). Since we presented the IPA breaking amplitudes as linear combinations
of the IPA amplitudes, the cross section beyond the IPA will also contain the factor

D(&).
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We begin with IPA breaking effects in the final state. As we have seen, in the case
of s states, the IPA breaking effects manifest themselves beyond the leading terms
of the asymptotics. The cross section can be expressed by (7.44) with £ = 0,

oD ()

el (7.189)

ono(w) =
with @7,y equal to its IPA value Ay, i.e., &0 = A,p.

For the states with £ = 1, the IPA and IPA breaking terms depend on the photon
energy in the same way. Thus all the terms on the RHS of (7.155) contribute to the
asymptotics. Also, only correlations with s states contribute to the asymptotics. We
obtain R
1 D(§)

o (7.190)

on(w) =

Now 7, differs from its IPA value A, :

At Awoli\1/2 2 1/2 ?
Gy = A +2blzdnfo,nl(T) +11b1(2dnf0_,,1An,0) . (7.191)

n

with the sum over all occupied n’s states, and I} = ma? /2~ 13.6eV.

For £ > 1, the asymptotics are determined by the IPA breaking contribution,
expressed by the last term on the RHS of (7.190). As in the case £ = 1, only
correlations with s states contribute to the asymptotics. We obtain

D (&)
one(w) = P (7.192)
with s
Sy = Ilbg(Z(dn,o,,,@A,‘/j) : (7.193)

The amplitude describing the IPA breaking in the initial state for photoionization of
2 p statesis given by (7.147). A similar equation can be written for the photoionization
of any nt state. The n¢ electron can be transferred to a vacant n’¢ state by the ee
interaction. In the next step, it undergoes direct interaction with the photon. The
amplitude has the same energy dependence as the IPA amplitude. This mechanism
contributes to the terms beyond the asymptotics if £ > 1. For £ = 0, 1, it should
be included. However, usually it is numerically small, due to the small amplitude
of photoionization from the excited states. For strongly bound states with binding
energies ¢, > I, it is quenched by the factor mo/u,e. In any case, in the high-
energy limit, the amplitude of photoionization can be expressed in terms of a single
parameter that is the derivative of the wave function of this state at the origin. Hence,
the IPA breaking effect in the initial state can be treated as a certain renormalization
of the single-particle wave function.
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Thus the IPA breaking effects do not alter the asymptotic law for s states. For p
states they do not change the energy dependence of the cross section, but modify
the coefficient of the asymptotics. For £ > 2, the IPA breaking effects determine the
asymptotics and change their energy dependence from D(£)/w’/?>*¢ to D(£)/w’/?
[30].

7.4.6 Peculiarities of the Relativistic Case

Now we consider the correlations for relativistic photoelectrons. The ratio w/m is no
longer a small parameter. As in the nonrelativistic case, the g dependence of the IPA
amplitudes contains the factor (j1,,, /¢ )*. However, now one cannot neglect the photon
momentum K in the expression for the recoil momentum ¢ = |k — p|. Employing
the results of Sect.7.4.3, one can see that (7.156), or more generally (7.184), which
presents the squared IPA breaking amplitude in terms of the IPA amplitudes, is true
in the relativistic case. However, the relation between the amplitudes and the cross
sections is not as simple as in the nonrelativistic case. It requires a complicated
angular integration.

Recall that in the nonrelativistic case, the second term on the RHS of (7.155)
vanishes for even values of ¢, since the bound-state wave functions are real. The
relativistic amplitudes contain both real and imaginary parts of the same order of
magnitude for all values of £. Neither part can be neglected without a more detailed
analysis.

Employing the results of Sect. 7.4.1, we can estimate the IPA breaking corrections
to the cross sections as

_
M . (7.194)
o,y (w) Cne

with ¢,¢ = pne/m. The first and second terms on the RHS correspond to the second
and third terms on the RHS of (7.155). In the hydrogenlike approximation, &,, =
oZ/n, and

o (w) — a,fé)(a)) @ o?

oD (@) @2)" (@2

(7.195)

Here we do not trace the n dependence.

Thus in the ionization of s states, the IPA breaking effects provide small correc-
tions of order «, i.e., of the same order as the relativistic corrections. In the ionization
of p states, the IPA breaking effects are of order 1/Z, being determined by the second
term on the RHS of (7.155). The third term provides a correction of order 1/Z>. For
higher values of ¢, one cannot make a definite conclusion about the relative role of
the two terms. The relative role of the third term with respect to the second one can
be described by the parameter y;, = (¢ Z)'~*/Z. We obtain y, = 0.31 and y3 = 0.10
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for the lightest atoms containing d and f electrons with the charges of the nuclei
Z = 21 and Z = 57 respectively. Thus one cannot neglect the third term on the RHS
of (7.184) without additional analysis.

In the ultrarelativistic limit w >> m, the energy dependence of the photoionization
amplitudes is the same for all bound states. Thus the left-hand sides of (7.194) and
(7.195) do not depend on w.

The strong cancellation between the partial contributions to the correlations in
the nonrelativistic case makes the relativistic calculations increasingly important.
For example, in the ionization of neon and argon at energies of about 70keV, the
relativistic corrections to contributions of correlations of the electrons from different
shells are of order 0.14. However, these corrections become of order the total correla-
tion effect, calculated in the nonrelativistic approximation. It is still not clear whether
the cancellations obtained in the nonrelativistic approximation still take place after
taking relativistic effects into account.
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Chapter 8
Ionization and Excitation by Photon Impact
at Higher Energies

Abstract Since the nonrelativistic photoionization cross section decreases rapidly
with an increase of the photon energy, the higher-order processes dominate in the
formation of ions at larger values of photon energy. We carry out relativistic analy-
sis of the second- and third-order processes. If the photon energy is large enough,
the Compton scattering becomes the dominant mechanism for creation of ions. We
show that the seagull term of the nonrelativistic Compton scattering amplitude can
be viewed as the contribution of the negative-energy intermediate states in the rel-
ativistic amplitude. We obtain the general equations for the characteristics of the
Compton scattering on the Bethe ridge and show their connection with equations of
the impulse approximation. Employing the results obtained in Chap. 4, we obtain the
differential distributions outside the Bethe ridge. We demonstrate the infrared sta-
bility of the sum of the contribution to the Compton scattering cross section coming
from the soft scattered photons and the photoionization cross section that includes the
radiative corrections. At still larger photon energies exceeding certain value wy, the
ions are produced mainly accompanied by the creation of electron—positron pairs.
We determine the energy distribution of the electrons ejected due to this mecha-
nism. We calculate the dependence of wq on the value of the nuclear charge Z for
the single-electron ions and for the atoms containing Z electrons. We find also the
photon energy region where this mechanism dominates in the creation of excited
atoms.

8.1 Compton Scattering

8.1.1 Interpretation of the Seagull Term

In both photoeffect and Compton scattering, the final state contains an ion. At low
energies, the photoelectric effect dominates, while the relative contribution of the
Compton scattering is of order the fine-structure constant «. As we have seen, at very
large energies the ratio of the cross sections of these processes, R(w) = oc(w)/opn(w)
(in this section, the lower index C stands for “Compton”), is of order & /(«Z)’, which
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is larger than unity for Z < 52. The cross section of the Compton scattering is larger
than that of the photoeffect for ® > w;(Z). The value of w; amounts to several
kilo-electron volts for the lightest atoms, becoming about 1 MeV for the heaviest
ones [1].

Before calculating the cross section o¢, we discuss the matching of the general
relativistic approach with the nonrelativistic one. The relativistic amplitude of the
Compton scattering in the single-particle approximation can be written as [2]

Fc = —N(w1)N(0)X;

43 d? e .
X = (27£3 (27_{;3 [Wff|f2 —ko)e; (B|G(wr + Epf)er (f — Ky [y) +  (8.1)

me+mmmm&m+ammmﬁ+mm@

with G the relativistic electron propagator in the atomic field. The polarization vectors
ex have only the space components, and thus ¢, = —(e;);¥;, (i = 1,2, 3). The first
term describes the process in which the absorption of a photon with energy w; by an
atomic electron is followed by radiation of a photon with energy w;,. In the second
term, the radiation precedes the absorption. In the nonrelativistic limit (see Sect. 5.4),
we have also the A2 or seagull term with absorption and radiation at the same point.
To find the nonrelativistic limit of the amplitude (8.1), we present each propagator
as the sum of the contributions of the positive-energy and negative-energy states:

6B =GBy +6 By 6=y L o ol
K $ q 1

(8.2)

Here s denote the states with E; > 0, while ¢ stand for the states with £, < 0
(actually, E, < —m). The amplitude can be written as F E’ + F, with the two terms
corresponding to the two terms on the RHS of the first equality in (8.2).

In the nonrelativistic limit w; » < m, the energies of the final-state and initial-state
electrons Ey ; should be close tom, i.e., |[E; ;—m| < m. In this limit, the amplitude F
describes the nonrelativistic pole contributions. Now we focus on the contribution
Fs = —N(w1)N(w2)X~; of the intermediate states with negative energies E,:

Xz = af d&f |:Z (Yl — ka)es (B2 ]r,) (Wglfi) e (1 — Ky [vr) n

(27'[)3 (277.’)3 wq +E, —E —1i8

(Yrlfs + ke (Bl ) (Vg lf1) €5 (1 + ko | )
* z —w) +E; —E;, — i i|

(8.3)

Note that the sum over the states |1/, ) is saturated by those with three-dimensional
momenta g = |q| < m. This is because the bound states determine important values
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of momenta f| ~ u; < m, and the wave functions (f|,) are strongly quenched at
q 2 m. Thus we can put E, = —m in the denominators of both terms on the RHS of
(8.3), which become E; — E;, ~ 2m. Also, we can neglect the terms corresponding
to the kinetic and potential energies in the wave equation for ,, which is just
(vo + D]¥,) = 0. Hence we can put

1 —
W) = —5 7). 8.4)
and write
| df d3f » .
Xe = (27:)13 (27r)23 [;(folfz —ka)é5 (1 — yo) (B2l (g lfr)er (B — Kylvy) +
+ Z(l/fflfz +kp)er(1 — yo) (B2 |¥g) (Wqlfr) 5 (F1 + kzll//i)]- (8.5)

q

To evaluate the sum over the negative energy states, we employ the closure con-
dition

ST Wl + D Wl = 1, (8.6)
K q

and replace Zq [Wg) (gl by 1 =" |15} (| on the RHS of (8.5). In the sum over the
positive energy states, those with large momentum s = |s| = m are quenched, since
the integrals are determined by f; » ~ w; < m. For the states with s < m, we obtain
(1 = y0)|¥s) = 0 in the nonrelativistic limit. Thus we can put > q [Wg)(¥yl = 1 on
the RHS of (8.5), and Zq (Bl (Yylfy) = (2m)38(f; — £,). Integrating over f, and
changing the variable f; of integration in the second term on the RHS of (8.5) to
f, — k; — k,, we obtain

__ _N@DN@) [ &fi , s .
Fo=-— y. / )3 (Yrlf — k2)(6§(1 —yo)er +e1(1— )/0)63) (f1 — k).
(8.7)
Now we employ the commutation relations ypé; » = —é; 2y and é3e; + ¢;¢5 =
2e3e; = —2e3e;. Since also in the nonrelativistic limit yp[v;) = [v;), we find that

d’fy
2m)3

e*
-_ 9
Fc =

.elN(wl)N(wz)/ (Urlfy — ko) (F1 — K[ i) (8.8)

m

Replacing f; — k; by f; in the integrand, we arrive at (5.84) for the seagull term.

Thus the seagull term approximates the sum over the negative energy states in
(8.1). Itis amusing that the nonrelativistic Thomson cross section, which corresponds
to the amplitude described by the seagull diagram, is expressed in terms of essentially
relativistic characteristics.
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8.1.2 Distribution of the Scattered Photons

Recall that we denote momenta and energies of the incoming and scattered photons
by ki, and w2 = k;» = |kj2|. The total energies of the initial and outgoing
electrons are E; and E. Treating the recoil ion as just a source of an external field,
we can write for the differential cross section

&Pp &h

@2n)* 2n)?”
(8.9)

doc = Qm)*|Fe(ki, k) [*8(w) + E; — E — wp)dl"; dIM =

with p the three-dimensional momentum of the outgoing electron, and p = |p|. Con-
sidering the recoil ion to be one of the final-state particles, which obtains momentum
—(, we can write (8.9) in the form

doc = 2m)*|Fc(ky, Kz, Q)1*8(w1 + Ei —E — 02)8 (ki +q— ko —p)d I, (8.10)

&Pp Pk dq

ar- = 2n)} 2n) 2n)3

The case of soft scattered photons with w, < w; will be analyzed in Sect. 8.1.4.
Here we focus on the energies of the scattered photons w; ~ ;.
As we have seen in Chap. 2, for large energies

wp > Wp (8.11)

(in other words, for the case in which the wavelength of the incoming photon is
much smaller than the size of the bound state), the amplitude is enhanced on the
Bethe ridge, where the momentum ¢ transferred to the recoil ion can be as small as
the average binding momentum p;,. This requires that the energy of the scattered

photon be not too small:
Wi

> —. 8.12
2 = T 200 /m (8.12)
If also the kinetic energy of the outgoing electron is large enough, ¢ > I, i.e.,
its momentum satisfies the condition p >> u;, one can neglect g everywhere except
the bound state wave function ¥; in the general equation for the amplitude (8.1). The
latter can be written as [3]

Feky, Kz, @) = ¥i(qQFo(wr, w2), (8.13)

with Fjy the amplitude of the Compton scattering on an electron at rest; momentum
q = —k; +k, + p is transferred from the nucleus. Further, we omit the lower index i
labeling the wave function of the initial state electron. Note that the accuracy of this
factorized form is ui Jw?.
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For small ¢ ~ u, < ki, k2, p, the amplitude F¢ takes the form determined by
(8.13). Thus (8.10) can be written as

dp Plky dq
(2m)3 2m)3 2m)3”
(8.14)

doc = 2m)*|Fo(wr, )P 1Y (@1*8 (w1 + E; — E — 02)8(k; — ko — p)

Here we have neglected momentum q in the argument of the delta function of
the three-dimensional momenta. We also employed that |/ (—q)|> = | (q)|?. This
equation can be represented as

[V (@)|*d*q

doc = d
oc (o)) (27[)3

: (8.15)

with doy the cross section of the process on the free electron at rest.

Recall that this relation is true for ¢ < p,. To obtain the distribution of the
scattered photons, we must integrate over ¢ in this region. However, these are the
very values of ¢ that saturate the normalization integral [ d*q|y (q)|*/(27)® = 1.
This enables us to find the energy distribution in the region of w, limited by condition
(8.12):

do C d(f()

doc _ 4% 8.16
da)z da)z ( )

where the term on the RHS is the energy distribution for the Compton scattering on
the free electron at rest. Note that for w; < m, we find from (8.12) that w; — w, <
Za)% /m <K w;. Thus for w; ~ w;, the kinetic energy of the outgoing electron is of the
order of the electron binding energy, and its interaction with the atomic field should
be included.

Also, for the total cross section, we obtain for every bound state

oc(wy) = op(wr), (8.17)
up to the terms ;le, / w% Thus for the Compton scattering on the atom,
oc(wy) = N.op(wy), (8.18)

with N, the number of bound electrons.

Now we analyze the double differential cross section do/dw,dt with t =
k; - ky/w ;. For Compton scattering on the free electron, the magnitude of the
momentum of a radiated photon and the angle between the momenta of the ejected
particles are linked by (6.154). The distribution is given by the Klein—Nishina formula

dO’Q

490 (. )8 (ws — wnp) . 8.19
dandi (w2, 1)8(wr — wap) (8.19)
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with

2
Uton 1) = w_[w_ 2y 1] (8.20)
w] wr w1

while wy is defined by (6.154). For a similar distribution in the free Compton scatter-
ing, there is a single line with frequency w, for each scattering angle. For the bound
electrons, one can expect that at a fixed value of the scattering angle, the distribution
has a peak in the vicinity of the point wyg. Introducing ¥ = k; — k;, we obtain

dO’C
dw,dt

ds2, )
= U(wzo,f)PE/ 27{)3|1/f(l)—'f)| i E=w+E —w, (821)

(

for |p — k| < up <K w;. The integral on the RHS is saturated by small values of the
angle 6, between the directions of « and p. For every fixed value of ¢, the distribution
reaches its peak at w, = wyg, determined by (6.154) shifted by the binding energy.
(An additional shift of relative order a>Z> was discussed in Sect. 5.3.5 for the special
case of the Coulomb field.)

Many studies of high-energy Compton scattering are based on the impulse approx-
imation, which was formulated in its nonrelativistic form in the early days of quantum
mechanics; see, e.g., [4]. Compton scattering on bound electrons is viewed like that
on free electrons with momenta q’ distributed with density p(q') = | (q')|?. Indeed,
this means that the amplitude is described by (8.13). The momentum ¢’ in the impulse
approximation is not equivalent to the recoil momentum q. We demonstrate, however,
that the difference is relatively small.

In the impulse approximation, the energy delta function on the RHS of (8.14) is
used for integration over one of the components of the vector q'. In the nonrelativistic
case, this can be written

N2 ” / 2
Slon+ EE9 ) 2 s+ 0+ ), 322
2m 2m m 2m

where the z-axis runs in the direction of the vector k. Employing cylindrical coordi-
nates for the vector (', one can write

do daom,( 3 (8.23)
dondt  dr &5 :
with
o0
i) = 2m / (@) g dd (8.24)
q;

(here we have employed the spherical symmetry of the density |y (¢')|?), while

K n m(w; — wy) '

qz:__

> - (8.25)
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The impulse approximation is justified only on the Bethe ridge, where ¢ < up,
since outside this region, a momentum ¢ can be transferred to the nucleus not only
by the bound electron, but by the outgoing electron, as well as by the electron in an
intermediate state. In other words, it is expected to describe the distribution in the
vicinity of the peak. On the other hand, at the Bethe ridge the results provided by the
impulse approximation are expected to be close to those obtained by a straightforward
use of (8.13) and (8.14). Proceeding in the same way as in (8.22)—(8.25), we see that
the two approaches differ only in the values of ¢, and this difference is small. The
delta function on the RHS of (8.14) can be written as

2 2, 2
Swnt TV ) = 5(402 + 5+ u) (8.26)
2m m 2m

(I > 0). Thus
2

m q
q. = q. — ;(Ib + %) (8.27)

where g, ~ w; is the impulse approximation value determined by (8.25). Since at
the Bethe ridge k & p > u;, we find that (g, — q.)/q. ~ 1p/p < 1.

The factorized form of the amplitude (8.13) requires that u, < m. Thus one
cannot expect it to work well for the K shells of heavy atoms. However, in the example
presented in Fig. 8.1 [5], the results of the impulse approximation calculations (in
relativistic form) appeared to be close to those of direct computations based on (8.1).

0.05 T —— - —
£ Sp Z-62,K, 0= 120°
9 ! v hy, = 661.7 keV
g o0 g " |
g ': \“P
< o.03} : 8 1
g / \
© : =]
- / \
E 0.02¢ aq ‘\\ o
E’ '| ‘\‘?
o 0.01 o /J *\o ]
% a "-9
0.00 - . : . .
100 200 300 400 500 600

o

hv (keV)

Fig. 8.1 Photon energy distribution at fixed angle & = 120° for the scattering of the unpolarized
photon beam with energy w; = 662keV on the target with Z = 82. The boxes show the result of
direct numerical calculations. The dashed line is for the results obtained by employing the relativistic
impulse approximation. The solid line is for the nonrelativistic impulse approximation. Reproduced

from [5] with permission of Elsevier Publishing
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8.1.3 Distribution of Ejected Electrons

‘We turn now to the distribution of the outgoing electrons. Here we set e = E —m with
E the total energy of the ejected electron and ¢, = cos 6, with the angle 9, between
the direction of momentum of the incoming photon and that of the ejected electron.
For every value of the electron energy limited by condition (6.153), the distribution
doc/dedt, peaks at t, = ty = cos 6y, where 6 is the value of 6, corresponding to the
free process. The latter is given by (6.190). For the Compton scattering on the free
electron, we obtain, employing (8.19),

doy
dedt,

= Ul(e, t.)d(s — &p), (8.28)

with &g = w; — wy, while U written in terms of the parameters of the outgoing
electron,

2 2
Uls, 1,) = mg‘”—;[ﬂ +2_Pa- tf)} Wy = w1 —&. (8.29)
wy Lw2 w1 w5
Here the last term in the square brackets is obtained by using the sine theorem
p/sinf =k /sinf, and ky = w;.
The value of the angular distribution in the vicinity of the peak ¢z, = 7y can be
obtained in the same way as for the photon distribution; see (8.21):

dO’C .
dedt,

) [ dSf2 2
U(e, to)w; mhﬂ(kz —q)|; w=w +E—E, (8.30)

with q; = k; — p, while §2 is the solid angle of the scattered photon. The vicinity of
the peak is determined by the inequality |ky — q;| < up K .

We can calculate the value of this distribution for any value of the angle 7, if the
energy of the outgoing electron satisfies (6.153). If the values of ¢, are not close to #,
alarge recoil momentum g > u,, is transferred to the nucleus. Following the analysis
carried out in Chaps. 4 and 6, we can consider the process as consisting of two steps.
The first is the Compton scattering with small transferred momentum g ~ p; and
energy ¢ of the outgoing electron. In the second step, the ejected electron transfers
momentum g 3> [ to the recoil ion. The energy of the outgoing electron does not
change, while the direction of its momentum does.

Employing (4.50) and (4.53), we find that the distribution of the outgoing electrons
in energies and in recoil momenta is

doc _ (Wilr2lgn) doy dou(e)

= 8.31
dedqg? 4 de dg> (8.31)
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Here do,; is the cross section for the scattering of the outgoing electron on the
recoil ion, and (8.31) holds in all orders of their interaction. In the Born approxima-
tion,

2\(12 2 2
dou(e) _ |Ver(q?) E_(1 q ) (8.32)

dg? 2t pr\ 4E?

where V,; is the interaction between the outgoing electron and the recoil ion. If the
recoil momentum ¢ greatly exceeds the binding momenta of the internal electrons,
it is transferred primarily to the nucleus, and one can put V,; = V,y = —4waZ/q*.

The distribution (8.31) can be written in terms of the angular variables of the
ejected electron. We can write the squared recoil momentum as g*> = 2p*(1 — ¢').
Here ¢ = cos®’, with 0’ the angle between the momentum of the ejected electron
and that of the outgoing electron with the same energy ¢ in the Compton scattering
on the free electron. Hence do,;/dt' = 2p*/q* - do.;/dg?, and

doc _ (Yilr2I¢i) dog do
dedt’ A de dt

(8.33)

This enables us to write the double differential distribution in the system with
the polar axis directed along the momentum of the incoming photon k;. Since ¢’ =

tety + /1 — 13/1 — 12 cos ¢, we have

ded2,  (4m)? ds  dg?

doc  (Yilry) doy 2p*doy (; o1 = cosg
0_—

M ) (8.34)
with £2, the solid angle of the ejected electron.

In the ultrarelativistic case w; >> m, the momenta of the incoming photons
and ejected electrons are almost parallel in the free process. Thus we can put
doc/ded2’ = doc/dedS$2,. In this case, we have 5 = 1 in the last factor on
the RHS of (8.34). This turns this factor to unity.

8.1.4 Radiation of Soft Photons

As we have seen in Sect.5.5.2, at w, — 0, the amplitude of the Compton scattering
obtains a pole, corresponding to radiation of the photon by the outgoing electron after
its interaction with the recoil ion. There is no infrared singularity in the term describ-
ing the radiation of such a photon by the bound electron. This is because for w, — 0,
only the radiation of the electric dipole photon survives, and the states n of the Green
functions on the RHS of (8.1) contributing to the process cannot coincide with the
initial state. Thus the denominator of the electron propagator does not become zero
at w, — 0. This argument does not work for the continuum wave functions, since the
states with fixed energy are degenerate with respect to the directions of the electron
momentum.
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This remains true in the relativistic case, where we find the factorized form for
the double differential cross section to be [6, 7]

doc V2 _/d.Qe . 1—12 doph_ P k, ’ (8.35)

_ — T =
47 (1 —v1)? dS2 pw;

o
dond2  w

w2
with v = p/E the velocity of the photoelectron. The distribution increases if the
energy of the scattered photon decreases. This leads to the logarithmically divergent
contribution of the soft photons to the total cross section of the Compton scattering.

In practice, the resolution of the detector of the outgoing photons is limited by
a certain value . For w, < &, the Compton scattering is indistinguishable from the
photoionization. As we shall see, the sum of the differential cross section for the
Compton scattering integrated in the interval 0 < w, < & and the cross section for
photoionization including the lowest-order radiative corrections

. d
o = ol 4 / dan =2€ (8.36)
0

does not contain infrared divergent terms. This is a special case of a more general
statement. The combination of the cross section o} for a radiative process and the
cross section oy for the radiationless process with the radiative corrections included,

€
rad
= + dw,—, 8.37
o 0y /0 wzda)z ( )

is infrared stable.
We illustrate this by considering the Compton scattering of photons with energies
I, € w; < m. The amplitude of the process for w, < w; can be written as

Fe = 2 N@y)Fp, (838)
ndaw»y

with F,;, the amplitude of the photoeffect for the same energy of the incoming photon
1. Thus after summation over the polarizations of the photon, we obtain

d’lky pra-r
d(Tc = O'phd)(kz)m; d)(kz) = 4-7'[0{,712—603 ’ (839)
leading to
doc 4a V? , P

9 5, 28 2P 8.40
d(,z)z Oph 3 w7 Y m2 ( )

Consider now the radiative corrections to the photoionization in the lowest order of
«. These are the self-energy corrections to the wave functions of the final and initial
states and the vertex function. We calculate the radiative corrections, focusing on
the infrared divergent terms. The corrections contain the four-dimensional integrals
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over momentum of the virtual photon f. One can see that the infrared divergent terms
originate from the pole fy = f in the contour of integration over fy. Following the
analysis done above, we find that there are no infrared divergent terms if the virtual
photon is coupled to the bound electron. Hence, such terms are contained only in the
self-energy of the outgoing electron.

As we know from quantum electrodynamics [2], the radiative correction for the
electron with four-momentum p can be included by multiplying its wave function by
the factor (1 — X’)~!/2, with the self-energy

X (p) =Ot/

Here D, and G = (p — f — m)~! are the photon and electron propagators, and
the derivative is taken with respect to p. The photoionization cross section, which
includes the lowest-order radiative corrections, is thus ap’}‘jd = o, (14 X’). Note that
we are tracing only the infrared divergent terms.

Since we are tracing the infrared divergent terms, we can assume that integration
over f is carried out in a limited volume f < L <« m. Hence we can employ the
nonrelativistic electron propagator determined by (2.29). It is reasonable to use the
photon propagator in the Coulomb gauge; see (2.50). Only the space components D;;
of the photon propagator contribute to the infrared divergent terms. In the nonrela-
tivistic approximation, the electron—photon vertices y;; can be replaced by p; ;/m.
Therefore,

d4
(2n§4iV“G(p =Ny D). (8.41)

dfyd’f  4ma PP — 1) f.p
. . - ’ T. :—’
Quyi mik(f) fg—f2+iss 7 fipl

(e, p)=— (8.42)

withk(f) = & —fy —m — (p — £)?/2m + i8. Now X’ = 3X/de, and we must put
e = |p|?/2m after calculation of the derivative. Integrating over f; in the complex
plane, one finds that the infrared divergent term comes from the contribution of the
pole fo = —f + id. At this point, we have k = f(1 — vty), with v = |p|/m the
velocity of the ejected electron. We can put v = 0 for the nonrelativistic electron.

This provides
d*f
¥y = — | o(f)——, 8.43

with @ determined by (8.39). Hence,
4 Ld
ol = ap;,(l e —f). (8.44)
o f

Here we assumed that the lower limit of integration over the three-dimensional
momentum f is A — 0. Under the latter assumption, the contribution of soft photons
with energies w, < € to the cross section of the Compton scattering is
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€ d 4 ¢d
/ dewy =€ = aph~—avz/ Sl (8.45)
2 de 3 A W2
and thus the sum

do, 4o Ldw

rad C 2 2
dwy=—C = ( - —) 8.46
ph +/ wzda)z Oph 37{V /g wy ( )

A

does not contain infrared-divergent terms.

The logarithmic dependence on the upper-limit cutoff L remains in a more rigorous
calculation, where one assumes L >> m in the integral on the RHS of (8.41) and
employs the relativistic Green electron function and the total photon propagator. The
terms containing In L are contained in the vertex functions. These terms cancel in
the standard renormalization procedure of quantum electrodynamics; see, e.g., [8].
A more detailed analysis of the radiative corrections to the photoionization cross
section is given in [9].

8.2 Ionization Accompanied by Creation of Pairs

8.2.1 Vacuum Assistance Mechanism

Now we turn to the mechanism in which formation of ions (or excitation of atoms
and ions) is accompanied by creation of electron—positron pairs. This is possible
for w > 2m ~ 1 MeV. We shall see that in the high-energy asymptotics @ > m,
the cross section reaches a constant value. Thus for the photon energies exceeding
a certain value w((Z), the cross section exceeds that of the Compton scattering. We
shall see that the energy wo(Z) is of order several dozens of MeV. Thus we analyze
the case w > m, carrying out the calculations in the leading order of the parameter
mjw.

We carry out calculations for the spectrum of the electrons and for the cross
section, focusing on the case of not very large values of nuclear charge a?Z? < 1,
adding, however, several comments about the case in which @272 is not considered
a small parameter.

Before writing expressions for the amplitude, we present the relevant Feynman
diagrams in Fig.8.2[10]. Figure8.2a shows the creation of pairs by an incom-
ing photon with further scattering on the bound electron. In Fig. 8.2b, the photon
energy absorbed by the bound electron is shared between the ejected electron and
the electron—positron pair. We begin with the case in which the three-dimensional
momentum p; of the ejected electron is much larger than the average momentum of
the bound electron ;. Following our general strategy, we must find the amplitude
in the kinematic region where the process on the free electron can take place. In this
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(a) B et
/‘\/\/\4~ €+ /v\pé e

I |
I |
I |
1 |

(b) e e

Fig. 8.2 Feynman diagrams describing ionization of e™e™ pairs. a The pair created by the photon
interacts with the bound electron. b The photon interacts with the bound electron and the absorbed
energy is shared between the electron knocked out from the atom and the e*e™ pair

region, a momentum q is transferred to the nucleus by the bound electron. The other
electrons can be described by functions of free motion [11].

In this approximation, the diagrams of Fig.8.2a do not interfere with those of
Fig. 8.2b. The interference terms in the cross section contain the electron—positron
loop with an odd number (three) of electron—photon vertices, and the contribution
vanishes due to Furry theorem [8]. Hence

do = do® +do”, (8.47)

with the two terms corresponding to Fig. 8.2a, b.

We shall not consider the configurations in which all the outgoing electrons carry
the energy E > m. As we shall see, here the amplitude of the process is strongly
quenched. For the same reason, we shall not consider the case in which only one of the
outgoing particles is ultrarelativistic. Thus we focus on the case of two ultrarelativistic
particles in the final state.

In order to trace the leading contribution to the amplitude, recall that each prop-
agator carrying a large momentum provides a small factor in the amplitude. For
p1 ~ k = w, all diagrams of Fig. 8.2a, b contain two propagators with large momenta.
For p; < k, there is one propagator with large momentum in each of the diagrams
of Fig.8.2a. There are two of them in each of Fig.8.2b. Thus the main mechanism
is described by the diagrams shown in Fig. 8.2a. The incoming photon creates the
e~ et pair that knocks out the atomic electron to the continuum. This is called the
“vacuum assistance mechanism” (VAM) [10].

Now we can easily extend our analysis to the case of slow ejected electrons with
p1 ~ up. The wave function of the ejected electron should include interactions with
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the residual ion. Momentum q can be transferred to the nucleus by either the bound
electron or the ejected electron.

Denote the four-dimensional momentum of the electron ejected from the atom by
p1, while the respective momenta of the electron and positron of the e~ e™ pair are
pe and pp,, and P = p, + p,,. The three-dimensional momentum ¥ = k — P and the
energy & + I, are transferred to the atom, with ¢; = E; — m the kinetic energy of
the ejected electron. This momentum is shared between the ejected electron and the
nucleus, i.e., k = p; + q. The amplitude can be written as

F = aN(@)®yu(pe)[eGp. — k)y" + y" Gk — pp)elu(—=pp) Dy, ()P, (8.48)

with G and D,,, the relativistic propagator of free electron and the photon propagator
respectively, k = (ko, k), while

_ ) d3F -
®"(p1. k) = / Py, (1)) Yi(r)e ™ = / #wm(f—m“wi(f), (8.49)

with relativistic electron wave functions ¥. For ; > u;, the wave function of the
outgoing electron on the RHS of (8.49) can be replaced by the plane wave.

For nonrelativistic p; < m, it is reasonable to employ the propagator D,,, in the
Coulomb gauge. The dominating contribution to the amplitude comes from the time
component Dyy. In this case,

@' (pr, i) = B(Pr,)80; PP, k) = / Eryr Oy@e ™ = (8.50)

d3
(271];3 Y, (& — )P (F).

The electrons can be described by the nonrelativistic functions ¥; and p, . If
¥, (r) is replaced by ¥/ (r), then (8.48) represents the amplitude of creation of
e~ et pairs in the field of the bound electron. Putting @ = —Z, we would obtain the
amplitude Fgy for pair creation in the field of the nucleus, which was first calculated
by Bethe and Heitler; see, e.g., [8].

Now we look for the energy distribution of the ejected electrons.

8.2.2 Energy Distribution of the Ejected Electrons

For relatively fast electrons ejected from the atom with w > &1 > I, we can write

now
v (@)*d*q

do = d
7= AT oy

, (8.51)
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with s
2 d3p1 dpe

_ 2
doy = N@)IFof 55 oo,

(8.52)

where Fj is the amplitude of the process in which the bound electron is replaced by
the free electron at rest.

Recall that for the scattering on the free electron, the four-dimensional momenta
of the particles involved in the process are related by the conservation law

k+p = P+pi, (8.53)

where p = (m, 0) is the momentum of the initial-state electron, and P = p, + p,, is
the momentum of the e~e™ pair.

We employ an expression for the distribution doy/d>p; of the ejected electrons
obtained in [12] in terms of their energies and the invariant variable A? = P2, Using
(8.53), one can express the latter in terms of variables of the ejected electron:

A% = 2e1(w+m)+2wpiti; 1 = kpi/wp. (8.54)

Thus d J d
49 _ 4% _ 91 4% (8.55)
d3p1 d3p1 JTE1 d€1dA2

The interval of the values of A% can be obtained by employing (8.53) and the
inequality
kiky > mymy, (8.56)

which is true for any two particles with masses m; » and the four-momenta k; . This
can be checked directly. The definition of A? provides A? > 4m?. Since (k + p)*> =
(P +p1)? = (v AZ 4+ m)?, we obtain A% < 2mw. Hence

4m? < A? <2mw.

It follows from (8.54) that at A?> ~ 4m?, the momentum of the ejected electron
is |p1| < m. In particular, p;, ~ 2m?/w (the z-axis runs along the direction of the
photon momentum k). At A% ~ 2mw, we find that w > p, > m and py; < m, with
p1: denoting the component of the vector p; orthogonal to the z-axis.

Calculation of the distribution (8.55) can be done by the standard methods of
quantum electrodynamics. Referring the interested reader, to [12] for the details
(several limiting cases have been studied earlier), we just present a result. For the
energy of the ejected electron I, < &; < w, the distribution is

dU()

3 2
— W(e, A, 8.57
Je1d A2 o W(e ) (8.57)
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with
A(er, A?)

w ,A2 = —.
€4 = B, 47

(8.58)

Here B(g|, A?) = (A% + 2me;)?, while

2 _ 2 ) B
Aley, AY) :4/3(1 —L+4m[A (m —4e))] + L[2m*(2e; + m) + A%(g m)]),

B(e;, A?)
(8.59)

with B = [(A%? — 4m?)/A?])'/2 and L = (1/B8)In[(1 + B)/(1 — B)]. The energy
distribution for I, <« &; < @ can be obtained by integration over A? in the interval

between 4m? and 2mw: ,

do _ areTf(sl) (8.60)

de m m

with r, = «/m, and the lower index f comes from “fast” (¢; > I)

2 St 42x—1 22 + 73 +16x2 +5x =3 —
Tf(x):;[—x + x4+ 2x . (2x* +7x° + 16x° 4 5x )ln( 24 AT T) -

x2(2 +x)? 3x5/2(2 4 x)5/2
2(1 — 4x) 7 x
5 2F1(2,4, 3 —5)]~ (8.61)
Here x = ¢ /m. At x < 1, we obtain
14 1
T, = — . —. 8.62
() 5 (8.62)

Since at ¢ < m, the distribution behaves as efl, the region &; ~ [, provides a
contribution of the same order of magnitude to the total cross section as the region
e > 1.

Consider now the case of slow ejected electrons with kinetic energies & ~ I,. Here
the momentum p; and the recoil momentum ¢ are of the same order of magnitude.
Following the analysis made at the end of Sect.8.2.1, we can write for each bound
electron

1
F = —EFBH@(pl,IC). (863)

Since the outgoing electron is slow, at moderate values of Z we can use the non-
relativistic functions for the bound and ejected electrons for the function @ defined
by (8.50). Now we can write

d3P1
Q2m)3’

1
do = ﬁdom@(pl,:c)ﬁ (8.64)
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The Bethe—Heitler distribution is

dogy = RdAI'"; dI'" = dpedpecdppdppedE,do, (8.65)

with the indices e and p corresponding to the electron and positron of the e~e™ pair,

the lower indices £ and ¢ labeling the directions along the momentum of the photon
and orthogonal to it, while

8ar2Z’E,E,
R = WH’ (8.66)
and
52 82 2 82 +82
H = -, ° e (8.67)

(4822 (14812 2EE, (1+68%)(1+63)

(Ee Ep) 8_84cosg

-+ =)
E,  EJ(1+8)(1+6%)

Here 5_ 4 = per pr/m. The distribution should be evaluated at p; ,; ~ m, as in the
Bethe-Heitler case. However, now we need k; = [Per + Ppil < 1y K Per,pr- In this
kinematic region, we can represent (8.67) in the form

H = K (A+ A ) (8.68)
Tom2(14682)2 (1+82)2) ’

witht = (pe; — pp)/k (=1 <t < 1) and

E!+E,
= — (8.69)
2E.E,
The phase volume in (8.65) becomes
dr’ = dEp dpydic® — 8.70
= Bl dpp k™S i (8.70)
After integration over the positron variables and over ¢, we obtain
14 de* d°
do = —ar?|®(p, k)P s L 8.71)

9 k2 m)?’
Atk = 0, the factor @ (p;, k) becomes zero due to the orthogonality of the wave
functions involved. Thus the function |® (p;, k)|? contains « as a factor at k — 0,
and integration of the RHS over « provides a finite value.
The factors @(p;, k) have been computed for many cases in connection with
electron—atomic scattering. Here we present evaluation of (8.71) for the hydrogenlike
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ion with one electron in the 1s state. The function @ (p;, «) is calculated by employ-
ing the nonrelativistic Coulomb functions for describing electrons. In this case, the
average binding momentum is given by u, = n = maZ. Employing (8.50) and
writing d’p; = mp de,d$2, we obtain

do 27N2 ,
/m|¢>(p1,lc)|2 — X (1, k) X(pr, k) = L exp (267) - %
(8.72)

Hereu(py, k) = 1’ (pi+31%+1%) and v(py, k) = [ =p))*+20* (> +p))+1" T,
while y = arg(k*+n? —p% —2inp1).Recall thaté = n/p; and N, is the normalization
factor of the outgoing electron wave function determined by (3.20). Combining (8.71)
and (8.72), we can write

do 14

— = —ar mpl/dK2X(p1,/<). (8.73)
d81 9

We express the kinetic energy of the outgoing electron in “units” of the binding
energy I; = ma®Z?/2, introducing & = p?/n* = e, /Iz. Writing also «* = yn?, we
find that

d 14
_d‘; = GariK®), (8.74)
with
- _ + 3y
KG) = dye~2¥n___H : 8.75
© = 2”f)/ N Y ©7)

with & = 1/, while p = 14+ &,v=1—,and y; = arg(y + v + 2i/2).
Thus we can write the energy distribution of the “slow” electrons with kinetic
energy €1 ~ I in the form similar to (8.60):

do  ar’_ e
— = T, —), 8.76
d€1 IZ (IZ) ( )
with
- 14
Ts(8) = 3[((8). 8.77)

One can calculate K(0) = 1 — 7e’4/3 ~ (0.957, and thus T(0) =~ 1.5.
Ate; > Iz, i.e., at € > 1, the lowest order of expansion of K(¢) in powers of
1/&, corresponding to a plane-wave description of the outgoing electron, leads to

K@E) = (8.78)

M| —
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Thus for I; K &1 K m,
14

Ty (&) = ry

) (8.79)

0‘31|>—A

in agreement with the nonrelativistic limit of (8.60); see (8.62).

One can find a more accurate approximate expression for the function () at
€ > 1. At p; > n, the integral on the RHS of (8.73) is dominated by « close to py,
with |k — py| ~ n. This is because momentum transferred to the nucleus is of order
n. Thus the integral on the RHS of (8.75) is dominated by y > 1, [y — &| ~ VE.
After some algebra [11], we obtain

1
KE) = 8+1|:1+0(8_5/2)] (8.80)

Thus several next-to-leading-order corrections to the high-energy limit of the
function T, (&) can be included by a simple factor:

IN:/‘ = . 8-81
8(#) 41 ( )
The function 1 1
T8 = ——— 8.82
© 9e+1 ( )

approximates the function (8.77) well enough even at small values of &. The largest
relative deviations between the RHS of (8.77) and (8.82) take place at € = 0. Employ-
ing the value of K (0) obtained earlier, one can see the deviation to be about 4 %.

8.2.3 Total Cross Section

Now we calculate the total cross section of the process. We can write 0 = oy + oy,
with the two terms corresponding to slow and fast ionized electrons. For a value &
satisfying the inequality I; < gy < m, we can write

ar: [
oy = e/ delT( or = —/ dale(—) (8.83)
Iz Jo

Since Ty (x) decreases as In x/x? at x — oo, see (8.61), the contribution or has a
finite value at w — oo. Using (8.62) and (8.79), we obtain

14 (1 + ) 14 (1 + ) (8.84)
s = o n— s ) = n— .
0, 9 or, I C Oy 90”‘ Cr
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The contributions ¢, and ¢; come from the regions 1 ~ I and &; ~ mrespectively.
In this form, the equations for o, and oy hold for every bound state.

We obtain first the total cross section for the ls electron in a hydrogenlike ion.
Since the low-energy limit of the function 7¢ coincides with the high-energy limit of
the function 7, one can expect that the function

rosn () -n(@)ty

approximates the energy distribution in the whole interval 0 < &; < . The actual
numerical calculations employing the function T provide

14 2(1 2 . C) (8.86)
o = —ar;(In , .
9 ¢ a?Z?
with the values of C changing from 1.23 for Z = 1 to 1.31 for Z = 50. On the other

hand, one can calculate

¢ = / d3[T,(3) — T,()] ~ —0.027, (8.87)
0

with the integral saturated by &€ ~ 1. Thus ¢, does not depend on the charge of the
nucleus. The same refers to the contribution ¢s. Hence C = ¢, + ¢y also should not
depend on Z, and its small variation with the value of Z is an uncertainty caused by
employing the approximate function 7. Thus for the 1s state of the hydrogenlike ion,
the cross section is given by (8.86) with C ~ 1.3.

For the many-electron atoms, (8.84) remains true. The value of ¢, is the same
for all electrons and is the same as for the hydrogenlike case. To understand what
happens to ¢y, note that it is caused by interaction of the outgoing electron with
the recoil atom. This interaction reaches the largest value for the hydrogenlike case.
Thus the value of |c;| becomes even smaller and can be neglected. Hence, for every
electron state j, we can write

14
o = njgarZ(ln]ﬁb+C); C ~ 13, (3.88)
J

with n; the number of electrons in the state j. For the ionization of the atom, we have

14
o = an?arf(lnlﬁb—i—(:); C ~ 13. (8.89)
- J
J

Note that our cross sections reach constant values at @ — o0. On the other hand,
cross sections of pair creation in the field of the nucleus and in the field of free
electrons increase as In w in this limit. This happens because the logarithmic terms
are caused by the lower limits m? /w of integration over the momentum transferred to
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Fig. 8.3 Dependence of the [
energy wo on the value of the 160
nuclear charge Z. For r
w > wg, the VAM |
photoionization cross section 140
for ionization of the 1s state I
is larger than that for the
Compton scattering. Line 1
corresponds to the
single-electron ions; line 2 is
for atoms with Z

electrons [11]
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the nucleus or to the electron. In our case, the lower limit of such integration actually
is of the order of the binding momentum. In the Coulomb case, we have In 1/(aZ)?
instead of In w/m.

Comparing the cross section with that of the Compton scattering, we find that for
the 1s state of the hydrogen atom, the VAM of ionization becomes more important
at w > wy = 73.6 MeV. The value of wy may become smaller for external electrons
of many-electron atoms if their binding energy is smaller than that in hydrogen. For
example, the binding energies in Na and K are 4.9 and 4.1 eV respectively, providing
the values wy = 66.7MeV and 65.6 MeV. The dependence of wy on the nuclear
charge Z is shown in Fig. 8.3.

Ionization of internal shells in coincidence with pair creation was measured in
[13] for silver and gold. The results for the K shell are 18 + 6 mb for Ag and
8.3 £ 6.2mb for Au. The equations presented above provide 7.8 mb and 5.9 mb,
respectively. Note that in the latter case, Z = 79, and the errors of calculation are
about 30 %. Improvement in the accuracy of both experimental and theoretical results
is still ahead.

8.3 Excitation Accompanied by the Pair Creation

8.3.1 Mechanisms of the Excitation Processes

Now we consider excitation of atoms during interactions with high-energy photons
with energies w > 2m [14]. If the atom (ion) contains at least two bound electrons,
the lowest-order process is the shakeup following the photoionization; see Chap. 3.
As we have seen in Sect. 7.3, the photoionization cross section reaches the largest
values for ionization of the K shell. Assume for simplicity that the bound electrons
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are described by single-particle functions. We find that bound electron can undergo
transition from the initial state i in the field of the atom described by the function
i to an excited state f in the field of the ion described by the function ;. We shall
analyze this type of process in Chap.9. The cross section can be represented as

os = oSp; Sp = lerlva) . (8.90)

The lower index S reminds about the shakeoff origin of the contribution. Employing
(7.114) and (7.115), we find that

o5 ~ oz(aZ)SSﬁ/ma). (8.91)

Note that due to the closure condition, S; < 1.

The second-order process is the Raman scattering of the photon. The photon inter-
acts with a bound electron, causing its transition to an unoccupied state of the discrete
spectrum and radiation of the photon with momentum k’. The amplitude Fy of the
Raman scattering can be described by (8.1), with the free relativistic propagators G
and the wave function y/; describing an excited state of the discrete spectrum:

Fr = Fo@(q), (8.92)

with Fy standing for the amplitude of the Compton scattering on the free electron at
rest with momentum of the outgoing electron going to zero. Momentum q = k — kK’
is transferred to the atom, while @ (g) is determined by (8.50), with ¥ replaced by
¥/ Note that & is proportional to g if the states |i) and (f| have opposite parities,
being proportional to ¢ if they have the same parity. Since the energy of the scattered
photon is given by o’ = w — I; + Ir, and w — o’ < w, we put o’ = w. Thus

an 40?
ok = — / dg’ |2 ()] (8.93)
w= Jo

The integral is dominated by ¢*> ~ w? with u = u; + Wy, while p;r are the
averaged momenta of the bound electrons in the initial and final states. Thus

orp = mr,—byg, (8.94)

with b; = fg‘wz dq*|®(q)|*/u>. Since the integral is saturated by small g* ~ u?2,
we can replace the upper limit of integration by infinity. Therefore,

ood 2
by =/ X o2, (8.95)
0o M

These are dimensionless coefficients of order unity.
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In the third order, the excitation of atoms (ions) can be caused by the VAM,
discussed in Sect.8.2. The amplitude is expressed by (8.63), with the function @
expressed by (8.50), in which the continuum wave function vy, is replaced by the
wave function of the discrete spectrum . Now momentum q = k — P, with P =
Pe + P, the sum of momenta of the electron and positron composing the e~ e* pair,
is transferred to the atom. The cross section can be obtained by integration of the

distribution R

d 14 (e}

dov _ 18,1208 (8.96)
dq? 9 q?

in the interval ¢, < ¢*> < ¢, The lower index V corresponds to VAM. For
® > m, we obtain gn.x = 2w, corresponding to directions of momenta p, and p,
opposite to that of the photon momentum k. For a fixed value of P = |P|, the lower
limit is given by gmin = @ — P. For any value of the energy of the outgoing electron,
it is reached at P = p, + pp. Thus gmin = @ — p. — pp. Writing p; = E; — m*/2E;
(j = e, p), we find that for every value of the energy of the outgoing electron, we

have gmin = I; — Iy + m*w/2E,E,. The lowest value corresponds to E, = E, = /2.

Thus
2m?
Gmin ~ I — Iy + o (8.97)

Since the function @ (g) is quenched at ¢ > ., it is important to find the region
where gmin < u. Noting that I; — Iy ~ w?/2m < u, we obtain that g, < w if the
photon energy is greater than a certain characteristic value

o, = 2. (8.98)

For w > w,, we obtain gpi, < w. In this case, we can put

14, /°° L 1P (g))?
Oy = —ar,ch; Cf = dg s (8.99)
YT A 7

where the coefficients ¢; do not depend on w. We replaced the lower and upper
limits of integration g2, and ¢2,,, by 0 and infinity respectively, since the integral is
saturated by the values ¢> ~ u>.

In order to expand our results to the region o < ., we should employ (8.97) for

2 .
Dmin-

o0

14 ?(q)|?

oy = E“"ezdﬁ(w); dﬁ(w) = /qu% (8100)
q

2
Tmin

The bound-state wave functions can be approximated as ¥,(r) = Z(r)e ™",
with .Z containing polynomials in 7 and spherical functions. The function @ can be
expressed in terms of the function
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8T

J(u) = /dSreXP(—iq'r) exp (—ur) =

As we have seen in Chap.5, (5.13) and (5.23), the polynomials in » and the
spherical functions can be represented in terms of the function J(1t). Noting also that
at g < [, the function @ (g) vanishes for g = 0 due to the orthogonality of the wave
function, one obtains

Cfi Cfi
d — = 8.102
1) = g @y — A+ ajad)y (8.102)

for the terms that contain the main dependence on g2, where the coefficients c; do
not depend on w. In (8.102), n = 5 for the states |i) and (f| with opposite parities,

while n = 4 if they have the same parity. The cross section (8.100) drops sharply
when the photon energy becomes smaller than the characteristic value w,.

8.3.2 Competition of the Contributions

We begin with the case of single-electron ions, when we must compare the cross
sections of the Raman scattering o and the excitation by VAM. We introduce

oy _ 14 ds(w) aw?

R = = —— 8.103
or 9 b;y p? ( )

with b; and dj(w) defined by (8.95) and (8.102). The VAM dominates at
0 > W O > W, (8.104)

with o, defined by the condition R(w,) = 1.

The electron states can be described by wave functions of the Coulomb field.
One can obtain analytical expressions for the parameters involved. If the electron is
excited to a state with principal quantum number n, we obtain u = n(1 + 1/n) with

n = maZ, and thus
2m n
w, = 7 T (8.105)
o n

The region of VAM domination is w > w.(Z, n) if w.(Z,n) > w.(Z, n), and
w > w.(Z,n)if w,(Z,n) > w.(Z, n). Since w, increases with Z, the lowest energy
of VAM domination is reached for the value of Z determined by the equation

w(Z,n) = w.(Z,n), (8.106)
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Table 8.1 Values of Zj corresponding to the solution of (8.106) for 1s — 2p transition (case 1) and
1s — 2p transition (case 2) in hydrogenlike ions and to excitation of ls electrons in multielectron
atoms (case 3)

1 2 3

zZ 18.82 14.72 19.99
Oc.e 9.71 12.41 13.71
Zo 19 15 20
we(Zo) 9.62 12.18 13.70
we(Zo) 9.67 12.31 13.70

The two last lines show the values of w. and w, in MeV corresponding to physical (integer) nuclear
charge values Zj closest to Z

if its solution corresponds to physically reasonable values of Z. Examples for physical
(integer) values Z closest to Z are presented in Table 8.1.
For excitation of the K electrons to the L shell, we have © = 31/2. We obtain

4m
W, = ——. (8.107)
3aZ
Direct calculation provides
32n8q4 72n10q2
(@) = —————; |® P T 8.108
PP = 57 1P2@F = (8.108)

The lower index of the function @ labels the state in the L shell. The summa-
tion over the quantum numbers is carried out for 2p states. Now we obtain, for the
coefficients defined by (8.95) and (8.99),

214 ) 211 )
b1y = 3310 ~ 1.86-107% by, = 3310 ~ 1.86-1077°, (8.109)
and
211 5 21] 5
Clas = 55 & 6.24-107%; ciop = s~ 6.24 - 1077, (8.110)

The region of VAM domination for the 1s — 2p transition for ionization of a
single-electron ion is shown in Fig.8.4. The smallest energy value for the VAM
domination w = 10MeV is reached at Z = 19. One can see that the lower limit of
the VAM region exhibits a very weak dependence on Z. A similar calculation for the
1s — 2s transition provides v = 12MeV as the smallest energy value for the VAM
domination. It is reached at Z = 15.

For excitation of the K shell in an atom with a larger number of electrons, we
must include the shakeup excitations that follow photoionization. For large Z, we
can put S; = s;;/Z* with s; < 1. We shall see in the next chapter that this estimate
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Fig. 8.4 Transition from the 40
Ls to the 2p state in a
hydrogenlike ion with l

nuclear charge Z. The solid l / wr
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works well even for Z = 2. We can neglect py with respect to p; and assume the
Coulomb value u; = n = maZ for the latter. Thus w, = 2m/aZ. Comparing the
cross sections of excitations caused by the shakeup and VAM, we obtain

oy w

and thus for ® > ., the VAM dominates. Assuming also cs/bs ~ 1, we find a
minimum value of the VAM domination energy to be w = 20 MeV, corresponding
to Z = 20.

Except in the case of very low Z, the results shown in Fig.8.4 can be used for
estimates for ions with two electrons in the K shell. For excitation to the L shell, of
an ion with two electrons in the K shell, we have

28 , 21
o= Gar og = 0.56 mb, (8.112)
with 0.11 mb and 0.45 mb coming from excitation of the 2s and 2p states respectively.
This cross section is about one-tenth that for ionization of the ground states of heavy
atoms by the VAM mechanism.

We can make estimates for excitation of external electrons. They “feel” the
strongly screened charge Z ~ 1. Thus we can put u; = py = ma. Employing (8.98),
we find that the VAM is “switched on” at energies of about 100 MeV. Employing
(8.94), one can see that the contribution of the Raman scattering is negligible at
these energies. It follows from (8.91) that for moderate values of Z, VAM definitely
dominates over the shakeup, while the case of large Z requires additional analysis.
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Chapter 9
Double Photoionization and Related
Processes

Abstract We analyze three mechanisms of double photoionization. They are
shakeoff (SO), final-state interactions (FSI) and the quasifree mechanism (QFM).
We study their role in the distribution of photoelectrons and their contribution to the
double-to-single cross section ratio Ro(w) = ot (w)/o () in the photoionization
of the K shell of the helium atom and heliumlike ions. In the latter case, we analyze
the nuclear charge dependence of characteristics of the process. The QFM is at work
only beyond the dipole approximation. The QFM manifested itself in experiments
on the distribution in the recoil momentum at photon energies w ~ 800eV. It modi-
fies the shape of the spectrum curve at the energies of several keV. We demonstrate
that the approximate wave functions employed in computations of the spectrum at
these energies should satisfy the second Kato cusp condition. Otherwise, they can
provide a qualitatively incorrect result. At energies of several hundred keV the QFM
dominates in the large part of the photoelectron’s energy distribution. It is also the
main mechanism of breaking the nonrelativistic high-energy asymptotics of the ratio
R() ((,z)) .

9.1 The General Picture

9.1.1 Objects of Investigation

Now we consider the process in which a single photon moves two bound electrons
to the continuum. We focus on ionization of the ground state of the helium atom and
of two-electron ions with both electrons in the K shell. The case of helium is best
studied both in experimental and theoretical works.

There are three channels for interaction of the photon with the two bound electrons,
which can be separated experimentally. In single ionization, one electron is moved to
the continuum, while the second electron remains in the ground state. We denote the
cross section by o (w). In ionization with excitation, the second electron moves to a
state of the discrete spectrum with quantum numbers n, £. The corresponding cross
section is 0,*(w). We denote the total cross section of ionization with excitation
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by >, a;;* (w) = o (w). In double ionization, both electrons are moved to the
continuum. The cross section of this process is o ™+ (w). It is convenient to study the
ratios

ott (w)

HO = S

9.1

which is the ratio of the cross sections of formation of the ions with Z —2 and Z — 1
electrons and
o ++ ( w)

Ro(w) = a+—(a)) s

9.2)

representing the double-to-single cross section ratio with all the other electrons
remaining in their states. The relative probability of excitations are described by
the ratios .

0, (@)

RZ/{(CU) = ot (@) ;

R (@) =D Riy(w). (9.3)
n,t

In double photoionization of the ground state of a two-electron ion,
w+E, = & + ¢, 4

with E}, the total energy of the system of two bound electrons, &; = E; — m, E} =
pi2 +m?, E; and p; are the energies and momenta of the photoelectrons, and p; = |p;|.
Momentum

q=p +p2—Kk (9.5)

is transferred to the electrons by the nucleus. Here k is the photon momentum,
k = |k| = w. If ® < m, both photoelectrons carry the energies ¢; < m, and (9.4)
can be written as

w—1"" = e +er=e; & = p}/2m, (9.6)
with I?* = 2m — E,; ¢ is the total energy carried by the photoelectrons.
Besides the total cross sections, studies of the double photoionization have focused

on distributions of photoelectrons. There are also experimental and theoretical inves-
tigations of distributions of recoil momenta.

9.1.2 Mechanisms of the Process

At the photon energies w — I™+ ~ I, with I, = ma®Z?/2, the energies of both
photoelectrons are of order €; , < Iz. There are no small parameters, and one should
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just try to employ the most accurate functions ¥; and ¥, for describing the initial
and final states in the double photoionization amplitude

FH = N) ]y |¥). 9.7)

In the position representation, ¥; (ry, r,) describes the ground state of a two-electron
system bound by the field of the nucleus (further, we omit its lower index), ¥ (ry, r»)
describes the system of two interacting photoelectrons in the field of the nucleus. In

.7,
y(r,L,rn) = yi+ny (9.8)

describes the interaction of the photon with the bound system, with the two terms on
the RHS corresponding to two electrons. In the nonrelativistic case,

. ikr; € Vi

Yy, = —ie (9.9)

m

Considering the energies w >> I (for helium, this means that w > 55eV), we

have a small parameter
I
2«1, (9.10)
1)

and we can separate several mechanisms of the process, tracing their contributions
to the amplitude. Also, in the region (9.10), the calculations become simpler, since at
least one of the photoelectrons obtains the energy & >> I, and its interactions with
the nucleus can be treated perturbatively due to the small value of its Sommerfeld
parameter £ = EaZ/p < 1. This photoelectron moves rapidly relative to the
second one, with Sommerfeld parameter of their interaction &,, ~ E«a/p < 1. This
interaction also can be treated perturbatively.

Double photoionization can take place even if the FSI interactions between the
photoelectrons are neglected. A bound electron interacts with the photon directly
(we call it the “primary electron” and label it i = 1) and is knocked out to the
continuum. Another bound electron (we call it the “secondary electron” and label
it i = 2) is moved to the continuum due to a sudden change of the Hamiltonian
of the system. This is the “shakeoff” (SO) mechanism, described in Sect.3.2. It is
reasonable to trace the acts of exchange by large momenta (much larger than the
binding momentum), since each of them provides a small factor in the amplitude. In
the shakeoff mechanism, a large momentum g ~ p > u, is transferred by one of
the bound electrons to the nucleus. Thus this electron approaches the nucleus at the
distance r ~ 1/p < 1/up. The configuration in which both electrons obtain large
energies &; >> I requires that both of them approach the nucleus at small distances.

In an alternative FSI mechanism, a bound electron is moved to the continuum
by interaction with the photon. The photoelectron pushes the secondary one to the
continuum in the next step. If the secondary electron is slow (¢, ~ I7), there is
only one act of transfer of large momentum, when the first electron approaches the
nucleus. Both final-state electrons can obtain &, > Iz if the electrons exchange
large momentum in the final state.
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The electron that directly interacts with the photon can transfer large momentum
to the second one without participation of the nucleus. The interelectron distance 7,
becomes small, i.e., rj; <K Mb_l, while both r; and r, are of order /,Lb_l. The photo-
electrons leave the atom, transferring only small momentum g ~ u; to the nucleus.
Following the general analysis presented in Chap.?2, the amplitude describing this
quasifree mechanism (QFM) is proportional to that of the process on the system of
free electrons. Such a process is possible if

P +p: = k. ©.11)

This limits the difference between the energies of photoelectrons

&1 — &

. 9.12
&1+ & ( )

B =

Since |k| > |p; — p2|, we obtain

&
1Bl < Pyt e =¢+é&. (9.13)

Recall that ¢ = &) + &, = w — I is the energy carried by the photoelectrons.

In the nonrelativistic case, we have || < 1, and the QFM manifests itself only
in the vicinity of the center of the spectrum. Here p; ~ (mw)'/?.

Since in all mechanisms, exchange by large momenta takes place at distances
1/p;, in the nonrelativistic case, the partial wave expansion manifests itself as a
power series in k/p ~ +/w/m. The SO and FSI can be calculated in the dipole
approximation, corresponding to k = 0 in the power of the exponential factor on
the RHS of (9.9). However, the QFM does not work in the dipole approximation.
Indeed, since ¢; » = ¢(1 & B)/2, we can write the amplitude, describing absorption
of the photon by the system of two free electrons as

Fo= (e-p1)f(w, &) + (e p2) f(w, &) = (e-p1) f(w, B) + (e p2) f(w, —B).
9.14)

The explicit form of the function f(w, ) is not important. Since |8] < 1, we find
that in the lowest order of expansion in powers of S,

Fy = (e-(pr+p2))flw,fp=0)=(e-k)f(o,=0)=0, (9.15)

and the lowest nonvanishing term is
Fo = 2(e-p)Bf'(0, p=0), (9.16)
with f’ the derivative with respect to 8. Since for the free process 8 = k - (p; —

P2)/2mw, the QFM requires going beyond the dipole approximation, which would
correspond to the lowest order of expansion in powers of k/p;.
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As we shall see, the QFM manifests itself in differential characteristics of the
double photoionization of helium in the vicinity of the center of the spectrum at
photon energies of order 1keV and larger. It becomes increasingly important at
higher energies. These points will be analyzed in Sects. 9.3 and 9.4. In Sect. 9.2, we
consider the process in the dipole approximation, where it is a superposition of the SO
and FSI contributions. The electrons are described by nonrelativistic functions, and
the electron—photon vertex is described by the lowest order of expansion in powers
of k/p.

9.2 Double Ionization in the Dipole Approximation

9.2.1 Nonrelativistic High-Energy Asymptotics for Helium

Here we demonstrate that the main contribution to the nonrelativistic high-energy
asymptotics of the double photoionization cross section o>* () is determined by the
SO mechanism. The value of the cross section is determined by the “edge” part of
the spectrum, where the primary electron carries most of the energy ¢; ~ w, while
the secondary electron carries the small energy &, ~ I. The angular distribution of
the fast electrons is the same as in single photoionization. The secondary electrons
carry angular momenta £ = 0, and they have uniform angular distribution [1].

We begin with analysis of this case. In the asymptotics, the fast electron should be
described by a plane wave, and the slow one by a nonrelativistic Coulomb function.
In (9.7),

1 . .
v = (e ) + ey )., 9.17)

with the upper index C standing for Coulomb. In the dipole approximation, we put
e®1m = 1 onthe RHS of (9.8). The leading contribution to the amplitude comes from
the first term on the RHS of (9.17) (the contribution of the second term is smaller by
a factor of p,/p;). The amplitude is

F++=e

Py @wiv2 / dryyg(r2)J (pr; 1), (9.18)

m
with
J(priry) = lim / drw(r), ry)e Prie=, 9.19)

Introducing ¢ = r; - ry, we can write, in the same way as in Sect.7.1, i.e., keeping
the terms up to first order in the Taylor expansion,

U(r, ) =¥, L, rn) =¥ (0,0,rn) + ¢¥'(0,2,r)lc=0 + ¥ (r1,0,72) |5 =0 -
(9.20)
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Similar to Sect. 7.1, we see that only the last term of the expansion provides a nonzero
contribution to the integral on the RHS of (9.19). We find that

87¥'(0, r 8rn¥ (O, r
Jpriry = — VO oy = BT (6. ©21)

1 Pl

Here ¥’ denotes the derivative with respect to ry at r; = 0. The last equality is due to
the first Kato cusp condition. Note that the RHS of (9.21) cannot be represented as
a Taylor series at r, — 0 due to the singularity of the wave function atr; =r; = 0.
We obtain

= &

PLN@ )—\/—4’(1’2) ¢(p2)=/d3r21pc*(r2)l1/(0 r), (9.22)

m

with n = ma Z. The factor +/2 is due to two electrons in the K shell.
Note that by approximating ¥ by a product of two single-particle functions yr*-7-,
i.e., putting
lI/appr (ri,rp) = ws.p.(rl)ws.p.(rz)’ (923)

we would obtain

F* = Fuv2 / dry$F Oy (r), (9.24)

with F,;, the amplitude of single photoionization in the independent particle approx-
imation expressed by (5.69). We shall see that (9.23) is not a good approximation
for describing the asymptotics of double photoionization.

The SO amplitude of every photoionization process in a two-electron ion can be
written in a similar way. Introducing

U(r) = ¥(0,1p), (9.25)

we can write, for photoionization accompanied by transition of the secondary electron
to the final state f,
e-p; 8y c

— V2 @y = (YY)

1
(9.26)

We omit the index of the final state in the amplitudes F** unless it is necessary to
avoid misunderstanding. For the continuum states, we write @p, = @ (p2). In the
special case in which the secondary electron remains in the 1s state, this is just the
amplitude of single photoionization, which we denote by F in this section:

F'"=Fso =M®y; M= M(w,p1) = N(w)

F' =M@, p)®Pi; Piy = / d’rayl ()Y () = (YL 1Y), (9.27)

The integrals over r, on the RHS of (9.22) and (9.27) are saturated by r, ~ 1/up.
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Now we consider another situation, in which the first electron absorbs only a
small part of the photon energy ¢, ~ Iz, while the secondary electron carries a
large energy &, ~ w. If the secondary electron is described by a plane wave, a
large momentum g =~ p; is transferred by the bound electron to the nucleus. Thus
the amplitude contains a small factor ug / p‘z‘ , similar to that in (9.22). However, the
photon—electron vertex now provides a factor of order u;/m instead of a factor of
order /mw/m in (9.22). Thus the amplitude corresponding to this mechanism is
smaller than that described by (9.22) by a factor of at least pp//mo < 1.

In fact, the quenching is stronger due to cancellation of the contributions coming
from the two lowest terms of the perturbative expansion for the wave function of
the fast photoelectron. If we include the lowest-order Coulomb correction, a large
momentum ¢ can be transferred to the nucleus by the secondary electron. We put
Wy (ry, r2) = Y (1), (12), Where ¢y, = lgg) + WIS) is the sum of the plane wave
and the lowest Coulomb correction; see (3.29). The corresponding contribution to
the amplitude can be written as

Y= Rt Fi B = [ @naGul e, 9.28)

with

—ie.V
Ary) = N(w)fz/d3rlw§,*(rl>y(rl)mrl,rz>; ya) =

We find immediately that

Fy = A(p2) = N(@)V2 / iy )y (r) / d*ry¥ (ry, r)e P (9.29)

Recall that now p, > ;. Integrating over r; using (9.19)—(9.21), we obtain

87 A
Fo = — 2, (9.30)
12

where A’ denotes the derivative with respect to r, at r, = 0. Since the integral over
ry is saturated at r; ~ up, the amplitude Fj is suppressed by a small factor of order
Wy /+/mao relative to that determined by (9.22). This is in agreement with the estimate
given above.

One can see that the sum Fjy + F) is suppressed more strongly. We write (see

(7.5))

F :/ &df . —4maZ 2m

e O ©3D
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The integral converges at f ~ u; < p». Neglecting f in two last factors, we obtain

87 A(rs =0
F = %; n=maZ, (9.32)
12

and Fy + F; = 0 due to the Kato condition. The higher Coulomb corrections pro-
vide the contributions of order (,ub / pz)Fo (recall that p, ~ (2mw)'/?). Thus the
contribution to the amplitude of the configuration with a fast secondary electron is
smaller than that with a fast primary electron by a factor of uf’, / pg (we do not make
difference between n and p; here).

If both primary and secondary electrons are fast, i.e., p;» > up, the amplitude
obtains a small factor of order .}/ p5 relative to the amplitude (9.22) if the secondary
electron is described by the plane Wave. A calculation similar to (9.28)—(9.32) pro-
vides an additional small factor j 2/ p3 if we include the lowest-order Coulomb
correction 1/f(1) Thus, in spite of the large phase volume, the region pj, > wp
provides a small contribution to the total cross section. The latter is described by the

region p, ~ u of the differential cross section
&p d&
do™ = 2w8(e) + ey — &) | FFH P LL 2 P2 9.33)
(2n)* (27)°
For p, ~ up, it can be written as
dott = 32TV a-(@Z) o(p 4’p> 9.34
ot = T '3/27/2|(2)|(2)3- 9.34)

The cross section for single photoionization from the K shell, i.e., for the process in
which one of the electrons is moved to the continuum while the second one remains
in the 1s state, is

3272V2 a-(aZ)?

+ 2,
ot = S 9.35)

see (7.13)—(7.14).

Note that since the function ¥ (0, r,) depends only on the scalar r,, the function
@ depends only on the energy of the secondary electron &;. This means that the
secondary electrons are ejected with orbital momenta £ = (. Hence the function
@ (p,) does not depend on the direction of momentum p, and can be represented as
@ (&7). The cross section can be represented as

16V2 o (@Z)? [
++ — 2

Here the integral over the energies of the secondary electrons is saturated at e, ~
I € w.
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Thus the SO contribution to the cross section comes from the edge region of the
spectrum &, < Iz. Its contribution to the ratios R(w) and Ry(w) defined by (9.2)
reaches constant values at w — 00. As to the FSI, they provide corrections of order
Eeze at & < Iz. The contribution of the FSI of two fast electrons to these ratios can
be obtained by integrating the energy distribution provided by (4.62) and (4.53) over
the interval &, ~ €. Since (r~2) ~ u%, we obtain the contribution to the cross section
ott ~ (a’ul/w*)o ™, and thus for w > I, the relative contribution of the FSI is
much smaller than unity.

Employing (9.26) and (9.27), we obtain

o0
lim Row) = Coi Co = 550 [ despi@et. 037
w—>00 2m2d5 Jo
Since the integral converges at &, < I; < w, we replaced the upper limit of inte-
gration w by infinity. The Stobbe factors of both processes, which include the most
important corrections caused by the interaction of the primary electrons with the
nucleus, cancel in the ratio.

Note that in the early days of studies of double photoionization processes, inves-
tigators faced a paradox. Computations carried out employing the length form of
electromagnetic interactions provided the behavior F** ~ F* p/u,;, for the ampli-
tude and thus Ry ~ w for the cross section ratio. The contribution came from the
configuration in which the secondary electron carried most of the absorbed energy.
In the length form, y = iwer,. Proceeding in the same way as in (9.28)—(9.32), we
write

F™ = w(For + Fi);  Fio = / EraA )Yy () k=01 (938)
with

Ap(ry) = N(w)ﬁ/d3r11/fpcl*(l'1))/L(l‘1)W(l'1, r); yu(r) =iwe-ry,

and obtain
8r A (r, =0) 8rnApL(r, =0)
Fpp = ——+——~ 42 SR AVAES —L—42* (9.39)
12 P2
and the amplitude
— 8rw ,
FTt = —Fc; c = Ap(rn=0)+nAL(n=0), (9.40)

which is indeed p/u;, times larger than the amplitude of single photoionization
F7 if ¢ # 0. The computations were carried out by employing approximate wave
functions that do not satisfy the Kato condition. The latter provides ¢ = 0 and
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eliminates the spurious contribution. This was found by Aberg [2], who introduced
the Kato conditions into atomic physics. This is an instructive example showing why
theoretical analysis should precede computations.

The first calculations of the asymptotic value Ry = Cj for atomic helium were
carried out with the approximate initial-state wave functions written as the products
of single-particle wave functions; see (9.23). Taking i as the screened Coulomb
functions with the effective charge Z,;; = 27/16 provided Cy = 7.2 x 1073,
The Hartree-Fock functions gave Cy = 5.1 x 1073, Employing more complicated
functions that include dependence on the interelectron distance rj; = |r; — 12| [3]
provided the much larger value Cy ~ 1.7 x 1072, and a more contemporary CFHH
approach described in Sect.4.4.2 provided Cy = 1.74 x 1072 [4]. The latter results
have been confirmed by the experimental data [5] presented in Fig.9.1. The accu-
racy of the calculations is greater than that of the measurements. The uncorrelated
wave functions failed to reproduce the asymptotic value of the double-to-single cross
section ratio, since they do not describe the dynamics of the relative motion of the
two bound electrons.

In similar way, one can calculate the cross section of photoionization with exci-
tation of the secondary electron to the n¢ state. This can be done by replacing @ (&)
in (9.34) by

b, = /d%qug(rz)q/(o, ). (9.41)

The integral on the RHS becomes zero for £ # 0. Thus we can put @,; = @,,,0¢0.
The cross section can be written, similar to (9.34),

_ 272V2 o (wZ)? 2

+x 3
s (@) = 3 3 g2 s (9.42)
and thus the asymptotics of the ratios
P _ O@) P
R, = ——— = 5=C(, (9.43)
o1s(w) D,

Fig. 9.1 Double-to-single
ionization ratio for helium.
The horizontal axis is for the
photon energy in keV. The
dots show the experimental
points. The lines show the
results of calculations in
various approaches (see [5]
for references) [5]

|
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do not depend on the photon energy. Excitations to the states with £ > 1 contribute

beyond the asymptotics. The CFHH calculations provided C; = 4.80 x 1072, C3 =

0.59 x 1072, C4 = 0.20 x 1072, while R* = 5.8 x 1072, and R = 1.645 x 1072,
A smooth transition between excitations of discrete and continuum states requires

that

++ ndot*

o
li = li n_ 9.44
000 dey | neoo 21, ©.44)

Thus C* decreases as n~> at large n. One can see that (9.44) provides

D
mpa®€) e, (9.45)
8 —0 472 n—00
Due to the normalization factor of the continuum wave function, @ (&) ~ &, 172 at
&, — 0, and the LHS of (9.45) obtains a finite value.
Employing the closure condition for the Coulomb functions, one obtains
> deym
2% +/ 1) =/d3r|uf(o, nP, 9.46)
T
n=1
leading to a remarkable sum rule [6]:
32722 (aZ)?
ot ot fott = 28 @ @2 [ 53w 0. 1) (9.47)

3 3212

9.2.2 Nuclear Charge Dependence of Asymptotics
Jfor Heliumlike Ions

Consider now the double photoionization of two-electron ions with Z > 2. It is
reasonable to try a perturbative model in which interaction between electrons and the
nucleus is included exactly, while interaction of the bound electrons is included in the
lowest nonvanishing order of perturbation theory [7]; see Fig.9.2. This corresponds
to the lowest order of expansion in powers of 1/Z. In the asymptotics, one can neglect
the FSI of the photoelectrons. Since in atoms the K electrons are well separated from
the others, we can expect that the approach can be applied at least for estimating the
effects in atoms as well.
The wave function of the K shell electrons can be written as

U = ¥+ GV, (9.48)

Here G is the nonrelativistic two-electron Green function in the Coulomb field, while
Uy(ry, 1) = Yis(r) v, (r2), with ¢ the single-particle function in the Coulomb
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(a) (b)
° l:fh o> P1 2’_1, ° o> P1

_._._sz _._l_HPZ

Fig. 9.2 Feynman diagrams illustrating the perturbative model for double photoionization. The
solid lines stand for the electrons in the Coulomb field of the nucleus (labeled by dark blobs). The
helical line is for the photon. The dashed line stands for the electron interaction in the initial state
(a) or in the final state (b). In the asymptotics, only the diagram shown in (a) contributes

field. The final-state wave function is given by (9.17). Due to orthogonality of the
wave functions, the first term on the RHS of (9.48) does not contribute to the ampli-
tude.

In terms of the single-particle functions, the amplitude of the process can be
written as

Ftt = ¥ I’IN / LX) X, 9.49
(w) ) 2()f 1), ( )

where

&
(2n)?

(Vp, If2) (B2 —E[V15).

(9.50)
The energy of the Coulomb propagator is ¢ = —I°* — &, < 0. Since we include
the electron interactions in the lowest order of perturbative theory, we must put
I** = 21, and ¢ = —2I; — &, < 0. Note that the integrals are saturated by
JSi~ f ~ up =n, while p; > n.
Under the latter condition, one can write for p; > fi, similar to (2.86),

&
X0 = [ Sl G G X =
oo

8y [ d’q
(2m)3

(p1IGlf1) = (qlGlf1), 9.51)
writing

_ 8an _ [ d&fH dgq
X (f) = p_?X(f)’ X)) = m 27)?

@G & +ElY).  (9.52)

Thus we can write, similar to (9.22),

A f dra
FY = M(w,p)®(s2); P(e2) =/ (2ﬂ3)X(f)?Xz(f)~ (9.53)
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Integration over the electron momentum on the RHS of (9.53) can be carried
out analytically, and the function @ (¢) may be expressed through a one-dimensional
integral. This can be done by employing the technique worked out in Sect. 5.1. Repre-
senting the 1s wave function in the form (5.12) and applying (5.55), we can integrate
over f; on the RHS of (9.52):

~ [ d%q n3\1/2
X0 =P [ LtV 6@Vl - Dlaimy M= (L), 059
A a d
I =
v ar
Introducing p = \/2me, + 202, we obtain
5~ (q|ViuIfA)
qlViuG@)Vp| — 1) = —I’nyfz—_’_ziy (9.55)
with
- L n=py4a p= A A=—POZD g5
Zy=py+Vv, L=py4A =2 — LA __fz—-i-Zi’ (9.56)
while
T 1 VA
mo
2m/dy y+ ¢ = 122 (9.57)
: y= 1 p

After calculation of the derivatives, we must put v = 0, A = 1.
In spite of the complicated dependence of the RHS of (9.55) on f, integration over
q leads to a very simple expression. One can see that

0 —i
—v(qIVmIa> = E(aIVmIquIVi,LIa) (9.58)

for every vector a. Note that all dependence of the RHS of (9.55) on v is contained
in the parameter z,. Employing (5.46) and (5.8), we integrate over q and find that

d d3q n dSq

v ViulfA) = —>— fAIV; Vi fA) = —1. (9.59

U/(Zn’)3(q| /‘| ) 27[/(27‘[)3( | ;L|Q>(Q| /L| ) ( )
Thus we obtain

d 2pnN
X(®) = pNiJy 3 g Nm= PrELj
oA f>+ P1

(fIVw 10). (9.60)
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Evaluating
el
X = Ni(= o) W Viel Dy ©.61)

and writing

1 1
(012100 5 = 5 ((01%010) = (114:10)). 9.62)

we carry out integration over f in the second equality on the RHS of (9.53):

a1

D(&y) = (xlezfy on 2
A

(¢pz|‘4r} - Vi(n+z,\)|0>|)»:n- (963)

Employing (5.28), we calculate, for every p and u,

(n+ip)~! _ 4nN,
Viul0) =4 N — = -2 tan 1/£); = .

(9.64)
Finally, we obtain
~ Ty
& (sy) = —8mapN>N,, J,——. 9.65
( 2) APINT N p, Jy (py+ n)3 ( )
Here
T(y) = o) —e1(p) — (py + M’02(p); p = 20+ py, (9.66)

(x +ip))"®*  exp(—2& arctan p,/x)
@ —ipyeth T (P

or(x) =

Carrying out numerical integration on the RHS of (9.36), we find that in the
asymptotics,

Rw) = C: C = %; ¢ = 0.090. (9.67)
Note that for the ratios defined by (9.1) and (9.2), we must put R = Ry in the
lowest order of the Z~! expansion. For the case of helium, the perturbative model
overestimates the value by about 30%.

It is amusing that the same result can be obtained from a very simple estimation
for the magnitude of the effect. It is known that 1s electron in an atom with Z > 3
can be described roughly by the Coulomb function with the effective value of the
nuclear charge Z.;y = Z — s, with s ~ 0.3 describing the “internal screening” [8].
The main contribution to the value of s comes from another 1s electron. After one
of the electrons is moved to the continuum, the wave function of the remaining one
changes by a value of order s/Z, and the probability of the SO is of order s2/Z2,
where 5% 2 0.09.
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The nuclear charge dependence of the asymptotic ratio R was traced for Z < 10
using variational functions of the ground state of the ion [9]. For the largest values
of Z from this interval, the ratio exhibited the behavior

0.09 0.03
The authors of [10] fitted their results by employing the CFHH functions (see
Sect.4.4.2), and the results of [9] by a three-terms formula,

a a/ a//

R = ?4—?4‘?, (9.69)
for 2 < Z < 10. The values of a, a’, a” were found by least squares fitting. The
best fit for the data of [9] was obtained for a = 0.090, a’ = —0.022, a” = —0.052,
while for the results of [10], it was a = 0.090, a’ = —0.021, a” = —0.053. Thus
the perturbative approach indeed provides a proper value of the ratio R in the lowest
nonvanishing order of the Z~! expansion.

Photoionization accompanied by excitation can be calculated in framework of the
perturbative model [11]. As we have seen, only excitations of s states can take place
in the asymptotics. For ionization accompanied by excitation of the ns state,

Riw) = C, = -2 (9.70)

where @, is given by the second equality of (9.53) with

& f,
@)}

X () = Vs E) Y15 (B — 1), .71

while X (f) is still given by the first equality of (9.50). There is no need to carry out
new calculations. The function @, is determined by (9.65) with several changes.
Now p = n+/2 — n—2, the normalization factor of the continuum wave fll.lI;CtiOIl
N (&) should be replaced by that of the discrete spectrum N, = (173 / n3n) / , and
one should change p, toin/n and i&, to n in the functions ¢; , on the RHS of (9.66).

For the case of helium, the model provides the value of the cross section ratio
for excitation of the 2s state C;, = 0.023. This underestimates the results obtained
with precise wave functions carried out by several groups by a factor of about 2.
The discrepancy diminishes for larger values of n. The approach provides C3, =
7.6 x 10~%, which differs from accurate results by about 15%.

Setting

Cn

anﬁ,

(9.72)
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Table 9.1 Values of a,, and aj, in (9.73) calculated with the CFHH functions and the values of ¢,
obtained in the perturbative approach in units of 10~2

!/

n an a, Cn
2 8.9 15.0 9.2
3 1.7 1.4 1.7
4 0.61 0.46 0.64
5 0.30 1.16 0.30
6 0.17 0.08 0.17

we obtain the values of ¢, given in Table9.1. The deviations from the behavior
¢, - n® = const become less than 3% for n > 5.

Now we compare the results with those carried out with the CFHH functions for
Z < 10 approximated by two terms of the Z~! series

/

a, a,
st (9.73)

C, =
One can see that ¢, = a, with good accuracy. Thus again, the perturbative approach
provides the values of the ratios R in the lowest nonvanishing order of the Z~!
expansion. In contrast to the case of double photoionization, the perturbative model
underestimates the values of the excitation cross sections.

In photoionization of the ground state, the secondary electron remains mostly
in the ls state and does not undergo transitions. The situation is different in pho-
toionization of an excited state. We introduce the total cross section for absorption
of the photon by the ion 0;,; = ot + o™ + o™ and the relative probabilities
for the channels with the secondary electrons in ns states of the discrete spectrum
Fns = 0,5* /010 and in the continuum r = o /oy,,. The photon interacts mostly
with the s electron, and usually two channels dominate [9]. For example, in the case
of the metastable 2! state of helium, i, = 0.049, r,, = 0.535, r3, = 0.399. For
the double photoionization, » = 9 x 1073,

The negative ion of hydrogen is a very special case. The results obtained in [10]
demonstrate that the probabilities of finding the secondary electron in the 1s state or
in an excited ns state of the discrete spectrum are of the same order of magnitude:
ris = 0.590; %" 5 rps = 0.394, and r = 0.016.

9.2.3 Double Photoionization at Intermediate Energies

Here we focus on the case of helium, discussing the cases of heavier atoms at the
end of the subsection.

One can see from Fig.9.1 that in helium, the asymptotic value of the double-to-
single cross section ratio is reached at photon energies of order several keV. This can



9.2 Double Ionization in the Dipole Approximation 247

be understood, since the contribution of the FSI to the cross section of the double
photoionization is proportional to £2. The SO becomes the dominant mechanism if
the asymptotic value Ry = Cp ~ 1.7 X 1072 satisfies the condition

Co > &. (9.74)

For helium, this is equivalent to w >> 800 eV. By “intermediate energies,” we mean
the values of the photon energies w > Iz, where a perturbative description of at least
one of the photoelectrons is possible, but on the other hand, deviations of the cross
section ratios from their high-energy limit is noticeable (with the relative deviations
exceeding 10%). For atomic helium, this is the region from 300—400eV to 2keV.
This is in agreement with terminology of the review [12].

We move from the high-energy region by including next-to-leading terms of the
expansion in powers of w. There are several attractive points in this approach. It
provides the possibility of clarifying the role of various mechanisms representing
their contributions in terms of certain characteristics of the initial-state wave func-
tion. Within the framework of this approach, one can estimate the magnitude of the
neglected terms, thus controlling the accuracy [13].

Corrections which behave as 1/p; and 1/ plz, with p; the momentum of the fast
photoelectron, can be originated by correlations in both initial and final states. The
amplitude can be written as

F++ — FSO+FISI+FFSI, (975)

where ISI and F'SI stand for the initial-state and final-state electron interactions.
The leading amplitude F59 is given by (9.22). Now we can write

Ro(w) = Co+ A" (w), (9.76)
with
AT (@) = 1 &*p (|FSO 4 FIST { pFSI2 _ |FSO|2). 9.77)
|[F*12 ) @2n)?

We calculate A°°”"(w) in the leading order of the 1/w series. Indeed, we have two
small parameters, which are the Sommerfeld parameter of the FSI between the outgo-
ing electrons &,, ~ ma/p; and the Sommerfeld parameter of the fast photoelectron
& = n/p;. We shall write the final expressions in terms of &, employing that
& = 2&,,. Recall that the amplitude F5€ is real. As we have seen in Chap. 3, the
amplitude F5! describing the final-state interactions has imaginary part propor-
tional to 1/p; and real part proportional to 1/ pf. As we show below, the same refers
to the amplitude F’5’. Hence we can write

corr 1 d3P2
A (@) = |F+|2/—(27T)3 [2FSOGFIS + FISH + RIS + FISIR] 078)


http://dx.doi.org/10.1007/978-3-319-32736-5_3

248 9 Double Photoionization and Related Processes

with
FISI — iFllsI‘I‘FZISI; FFSI — iFlFSI+F2FS1, (979)

where F/5" and F/3! (i = 1, 2) are real.

One can write similar corrections to the amplitude of a single photoionization
FT when the second electron remains in the 1s state. However, the corresponding
contributions to A" will be of order & ZeCO, and we have neglected them, since
Co < 1. Nevertheless, we shall include the main correction of order &2 Cy, since
it contributes with a numerically large coefficient. This is a kinematic correction
that is due to the difference between the momentum of the fast photoelectron of
double photoionization p; and that of single photoionization p. The corresponding
contribution to the ratio is

kin _ 1 d’pa T 50 2 50 2
A0) = s | G 7@ pOF = 12, p)P . 080

In the single photoionization momentum of the photoelectron is

p = 2m-—1"), (9.81)

while the double photoionization momentum of the fast photoelectron is

I
Pl = \/2m(a)—12+—32) = p(l— 22+82). (9.82)
w

Here we neglected the higher-order terms of the expansion in powers of 1/w, and
employed that 1>+ — I+ = I, with I; = ma?®Z?/2, for helium I; = 54.4eV. We
trace the corrections that are due to the difference between the value of the momentum
of the fast electron p; and the value p determined by (9.81), which corresponds to
single photoionization.

The amplitude F5© behaves as p1_3, while the phase volume of the fast electron
contains the factor p;. Thus the double photoionization cross section is proportional
to pfs. The dependence on photoelectron momentum manifests itself also in correc-
tions for the wave functions of the fast outgoing electrons. As we have seen in Chap. 7,
in the case of single photoionization, we can separate the corrections depending on
the parameter w& (§ = n/p). This dependence manifests itself in the Stobbe factor
S(m&)) = e~ see (7.46). There is a similar factor S(r£,) with & = n/p; in the
cross section of the double photoionization. Note that 7& = 1 at w ~ 560¢eV, and
we do not treat w&€ as a small parameter. Thus (9.80) can be evaluated as

Ak () = " /w/2 dezpz[”—se”@lf> - 1] |D (2)]%. (9.83)
22| Pi1% o pi
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This provides

2
AR () = %(5 - ng)(l 4 %)Co, (9.84)

where P
I deapa|@(e2) e

JOP deyprl@ (e

(e2) = (9.85)

Note that A¥" > 0,

Now we calculate the contributions caused by correlations in the initial state. To
calculate the amplitude '3/, we must include the higher corrections of the expansion
in powers of 1/p; = 1/p on the RHS of (9.21). Since the process takes place at
the distances r; ~ p;, expansion of the amplitude in powers of 1/p; corresponds
to expansion in powers of r; of the integrand on the RHS of (9.19). To obtain these
terms, we carry out the Taylor expansion for the wave function ¥ (r;, rp) near the
pointr; = 0:

oy oy
W(ry,r,r2) = YO0,r, ) +ri—Ilh=0+ 2 = 1r2) —lrp=r, + -+ . (9.86)
or arp

As we have seen in Chap. 7, the leading contribution is provided by the term contain-
ing the first derivative. Thus to obtain corrections to the cross section of the relative
order pfz, we must include the Taylor expansion up to the third order. The terms
of the expansion contain the powers of r| and r; - r,. The integrals containing the
powers of r; are

. A
X, = lim/d3r1r{’e_’p"r‘e_”‘; Xo = lim 2L =0; (9.87)
r—0 r—0 (pl + )\2)2
—8m 967
X1 = —4, X2 = 0, X3 = 5 -
P P

The integrals containing the powers of r; - ry are calculated using the relation
rie P = jVe PITi | with the gradient taken with respect to p;. Thus the con-
tribution of the odd powers of the product r; - r, are imaginary. Note also that
lim; o [ drir] (r) -r2)*e P T1e™*"1 = 0 for even n and every integer k. Thus some
of the terms on the RHS of (9.86) vanish after integration over r;.

Keeping only the terms that will survive, we write

r182
W(r,r,rn) = ny'l syt + lTl/flz +

3
i

30
S (9.88)
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Here we defined

2 2
rp-ry  (rp-r) ri
§=rn—n= - — 5 4

ry 2}’2 21’2

(9.89)

and
3w (11, 12, 112)

8"r18kr12

Y () =

|r1:0,r12:r2 . (990)

Employing (9.87) for integration over r; on the RHS of (9.22), we can write for
the IST amplitude

FIS =, M(0,p)@1 (p2);  FS = E2M(w, p) P25 (p2),
with M determined by (9.26), and

8

wC| 1—3(m-r)?/2r2
p2 P2

-
9.91)
4 ¢ 2,212 2, Cp30

W(Wp2|1—6(ﬂ'l') /Ty >+W<!/fpz|¢ )y n=maZ; v=ma,

oS (py) = —— (g, x/riy!y; @75 (py) =

4
nv n

and n = p;/p;. Note that F/'5’(p,) describes ejection of the secondary electrons
with orbital momenta ¢ = 1. The amplitude FZI 51 (p,) corresponds to ejection of
the electrons with orbital momenta £ = 0 and £ = 2. Only the terms describing the
secondary electrons with £ = 0 interfere with the SO terms.

For the FSI amplitude we obtain, employing the results of Chap. 3,

FES = 6 M@.p0@! () FSS = M@, p) @Y (b (9.92)

D5 (po) = (Y, | In (r = r)W)Y);

1 d 1
@7 (92) = 5 W0z 1¥) = 5 (W, [ In” (= A1),

with A — 0, while z denotes the direction of the fast photoelectron momentum.
Recall that here ¢ = ¥ (0, r). Thus we can write

‘ 1 [ &
AT ) = 5 / ﬁ@‘p(l’z)@{s’(m)+2¢(p2)¢zp Y+ 993

+12{5 (p2) + & (p2) 1),

with the terms containing In A canceling on the RHS.
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For illustration, we carry out computations employing a ground-state wave func-
tion depending on its variables explicitly. We use a simple version of the Bonham—
Kohl(BK) functions [14]

W(ry,r,r2) = Ny (67’“”7’“’2 + 67“2”7“"2) (1 — ce%’”), (9.94)

with 1 = 2.21v, o = 1.41v, A = 0.24v, ¢ = 0.61, and Ny = 1.64v2, while
v = ma. This wave function provides the proper value of the binding energy
and reproduces the true value of the asymptotics Cy. The BK functions provide
(€2)/17 = 0.58, and thus A" = (0.068 — 0.0147£)£2. Recall that £ = maZ/p.
The contributions to A’ depend on the parameter &,, ~ mao/p. For the BK func-
tions, A" = 0.87¢2. Note that 7& = 0.96 for w = 600€V, while 7& = 0.42 for
o = 3keV. Thus we can put 7§ = 0.7, leading to

A () = 0.2382 (9.95)

with the final result
Alw) = A" () + A (w) = 1.10E2. (9.96)

Thus we have obtained

13.6 eV
)

Ro(w) = Co+ 1.106%; &2 =

PR (9.97)
for the preasymptotic behavior of the cross section ratio; see Fig.9.3. The FSI deter-
mines about 70% of the value. Since A(w) > 0, the cross section ratio approaches
the asymptotic value from above. Since at the threshold, the cross section of the
double photoionization vanishes (just due to the vanishing phase volume), while that
for single photoionization does not, the ratio also becomes zero. Hence, it peaks at a
certain finite value of the photon energy above the threshold. This peak was observed
in a number of experiments.

The contribution of the final-state interactions is dominated by the imaginary part
of the amplitude F IF 5T represented by second term on the RHS of (9.92). This is
because the real part of the amplitude 55’ is multiplied by the SO matrix element
( pcz |¥), which is numerically small. Neglecting the correlations in the initial state,
we have A" = AFST The value of A"S? does not depend strongly on the cor-
relations in the ground state. The Hartree—Fock functions, which we have seen to
underestimate the SO value for the cross section, provide A7 = 0.75£2. Even
neglecting the electron interactions in the ground state, i.e., describing the ground
state by the product of two single-particle Coulomb functions with Z = 2 (9.23), we
obtain AFST = 0.91&2.

While the SO mechanism provides the monopole secondary electrons, the correc-
tion A(w) is a superposition of contributions A,. The distribution over the angular
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Fig. 9.3 Double-to-single
photoionization ratio for the
helium atom. The horizontal
axis is for the photon energy
in eV. The black dots,
triangles, and square show
the experimental data (the
references are listed in [13]).
The solid line represents the
results of calculation
employing (9.97). The other
lines are for the calculations
carried out in other
approaches (see [13] for
references) [13]
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Employing the functions defined by (9.94) we find
ap = 0.29; a; = 048; a,=0.12; a3 = 0.05, (9.99)

with domination of dipole and monopole terms.

For the double photoionization of the K shell of heliumlike ions, it is reasonable to
try the perturbative model formulated in Sect. 9.2.2, extending it to the lower energies
w ~ Iz. This was done in [15]. The initial-state wave function was given by (9.48),
while the final-state wave function was represented as

Wy = ¥4+ GV ¥y, (9.100)

where 11/;3 is the symmetrized product of two Coulomb functions describing the
photoelectrons with momenta p; ». As in (9.48), G is the nonrelativistic two-electron
Green function in the Coulomb field. The second terms on the RHS of (9.48) and
(9.100) contain the Sommerfeld factors of electron interaction &,, = «/v, with v
the velocity of relative motion of the electrons. In the initial state v &~ «Z, and the
Sommerfeld parameter for the electron interaction is &/, ~ 1/Z. At w ~ I, the
same refers to the final state. Thus the amplitude

F¥ = N@(WflyGeaVeel®) + WVeeGeny¥)),  (9.10D)

withe, = &) —w; &, = w— Iz, and y the operator of the ¢ — y interaction determined
by (9.8), provides the amplitude in the lowest order of expansion in powers of 1/Z.

At w > Iz, the first term on the RHS of (9.101) is still of order Eeie ~1/Z,
while the second term is of order &,, ~ a+/m/2w. Inclusion of higher terms in
the interaction V,, would provide the higher terms of expansions in powers of 1/Z
and &,.. Thus for w > I, the amplitude (9.101) reproduces the leading terms of
expansion in powers of 1/Z and &,.. Note that the amplitude does not contain infrared
logarithmic divergent terms (see Sect. 3.2). Recall the origin of such terms. After one
of the electrons leaves the atom (ion), the field that is felt by the secondary electron
changes and is shaken to an excited state. In the next step, the photoelectron undergoes
elastic scattering on the shaken one. This provides the logarithmic divergent phase.
In the present model all electrons move in the same field, and such terms do not
emerge.

Since the K electrons are well separated from the other bound electrons, the results
can be, with some modifications, used for the process in the neutral atoms. We employ
the only modification of assuming that the K electrons move in the Coulomb field
with the effective charge of the nucleus Z,;, determined by the condition that the
experimental single-electron binding energy is equal to its nonrelativistic Coulomb
field value with charge Z. ¢, i.e., lIexp = mazZesz/Z. Some of results are given in
Table 9.2.
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Table 9.2 The double-to-single photoionization ratio for a number of neutral atoms; w = @/l
is the energy carried by the photoelectrons

z Lexp keV [ w Zog Rexp Rieor

10 0.87 5.75 8.0 32(=3)[16] |2.8(=3)
22 4.97 3.50 19.1 53(—=4) [17] |5.1(=4)
26 7.12 2.44 22.9 2H—4) 171 | 2.3(—4)
29 8.99 222 25.7 1.3(=4) [18] | 1.1(=4)

The numbers in parentheses are the powers of 10. The theoretical data are taken from paper [15]

9.2.4 Photoionization Followed by Excitation: Intermediate
Energies

Recall that in the nonrelativistic high-energy limit, the excitation of an electron to
the shell with a principal quantum number n following photoionization is due to the
specific correlation in the initial state known as the shakeup (SU). Only s states can
be excited by this mechanism. Excitation of the states with nonzero angular momenta
are quenched by factors that decrease as ™. Similar to the double photoionization,
we can write for the ratios defined by (9.3)

Ry (w) = Cpi + Aps(w) 9.102)

for £ = 0, and
Ry (w) = Ay(w), (9.103)

for £ > 1. For excitation of s states, we calculate the lowest-order correction of
the asymptotics. For excitation of the states with £ > 0, we obtain the leading
contribution of the expansion in powers of 1/w.

We begin with the excitation of s states. As in the case of double photoionization,
there are contributions of kinematic corrections and corrections caused by correla-
tions in the initial and final states. The contributions of the kinematic corrections
can be obtained by replacing (g;) by —I;/n? on the RHS of (9.84). Recalling that
& =2¢&,,, we obtain

Al () = 2625 —mE)(1 — %)C* ©.104)

with& = 5/ p, where p is the momentum of photoelectron, and we put p = 2maw)'/2.

One can obtain the amplitudes that describe the contributions of correlations in
the initial and final states from expressions for the amplitudes F’5/ and F 5! for the
double photoionization given by (9.93) and (9.92), replacing ¥, by ¥<,. Now we
need only the real part of the amplitude F’5!. Setting F/5! = &2 MU, and employing
(9.91), we obtain for the contribution corresponding to the orbital momentum ¢ = 0
of the secondary electron
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4 i 1 47, P
U, = z/dVars(r)l/f (r) + 2/drr R (MY =(r)+ (9.105)
nv nv
0 0

iz/ drr? R (N (r),
0

with R, (r) the radial part of Wncs (r), v = ma. Hence

sUn

A]Sl(w) — zgee—
o,

(9.106)

In the description of the FSI correlations, we omit the contributions of order
£2.Cr., since they contain two small factors. We write 55! = i§,,M S, + 2 MT,,

ee " ns’

with

oo

drr Ry () I (Y (); Ty = / dr Rug (MY (r) —

0

ks
Il
0\8

t\)l'—‘

/ drrsz (r) In? rA)Y(r). (9.107)
0

This leads to
20,,T, + S,%

A @) = £ "5 (9.108)
1s

Finally,
A (@) = A" (w) + AT (@) + AFS (w). (9.109)

Excitation of the p states can take place only beyond the SU approximation.
The ISI and FSI contributions can be obtained by changing 1//C to 1//”1,” in the
expressions for F/5/ and Ff! in (9.92). Choosing the direction of momentum of
the photoelectron as the axis of quantization of the angular momentum, we find that
the secondary electrons can be excited only to the states with m = 0. We obtain

o0
4
FnIpSI = i& M@, p)V: V, = —L_r0 drr*R,, Ny (r); (9.110)

0
00

' V3
Fn[;;S[ = l%-eeM(a), Pl)Wn, W, = _T/drran[’(r)l//(r)’
0
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leading to

5 (Vo + W,)?

Ap(@) = &, ©.111)
: @7

For £ > 1, only the FSI contribute to the asymptotics. Replacing wli by ¥, in
the expression (9.92) for F{5/, we obtain

00

20+1 D?

2 nt . _ 2

Ang(a)) = Seem@i’ Dng —/drr R,,g(r)l//(r). (9112)
0

Here we employed (7.176) for calculation of the angular integral.

Calculations for the helium atom carried out by employing the CFHH functions
[19] demonstrate that in the excitation of s states, all the components of the energy-
dependent contributions to the ratios R, presented by (9.109) are important, and there
are some cancellations between them. In the excitation of p states, the contribution
of FSI provides about 4/5 of the ratios R,. Excitations of s and p states provide
contributions of the same order of magnitude to the total cross section of excitation
of the shell with the given principal quantum number. Excitation of d states gives
about 10% of the latter. Contributions of the states with £ > 3 are much smaller.
For example, the cross section for excitation of the 4 f state is about 1/20 that of
the 4d state. For all n and ¢, we write A,, = :‘EZEBM, where B,; depends on the
photon energy in terms of the parameter ¢ = w&;. For £ > 1, the parameter B,,; does
not depend on w. We present some numerical results for B, and B, = >, B, in
Table 9.3.

The calculated ratios R for helium can be compared with the unique set of exper-
imental data obtained by Wehlitz et al. [20]; see Fig.9.4. As expected, a noticeable
discrepancy takes place only for @ < 300 eV. The largest deviations of theoretical
results from experimental data are reached for n = 2. For n = 6, experimental data

Table 9.3 Values of B, for ionization accompanied by excitation of a secondary electron to the
nt state and B, = >, Bpy; § = 7§

State B¢ B,

2s 0.19 — 0.07¢

2p 0.13 0.32 — 0.07¢

3s (3.0—1.12) x 1072

3p 1.9 x 1072

3d 3.1 x 1073 (5.2—1.12) x 1072
4 (1.0 —0.4¢) x 1072

4p 6.2x 1073

4d 1.4 %1073

4f 7.9 x 1073 (1.8 —0.4¢) x 1072
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Fig. 9.4 The ratio R, (w) for the photoionization cross section of the helium atom accompanied by
excitation of the second electron to the shell with the main quantum number # related to the single
photoionization cross section. The horizontal axis is for the photon energy in eV. The dots show the
experimental data obtained in [20]. The solid line shows the results of calculation based on (9.112)
by employing the CFHH functions [19]

are available only for w < 160 eV. However, even here, the discrepancy between the
experimental and theoretical results is not large.

In Sect.9.2.3, we described a model of double photoionization developed in [15]
in which all the electron interactions with the nucleus are included exactly, while
the interactions between the electrons are treated in the lowest order of perturbation
theory. The approach was extended to studies of photoionization accompanied by
excitation [21]. The universal functions H,,(£) that determine the ratios

Hnl(é)
Z2n3

R (w) = (9.113)
have been obtained. It was found that all H,,,(£) increase strongly in the region & = 1.
Here the cross sections for excitation of the ns and np states are of the same order of
magnitude, while those with £ > 2 are much smaller. Atn > 3, the functions H,,¢(§)
exhibit only weak dependence on n.
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9.2.5 Two Fast Photoelectrons

Now we consider the case in which both photoelectrons carry energies ¢;, that
strongly exceed the binding energies 1. Now the FSI determine the process, while
the SO provides only a small correction. Indeed, in the SO amplitude @ (p,) =
f d3r21ﬁ§2 *(r)¥ (0, r2), one can treat the interaction between the secondary elec-
tron and the nucleus perturbatively if its momentum satisfies p, > ;. At zero
order, the wave function wpcz* (rp) is just the plane wave; a large momentum p, is
transferred to the nucleus by the initial-state electron, and the amplitude is quenched
by a factor of order p, 4. see Sect.7.1.1. Momentum p, is transferred to the nucleus
by the secondary photoelectron if the lowest Coulomb correction is included. This
contribution also decreases as p,*. Similar to the case of ejection of electrons in
electron scattering on atoms considered in Sect. 3.1, the leading terms of these con-
tributions cancel, and the SO amplitude decreases as p, 3,

If the FSI between the photoelectrons are included, a large momentum p, is
transferred to the secondary electron by the primary one. If the FSI is treated in the
lowest order of perturbative theory, the final-state wave function can be represented
by (9.100). Since the energies of all electrons are large, one can describe the state
lIf;) by the composition of two plane waves.

We discussed the main features of the FSI mechanism in Sect.4.2. The double
photoionization proceeds in two steps. In the first one, a single photoionization takes
place. The real photoelectron passes from the vicinity of the nucleus to the region
where the density of the electron cloud reaches its largest values. Here it knocks out
the secondary electron by electron impact.

In Sect. 4.2, we described electrons by single-particle functions. The correspond-
ing equations can be easily generalized to two-particle functions. Proceeding in the
same way as in Sect. 4.2, we can represent the lowest-order FSI amplitude as

df (p1,p2|Veelp — £.£)(p — £, f|y W)

++ _

F —ﬁN(w)/(zn)S e (b,
(9.114)

pP=ptps e=¢+¢&,

where ¥ is the wave function of the K shell electrons, while y is the operator of
interaction between the photon and one of the electrons. Since V,, is proportional
to p, 2, the FSI amplitude can be expected to decrease as 123 4. As we demonstrated
in Chap.4, in the kinematic region that determines the energy distribution, the FSI
amplitude is enhanced and behaves as p, 3. Thus, the FSI dominates the process at
€1.2 > I7. This equation can be evaluated as

Bf  dna 2m

F++ —
Q2r) (po =D p? —(p— D — f?

M(w,p—HyE)+(p2 < p1),
9.115)
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with p’ = (2me)'/?, while ¥ (f) is the Fourier transform of the function v (r,) defined
by (9.25). The function M is given by (9.26). One can see that the first factor is the
amplitude of free ee scattering F.. Since the integral is saturated by f ~ u, < po,
we can put F,.(p, — f) = F..(p2). This provides a direct analogue of (4.11):

F™ =45« (i2 + iz) M(w,p)A(p, p); (9.116)
Pi 2
o[ om
1000 = | G o= O

The wave function of the ground state of a two-electron system on the electron—

nucleus coalescence line ¥ (0, r) can be well approximated by the superposition of

two exponential terms; see Sect.4.4.3. One can write ¥ (0, 1) = ¥ (r) = Nje ™" +

Nye ™" where A1.2 are of order the binding momentum ;. For the helium atom,

A1 = 1.34v, Ay = 1.59v, and Ny = 0.35v3, N, = 0.65v3, v = ma; see (4.110).
Thus

8T NiA 87T NoA
pi) = 0L TR 9.117)
(f*+2D (f*+43)
This provides
ZmN,-
Ap,p) =-> ——" . =12, 9.118
PP = =2 g (9.118)

i

and we can put

m2 (le N3 2NN, ()»1 )»2))

|A(p, PO ===+ =+ k= (p—p AL
P\ K

Ky A+ Ax\k1 K2
(9.119)
Representing the differential cross section as
2 d3p d3P2
do = |F*T)°dIr; dI' =278(e1+&—w+171) (9.120)

@2m)3 (2m)3

putting £, = (p — p2)?/2m and employing the delta function for integrating over the
angles of p;, we obtain

2m2 d*p dey

dott = |F++ &
7 | | p (2m)3 2w

9.121)

The integral over p is saturated by the values close to p’, i.e., |p — p’| ~ A1 Thus,
quite similar to the single-particle approach presented in Sect.4.2, the distribution
dot /de,dp peaks at p = p’ with the width of the peak of order . In other words,
the distribution in the angle between the momenta of the outgoing electrons (angular
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correlations) T = p; - p2/p1p2 has a sharp maximum at t = 0 corresponding to
the value predicted by classical mechanics for elastic scattering of electrons. The
vicinity of this point determines the distribution

do++ + 2
o _ c@”—r; (9.122)
dé‘z @15 8182

with o ¥ (w) the cross section of single photoionization, while @i is defined by
9.27),

N} Nj 4NN
Ty I

C = .
A Ay ALt A

(9.123)

The last factor is just the energy distribution of the free e — e scattering in the Born
approximation, in agreement with the results of Sect.4.1.5.

Proceeding in the same way as in Sect.4.1.5, we can demonstrate the domination
of small values of | p— p’| < p, p’ without specifying the shape of the wave function
on the electron—nucleus coalescence line. We obtain, analogous to (4.62),

dot+ (@) do
o _ (2“’) Tee(®) (9.124)
d82 CDls d82
with )
(0,
s = /d%ﬁ. 9.125)
r

Recall that domination of the values of p close to p’, i.e., of T close to zero,
corresponds to domination of the real intermediate state in the process. One of the
electrons absorbs the photon and moves to the continuum. In the next step, it shares
its momentum with the second bound electron.

Now we consider another type of differential cross sections that are differential in
energy and in angle of the same photoelectron. Such studies are traditionally carried
out for the linear polarization of the photons. Here we define cos9; =, = e - p;/pi
for each photoelectron and employ the standard parameterization for the double
differential distribution in the dipole approximation

(1 /ﬁas (‘9’81)1 2(11))5 (9'126)
ym
d€1d11 2 .

with P,(t;) = (31‘12 — 1)/2 the Legendre polynomial of second order; By, is called

the “asymmetry function”, ¢ = w — I't". Here we calculate the asymmetry function

for the case in which both photoelectrons are fast, i.e., &1 > Iz and ¢ — &1 > I.
We write the differential cross section

d*p1 d*p,

do = |F*Y2dr; dr =2=s - —
o=| | wé(er + & —¢) Q2r) 2n)

(9.127)
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in terms of the variables &1 5, t; » and p?> = p? + p3 + 2p; pat, where T = cos 02,
while 6}, is the angle between the directions of the momenta p; and p,. Employing

the well-known relation © = 11, + /1 — 17,/ 1 — t3 cos (p1 — ¢2), we obtain

mzpd61d82dt1dt2dp

do = 2nF2|A(p, p)I*M*(w, p)§ — , (9.128
o T F|A(p, p)l (w,p)d(e1 + &2 —¢) At 11, 10)(20) ( )
27101(1 1 )
Fee = ——+—).
m €1 125)
Here © = (p> — p} — p3)/2pi p2, while
12
AT, 11, 1) = [(1—[12)(1—t22)—(r—t1t2)2] . (9.129)

Note that this distribution is symmetric relative to the photoelectrons.
During integration over p, we can put p = p’ everywhere except in the denomina-
torsk;. Weputt = 0in (9.129) for A(z, t1, t). Thus the triple differential distribution

1S
d ‘F2 CM*(w,

o _ Ml (@.p) (9.130)

dedtidty 167‘[3]9/ 1

22
—h—h

for t7 +t3 < 1, with C defined by (9.123). Note that here the lower indices just
label the photoelectrons. Each of them can be a primary one or a secondary one. The
value t = 0 can be reached only if t12 + t22 < 1. As one can see, the distribution
do/dedtdt, is quenched by a factor of order u,/p’ < 1 outside this region. For
the photon energy w = 1keV, one finds that u,/p’ ~ 0.2.

Since the angular dependence of the function M (w, p) defined by (9.26) is deter-
mined by the sum p;#; + p»t>, we can write (9.130) as

do  (piti+ pan)’
dejdtidty
1andh J1-1t—1

where X is a symmetric function of the energies of the photoelectrons. Carrying out
integration over ¢ and #,, one can see that

X (e1, £2), (9.131)

3 do
drrme de;’

(9.132)

while the double differential distribution indeed takes the form (9.126) [23] with the
asymmetry function

Ble. &) = f(%) - 3%— 1. 9.133)



262 9 Double Photoionization and Related Processes

Recall that this expression is obtained for the case of two fast photoelectrons with
&; > I. Only the FSI mechanism of the process is included. If ¢, ~ I, i.e., & ~ ¢,
the process can be viewed as a single ionization with ejection of the fast electron,
with the second electron moved to the continuum due to the shakeoff (SO). The
double differential distribution is proportional to 72, and thus can be written as

do 3t} do
e Ny (9.134)
dedt 2 de;

and Busym — 2. Thus (9.133) reproduces the limit &; — ¢, although the mechanism
of the process is quite different. For small ¢; ~ [, < ¢, the electron labeled by the
lower index 1 is moved to the continuum by the SO mechanism, carrying the angular
momentum £ = 0. Hence, the right-hand side of (9.133) does not depend on ¢, and
Basym = 0. Thus (9.133), which provides By, = —1 for &; = 0, does not work for
small &1 ~ I,.

The validity of (9.133) is illustrated by comparing it with the numerical results
obtained in a number of papers. Computations of the function By, for the energy
e = lkeV and ¢; = 920eV carried out in [22] in two different approaches provided
Basym = 1.70 and By, = 1.86, while (9.133) gives Busym = 1.76. In the earlier
paper [24], the asymmetry coefficient was calculated for several values of the photon
energy w. The results of [24] and our asymmetry function (9.133) are presented in
Fig.9.5. As expected, the region of the values ¢ /¢ where our results agree with those
of [24] increases as we increase the value of the photon energy.

Fig. 9.5 Dependence of the 7
asymmetry coefficient Busym 175 /'/.h' "]
on the fraction of energy s
carried by a photoelectron in 1.5 g
double photoionization of 1.25 /_/.'/
helium. The solid line 27
corresponds to (9.113) of the 1 //
text. The other curves 0.75 A7
represent the results of R
reference [23]. Dashed 0.5 y ,‘/’,/
curve: w = 280 eV. 0.25 s B
Dashed-dotted curve: o =1 0 _’_./“’_ .
keV. The dotted curve is for £
o =2.8keV -0.25
-0.5

[x%]

0.2 0.4 0.6 0.8 1
relative energy &,/¢
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9.3 Quasifree Mechanism

9.3.1 The Amplitude

Now we turn to analysis of the quasifree mechanism (QFM) [7, 25] in which the
nucleus accepts small momentum g ~ u, < p;. While we consider the photon
energies corresponding to nonrelativistic photoelectrons, i.e., ® < m, the QFM is
possible only in the vicinity of the center of the energy distribution, where the relative
difference of the electron energies B = (&1 — &3)/(e1 + &) is small, 8 < 1 (in this
section, we assume that €; > ¢; and hence 8 > 0). If © < u, i.e., the photon
wavelength is much larger than the size of the bound state, one can neglect k in the
expression (9.5) for the recoil momentum q. The QFM is possible if

2
B <2 (9.135)
maw

For atomic helium, these are the energies @ <« 6keV. For v =~ pu;, we obtain
B < 0.11. If up € w <K m, one can replace the condition g < u; by that of free

kinematics ¢ = 0. This provides
g < |2 (9.136)
m

The QFM leads to a strong correlation of the photoelectrons. They move approxi-
mately “back to back” with nearly opposite directions of the momenta.

In the standard formalism of quantum mechanics, we present the QFM amplitude
describing photoelectrons by plane waves. We introduce

R=(+m)/2 p=r—-n, (9.137)
and represent the ground state wave function in terms of these variables:
w(rr) = YR, p). (9.138)

Introducing also k = (p; — p2)/2 ~ p1, we write for the QFM amplitude

iaR+i ie-V, ie-Vpy .
Foru = VIN@) [ @ Rape i w20 (100 I8 ERNG @R p) < ).

m 2m
(9.139)
with @ = p; + p2 — k. Integrating by parts, we find that since |k| >> ¢, the first
integral on the RHS dominates, providing

Fory = V2N (@)= / d*Rd’pe [ RHEKDP G (R p) + (p1 < p2). (9.140)
m
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The integral is determined by R ~ 1/q ~ 1/uy, 1.e., the characteristic values of R is
of the order the size of the bound state. The important values of p are much smaller,
being of order 1/k <« 1/u,. To pick the quadrupole terms, we represent the wave
function analogously to (9.20), i.e.,

PR, p) = ¥(R,0,0)+ ¥ (R. &, 0)lc—o +p¥'(R, 0, p)|p=o +0(p?), (9.141)
with ¢ = R - p. Substituting this expansion into the integral over p in (9.140),

_pi—p—k

, 9.142
> ( )

Ja R = [ @t bR p):
we see that only the third term on the RHS of (9.141) contributes, providing

8TY/(R, 0, p)|,— 4 .
Ja R) = — ¥ = Plo=o _ _ ZT“W(R,O). (9.143)

The second equality is due to the second Kato cusp condition given by (4.85). Thus
the amplitude

Fory = \/EN(a))%/fRe_iqRJ(a, R) + (p1 <—>p2) (9.144)
m

can be written as
FQFM = F()S(q) (9145)

Here

3 _igr &Af -
S(q) =/d re ' "W (r, r) =/ v(q-—f, 1) (9.146)
(2m)3

describes the transfer of momentum —q to the nucleus by the bound electrons. The
factor exc
Fy = —471\/505N(w)—4 + (p1 <~ pz); a’> = mw (9.147)
a

is the amplitude of the process in which the photon moves a system consisting of
two free electrons in the spin-singlet state to the continuum. Hence, (9.145) can be
viewed as a generalization of the single-particle relation expressed by (2.75) for the
two-particle case.

Note that in the dipole approximation e "% = 1, direct evaluation of the RHS of
(9.139) provides the amplitude

€q
m2w?

F;?I)) = —87+2aN (»)

/ d*Re™ "R ¥' (R, 0, p)| p—0. (9.148)
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The upper index (0) means that we neglected the FSI of the photoelectrons. For
o <K [p, this contribution is much larger than the quadrupole one (9.144). As
noticed by Suri¢ et al. [26], inclusion of the interaction between the photoelectrons
in the lowest nonvanishing order leads to the amplitude

€q

=4n\/§aN(a)) )
m?w

(6]
Fdip

/ d’Re "Ry (R, 0). (9.149)

We find that each of the amplitudes F ;?1;1) treated separately would provide a surplus
in the center of the energy distribution. However, due to the second Kato condition,
we have F| 5?; + F 53 1), = 0, and there is no such thing as a dipole contribution to the
QFM.

The literature on the subject includes several direct numerical computations car-
ried out in the dipole approximation and employing approximate functions that do
not satisfy the second Kato cusp condition. They report a peak in the center of the
spectrum. We see that it is a spurious one. This provides an instructive example that
a theoretical analysis should precede computations. We address the reader to the
review [27] for more details.

Even if the quadrupole terms are separated, in calculations of the contribution of
the QFM one should employ a ground-state function that satisfies the second Kato
condition. Of course, every approximate function ¥, With a nonzero value of
the derivative ¥, ., (R, p)|,=0 would provide a surplus in the center of the energy
distribution. However, for the quantitative results one needs an approximate function
that satisfies the Kato condition. Note that the combinations of the products of the

single-particle functions 1/*”- do not reproduce any trace of the QFM. Such functions

lIlupprwc R, p) = wx.p. (R + g)wa (R — g) (9.150)

are the even functions of p, and for them, lI/‘jppmx(R, P)p=0 = 0.

9.3.2 Evaluation of the Shape of the Spectrum Curve

Now we trace the change of the shape of the spectrum curve with the growth of the
value of the photon energy w [28]. We have seen that the photoelectron spectrum
has sharp peaks at the edges of the energy interval &; , — 0, where the process is
dominated by the SO mechanism. At g1, > I, the energy distribution is the result
of interplay between the FSI and QFM. Since the amplitude of the FSI is mostly
imaginary while that of the QFM is real, we neglect the interference terms and write

dott
dé‘]

= Vi(w, B) + Va(w, B), (9.151)
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with V| and V, standing for contributions of the FSI and QFM respectively. The FSI
contribution was found in Sect.9.2.5. Setting ¢; = w(1 £ )/2, we can write

20%sv; (w) 227200 Z)? m
Vilw, ) = ————53 =" ()" 9.152
1@ B = gyt @) s () 9.152)
with s defined by (9.125). The function v;(w) is defined in such a way that the
asymptotics of the cross section for photoionization of the K shell in the single-
particle approximation is o (w) = 1//12S (0)vi(w). To obtain the QFM contribution

V,, we represent the differential cross section corresponding to the QFM as

d’py dg*dq;
2r)} 4rm

2
P14 q ) 2
_1 \\F

) |Forml

do* () = a(s 26 — . (9.153)

with z the direction of momentum p; — k, and we put p; — k = p; in the argument
of the delta function. Using the delta function for integration over g,, we obtain for
the energy distribution

dogry _ m? dq?di
diTM - T/IFQFMF (;]n)a; t = pik/pik, (9.154)

which can be written as
1 S (m\3
mmm=mm/mﬂh%wmﬁn;mw=ﬂwG),@ﬁ@
—1 w

while

4pt
P (w, B, 1) =/2 dg’D(q); D(q) = $*(q). (9.156)

Dnin

The function S(g) is defined by (9.146). The smallest possible value of the recoil
momentum ¢ is gin = ||p1 — k| — p2|. Introducing p = (mw)'/? and estimating
Ip1 — k| = p1 —p1 - k/p; and p; — p» = pB, we obtain

a2 = (P —00)%  p = (mw)'?. (9.157)

In the QFM, the nucleus obtains the momentum g ~ up, which is much smaller
than the momenta of the photoelectrons. The values g ~ u, are inside the interval
of integration on the RHS of (9.156) if the value of 8 is small enough. In any case,
the QFM kinematics are available at the central point 8 = 0.

If the QFM is neglected, the spectrum curve is U-shaped, with a minimum at
the central point. The values of w where the spectrum curve with a minimum at the
central point converts into a curve with a maximum, and vice versa, are determined
by the equation

Vi'(@, B)lp=0 + V3 (@, B)lg=0 = O, (9.158)
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with Vf,,z the second derivatives of the functions V; , with respect to 8. Calculation
of V/is trivial. The first derivative is given by V; = —pvs(w) fll dtt*(1 =12 (pB —
wt) D(gmin)- Noting that

8D(Qmin) — _E 8D(Qmin)
B w ot

and employing integration by parts, we obtain

1
Vy(w, B)lg=0 = —vz(w)g/dttz(l —tz)aD(wt).
4

at

Integration by parts enables us to represent (9.158) in the form

16a2s 642 w\1/2
— nZZZ“”"(Z) Alw) = 0. (9.159)

Here

1
A(w) :/ dt*(1 — 2t*) D(wt). (9.160)
-1

We can estimate the value @ = w; where (9.159) is satisfied. Estimating s ~ po,,
we obtain w; ~ up(aZ)*°. The exact value of w; is obtained by finding a numerical
solution of (9.159). One can find also an approximate analytical solution that is true
with relative accuracy o Z. Since the integral on the RHS of (9.146) is saturated by
r o~ ,ub_l while w1 ~ wp(a@Z)*°, we can assume that w’r> ~ a«Z < 1. Thus we
can calculate Sy = S(guin) by putting exp (—iq - r) = 1 on the RHS of (9.146). We

obtain
2

A= —-—B,
15

9.161)
with
B = |/d3rl1/(r, ).

Assuming that the function A(w) is given by (9.161), we obtain the solution of
(9.159):
. 8s2 \1/9
ot = 52/9(m2)4/9(%) . (9.162)
As one can see from Table 9.4, the values of w; and ] are very close indeed. For
helium, o} = 1.9keV. Employing (9.162), one can trace the Z-dependence of wj:

wi = 0.652'°. (9.163)
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One can see that at w = w;, the QFM contribution to the energy distribution V; is
still much smaller than the FSI contribution V;. Thus the evaluation of the spectrum
curve begins with a small QFM surplus on the smooth FSI curve.

Thus at certain w; < p, the U shape of the spectrum curve changes to a W
shape. On the other hand, for much larger energies w > u;, we can write

&’pr dq
++ — 2 2+ 2
dogry(w) = 2n8(81+(k—p1) /2m—w+1 )|FQFM| @) 2y (9.164)
Employing (9.49), we obtain
dott 2 20 .
;’— - 287'[2013'3—5<1 - ﬁ)]; g <2 (9.165)
€1 me 1) m
with
'3 d’q 2 3 2
I = /—(2n)3|S(q)| = /d rlw(r,r)|’. (9.166)

Thus at w >> u;, (for helium, this means w > 6keV), the spectrum curve has two

peaks at
1 /2
¢ = S(1x-/22). (9.167)
2 2V m

There are also three local minima. One of them is at the center of the energy distri-
bution &; = ¢/2, while the two others are at

g = i(lﬂ:\/g). (9.168)
2 m

This structure is due to the quadrupole nature of the QFM.
Due to the free kinematics p; +p> = k, the angular variables of the photoelectrons
are linked to the parameter §:

/ / K
h=2p %? h=—p g; ti:%; i=1,2. (9.169)

Thus employing (9.165), we obtain the angular distribution

do++
= 2'n%?

1 3 -
P —y o HA =L (9.170)
1

with 7 defined by (9.166).

We demonstrated that at ® = w; < up, the U shape of the spectrum curve
changes to a W shape. At certain w = w,, the central peak splits into two peaks
at the points close to the center |¢; — &3] < &/2. One can see that w, cannot be
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Table 9.4 The values of w, o}, w2, w3 for the ground states of two-electron ions with nuclear

charge Z

Z 1 2 3 4 5

o) 0.55 1.93 3.70 5.89 8.49
o} 0.54 1.89 3.57 5.61 7.96
w2 4.0 8.94 13.7 18.5 233
;3 4.0 9.72 14.5 19.4 243

The results are obtained by employing CFHH functions. The column with Z = 1 shows the data
for the negative hydrogen ion

much smaller than u, since there is only one solution of (9.158), and it is w;. Also,
wy cannot be much larger than p;, since we found the energy distribution for these
values of the photon energies just now. Hence, w; is of order 1;,. One can see that in
the region w, ~ w;, the FSI contribution is smaller than that of QFM by more than
a factor of . Thus the value w, is determined by condition V," = 0 or

1
/ dit*(1 = 2tH)D(wt) = 0. 9.171)
-1

The values of w, obtained by numerical solution of this equation for Z < 5 are
presented in Table9.4. The approximate solution w3 can be found by employing
(9.156) for the function D based on (4.105) for the wave function. In this case,
(9.171) takes the form

21 =213 2n
/,1 (t? 4+ a?)* “ 1) ( )

This equation has a solution a = 1.534, and thus
wy = 1.30n = 4.86ZkeV; n = maZ. (9.173)

Evaluation of the shape of the spectrum curve is shown in Fig.9.6.

9.3.3 High Energy Behavior of lonization Cross Section
Ratios

Now we calculate the contribution of the QFM to the double-to-single photoioniza-
tion cross section ratio. Employing (9.170), we see that the contribution of the QFM
to the cross section of the double photoionization is

272 [w -
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Fig. 9.6 Evaluation of the
shape of the spectrum curve
for the double

photoionization of helium
with increase of the photon
energy w. The lowest image
corresponds to the energies
® < w; with the FSI causing
the knockout of two fast
electrons. In the next figure,
corresponding to

o = w1 = 1.9keV, the QFM
becomes noticeable in the
vicinity of the center. At

w] < w < w* (the third
figure), the spectrum curve

peaks at its center due to the
QFM. Atw > w* = 8.9 keV
(next two figures), the central

peak obtains an internal 005 1
structure due to the
quadrupole nature of the
QFM [27]

w

The double-to-single cross section ratio in the high-energy nonrelativistic limit
becomes [29-31]

4\/5 I o
52> df m’

Rw) = C+ 9.175)

Here the first term corresponding to the SO does not depend on w (see Sect.9.2.1).
The second term, which is the QFM contribution, thus provides the lowest-order
energy-dependent correction. As to the FSI contributions, one can see, employing
(9.122), that they provide a small correction of order a7 /w? to the ratio of the
cross sections.

Recall that employing the standard formalism of quantum mechanics would pro-
vide the second term on the RHS of (9.175), where

[ = /d3R|2r0l1/’(R, o =0)7?

and ¥’ denotes the derivative of the function ¥ with respect to p. For the exact
solution of the wave equation, we have [ = I, due to the second Kato cusp condi-
tion. However, these two values can differ for approximate functions employed in
computations.
The dimensionless quantity
1

I =
Jr

(9.176)
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appears to be quite sensitive to the choice of the wave function in the case of helium.
Oneobtains .# = 1/8if ¥ is approximated by the product of single-particle Coulomb
functions. This value does not depend on the charge of the nucleus. One can put
Z =2 or can employ a certain effective value Z, . For the old variational functions
of Hylleraas [8] containing three and six parameters, one obtains .# = 0.070 and
0.068 respectively. For the Kinoshita wave function [8], one has .# = 0.055. The
Hartree—Fock approximation provides .# = 0.11. The CFHH value is .# = 0.060.
Thus the QFM provides a correction of order 5% at w = 100keV.

The nuclear charge dependence of .# for two-electron ions traced in [32] is shown
inFig.9.7.Inthelimit Z > 1, one obtains .# — 1/8. The same result can be obtained
by employing the product of the Coulomb functions for describing the initial state.
The result is not a trivial one, since one could not expect such a description to work on
the electron—electron coalescence line. The contribution of QFM reaches the largest
value in the negative ion of hydrogen H~, where .# = 0.017.

Anyway, as we have seen in Chap. 8, photoionization is not the main mechanism
of ionization if the photon energy is large enough. In the case of helium, the cross
section of the Compton scattering exceeds that of the photoionization if the energy
of the incoming photon satisfies w; = 6keV. Thus it reasonable to study the double-
to-single cross section ratio for ionization by Compton scattering.

We have seen that in contrast to photoionization, Compton scattering can take
place on the free electrons. The Compton scattering on a bound electron is determined
by the kinematic region where the process on the free electron is possible. This
requires that most of the energy be carried by the scattered photon and that the
electron energy be limited by the condition ¢ < a)f /m. The asymptotics of the cross
section are reached when the outgoing electron can be described by a plane wave,
i.e., w; > n. For helium, this means w; >> 6keV. The asymptotics of the amplitude
at the Bethe ridge can be written as

*
Feompr = \/zf\f(a)l)l\f(wz)ezmel /d3r1d3”21/’105(l‘z)e_’q'”lI/(rl, r;), (9.177)
Fig. 9.7 The nuclear charge = ¢ T L ¥ v L 1 & 7
dependence of the parameter 0.12 - =
.# determined by (9.176) for 0.1k
the ground state of the 11§ -
two-electron ion. The 0.08 - 3-term fit, W=4-.... 4

3-term fit, W =8 ——

horizontal axis is for the
charge of the nucleus Z [32]

0 | — | N I N S S S S S E—
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where q ~ 7 is the momentum transferred from the nucleus. In double ionization, the
second electron is moved to a continuum state with momentum p, by the shakeoff.
The amplitude is

e - e

Flh o = V2N(@)N (@)

/ &rid’rys (0)e M (r, ). (9.178)

the states with small momentum p, ~ n determine the cross section aér ;;wt' Thus

one can expect that at w; > 5, the double-to-single cross section ratio

++
O-Compt

r = —, (9.179)

O Compt

as well as the cross sections themselves reaches a constant value.

Indeed, experiments have shown that for helium, r = (1.25 £ 0.30) x 1072 for
w; = 57 keV [33] and r = (0.98 £ 0.09) x 1072 for w; = 97.8keV [34]. Since in
both single-ionization and double-ionization processes, the electrons interact with
the nucleus at distances of order the size of the bound state, the theoretical results are
less sensitive to the choice of the function describing the bound state. Calculation with
a variational wave function for helium [35] provided r = 0.8 x 10~2. Calculations
for heliumlike ions with variational functions [36] and in the perturbative model [37]
gave r = 0.050/Z>.

9.3.4 Distributions in Recoil Momenta

We have seen that for helium the QFM provides a noticeable contribution to the
spectrum of photoelectrons starting from photon energies of about 2keV. However,
it manifests itself only in the vicinity of the center of the energy distribution. This
region provides a small contribution to the cross section, while @ <« m = 500
keV. The QFM corrections to the total cross section become noticeable at energies
of dozens of keV. For heavier two-electron ions, the corresponding photon energies
become larger. As it stands now, experimental data for such energies are not available.
However, a clear manifestation of the QFM was observed recently in the experiment
carried out by Dorner’s group [38] at a much smaller value of the photon energy
o = 800eV. It was found that the distribution in momenta g transferred to the
final-state doubly charged ions in double photoionization of helium has a surplus at
small g of order of 1 to 2 atomic units. The experiment was carried out with linearly
polarized photons. The recoil momentum ¢ was measured in the plane perpendicular
to the linear polarization vector of the incoming light. This enabled the researchers
to exclude the contribution of the dipole terms.

At photon energies w = 800eV, the distributions do** /dg>de; for small g can
be calculated analytically and can be written as a combination of hypergeometric



9.3 Quasifree Mechanism 273

functions [39]. Note first that the distributions for small ¢ are dominated by the
QFM. Of course, in both SO and FSI mechanisms, there are configurations in which
both electrons transfer large momenta q; » with |q; 2| > u; to the nucleus, while
the total recoil momentum is small, i.e., [q; + q2| ~ u,. However, since each act of
transferring of a large momentum ¢; > w; leads to an additional small factor, their
probabilities are very small. The distribution do*+/dg?de; provided by the SO and
the FSI peaks at ¢ ~ (2mw)'/?> > 1, becoming very small at ¢ ~ ;. Thus we
must calculate the QFM contribution.

We calculate the amplitude of the QFM in the lowest order of expansion in powers
of ¢/ p;. This corresponds to expansion of the bound-state wave function in the lowest
order in powers of r1, /7;. Recall that ; stand for the distance between the electron and
the nucleus, while r;, is the interelectron distance. Since g ~ u;, the higher-order
terms of the expansion in powers of g/ p; are of the same order as those coming from
the interaction between the photoelectrons and the nucleus. However, they are of
quite different origin. Thus we include interactions of the electrons with the nucleus
exactly, describing the electrons by the nonrelativistic functions of the Coulomb field.
The contribution of the FSI between the outgoing electrons is proportional to the
squared Sommerfeld parameter Ze = m?a?/(p; — p2)°. In the QFM configuration,
p1 ~ py ~ (me)'/? and p; & —p,. For the photon energy @ = 800eV, the energy
carried by the photoelectrons is ¢ ~ 720eV, and we obtain £2, < 0.01. Thus we
neglect the interaction between the photoelectrons, presenting the final state function
as

1
V2

where v; are the single-particle nonrelativistic Coulomb field functions with asymp-
totic momenta p;.
We shall need the functions

Vi) = —= (VDY) + ). (0.180)

Yi(r) = e PTX(r); i=1,2, (9.181)

with
Xi(r) = N; X\ F1(i§;, 1,ipir — ipi1), (9.182)

where the normalization factors N; are defined by (3.20). Recall that § = n/p;
and n = ma Z. Employing the variables R and p determined by (9.137) and using
the notation (9.138), we obtain an expression for the amplitude that is analogous to
(9.139), where we did not include interactions of the photoelectrons with the nucleus.
We write

Ft'" = T\ + Ty, (9.183)

with

2N . . -V, &
7y =i 2 / R pe TMRHT0 3, R-2) %, (R = £) L3 R, p)+(p1 < o),
V2 2 2 m
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and

~2N(w)/ 3p 3 —iqR+i p pye-Vg -
Th=—-i—— [ d’Rd R+iapy (R—Z) x,(R-Z J (R, ,
2 i 7 pe 1( 2) 2( 2) o (R, p)+(p1 < p2)

while a is defined in (9.142). The integrals corresponding to the amplitudes 7 , are
saturated by R ~ ¢~' > p. Thus we can set p = 0 in the functions X;. Integrating
by parts, we find that 7, < Ti, and thus putting F*+ = T}, we obtain

F++

_ V@) e-a / &R~ ® X, (R) X, (R) / & o™ R, p) + (p1 < p2).
V2om
(9.184)

Using (9.141)—(9.144) and employing the second Kato cusp condition (4.85), we
obtain

N(w) e-a
F++ = —87‘[0{7?51(61)4-(1’1 <—>P2)’ (9185)
with
Sig) = / & Re R X, (R) X, (R) ¥ (R, 0). (9.186)

As expected, in the dipole approximation, i.e., putting k = 0 in the expression for
a, we would obtain F** = 0. If interactions between the photoelectrons and the
nucleus are neglected, then X|(R) = X,(R) = 1 and S;(q) = S(g) with S(g)
defined by (9.146). One can see that (9.185) can be written also as

F™ = FySiq), (9.187)

with Fj the amplitude of the process on the free electrons. Employing (9.153) and
integrating over the angles, we obtain

dott 20 1Si(q)]

dg*dp 157 Tnter

(9.188)

We employ the representation of the ground-state wave function ¥ (R, 0) as the
sum of two exponential terms ¥ (R, 0) = cie ' ® 4 e 2%; see (4.110). Thus

IS1@)IF = N*EDN*E) D el 01 104) = / d*Re™ R (R) F(R)e K,

(9.189)
with F;(R) =1 F;(i§;, 1, piR — ip;R); see (9.182). One can see that
—3J (N ; ~hR

I1v) = %; T :/d3Re"1RF1(R)F2(R)eR . (9.190)
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Many years ago, Nordsieck calculated the integral J(A) in his studies of
bremsstrahlung in the Coulomb field [40]. Employing these results, we obtain

8 A e
_ i& +i& —m(§1+&)/2
10) = (5@ T 0 . (9.191)
Here
qZ_}_)‘.Z
OO0 = S0’ sV =V(p1+p)?+A2%, u) =V (p1— p)?+ A2,
() = (1- @)[(1 + 802 Fi (61 i, 1, g (1) —
—&&gM)(1 —gW)aFi(i& +1,i6 + 1,2, g(/\))},
while s s
_ 44 + A
g =1 Py

Note that the dependence of |S;|> on the parameters 7£; is contained in the factors
[N (£;)e~™%/2|2 Its expansion does not contain terms linear in 7r£;. The contribution
to the cross section does not contain the Stobbe factor discussed in Chap. 7.

The cross section do*+/dq>dp is presented in Fig.9.8 for o = 800eV. As
expected, it obtains the largest values at small 8 < 1 and in the region of small g ~
1 a.u. It is instructive also to view the energy distribution of the angular correlation.
For w <« p; (for helium, this means w <« 6keV), we can put q = p; + p», and

d0'++ d0'++ P1-P2

=2 _— = —. 9.192
dedp ~ PP agagt T i ©-192)

As expected, the largest values are reached at T close to —1, corresponding to the
electrons ejected in the opposite directions (back to back). To find the distribution
in recoil momentum for w < wp, note that since ¢ > |p; — p»|, we have 8 < q/p

with p = (me)'/?, and
dot+ alp gott
- / gl (9.193)
dq? 0 dq*dp

As expected, the distribution has a local maximum at g about 1 a.u.; see Fig.9.9.
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Fig. 9.8 Double differential
cross section for the double
photoionization of helium at
o = 800eV [39]

Fig. 9.9 Distribution in
recoil momentum for the
double photoionization of
helium. Solid line is for

w = 800¢eV; dashed line is
for w = 1keV [39]

9.4 Ejection of Relativistic Electrons

9.4.1 Distribution of Photoelectrons

Now we consider the case in which the photon energies are of order the rest energy
of the electron m =~ 511keV or strongly exceed this value. At least one of the
photoelectrons is a relativistic one. Here we can single out three parts of the spectrum.
In each of them, the mechanism of the process is different. Note that in this section,
the total energies of the photoelectrons are E; (i = 1, 2), their kinetic energies are
denoted by ¢; = E; —m,and ¢ = ¢| + &;.

As in the nonrelativistic case, one of the electrons can undergo a single photoion-
ization, with the second electron moved to the continuum due to the sudden change of
the Hamiltonian. This shakeoff mechanism (SO) provides mostly the slow secondary
electrons with &, ~ Iz. The SO dominates in this part of the spectrum.



9.4 Ejection of Relativistic Electrons 277

In the nonrelativistic case, the quasifree mechanism (QFM) dominates in the
vicinity of the center of the spectrum 8 < 1. Now the relative size of the region of
the QFM domination determined by (9.13) is of order unity.

In the intermediate part of the spectrum where both electrons carry the energies
g > I, but B < /e/(c + m), the amplitude is enhanced in the kinematic regions
where the process goes on through intermediate states close to the mass shell. Double
photoionization becomes a two-step process. In one of the channels, the photoelectron
created by direct absorption of the photon knocks out the secondary electron in
the next step. In the alternative channel, the incoming photon undergoes Compton
scattering. In the next step, the scattered photon knocks out the second bound electron.
This enables us to obtain relatively simple expressions for the energy distributions
of the photoelectrons.

In the edge region, we can neglect the interaction between the photoelectrons.
Thus in the expression for the amplitude

F'" = 2N() (W ly|¥); vy =—e® ey, (9.194)

the photoelectrons can be described by superposition of the single-particle functions
of the Coulomb field

1
Uy = E(I/fpl () Vp, (1r2) — Yp, (1) Y, (rl)), (9.195)

with i the single-particle relativistic Coulomb functions. Since p, ~ wu, <K m,
we can describe the secondary electron by a nonrelativistic function with accuracy
a’Z>.

The first electron transfers a large momentum ¢q; = k — p; to the nucleus (g, =
lqi] ~ m > pp) in either the initial or final state. It approaches the nucleus at
small distances r; ~ 1/q; ~ 1/m. However, the initial-state wave function can
be expressed in terms of the nonrelativistic wave function ¥ (ry, r) with accuracy
a®Z? (see Sect.2.2.3). The amplitude takes the form F*+ = T(p;)® (p,), where
@ (p») is defined by (9.22). The explicit form of the function 7' (p;) is not important
for calculation of the double-to-single cross section ratio, since the amplitude of the
single photoionization also contains T (p1) as a factor. Itis F* = T (p;) @y, with @y
determined by (9.27). In the single-particle approximation, 7 (p;) is the relativistic
amplitude of the photoionization with relative accuracy a®>Z?; see Sect.6.3.4.

Hence in the edge region of the spectrum, the ratio Ft/F* as well as the
distribution (do** /de,) /ot is the same as at the nonrelativistic energy transferred to
the atom. The angular distribution of the primary electrons is the same as in the single
photoionization, while that of the secondary electrons is isotropic. The contribution
of the edge region to the double-to-single cross section ratio is given by (9.37).
Expressions for asymptotics of the cross section of photoionization accompanied by
excitation provided by (9.43) also remain true for w = m.

We turn now to the distributions of photoelectrons in the region of domination of
QFM. It is limited by the condition (9.13). The amplitude is expressed by (9.145).
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Since the recoil momentum g ~ u; < m, the function S(g) is given by (9.146),
with ¥ the nonrelativistic wave function of the bound state. Now Fj is the relativistic
amplitude of interaction between the photon and the system of two free electrons in
the spin—singlet state. It can be written as

Fo = V2N (w)(F, + F) . (9.196)

The two terms correspond to interactions between the electrons in the initial and final
states. Introducing the four-vectors P, = 2m — E», —p») and P, = (m + w, k), we
can write

Fy = iy, eGo(Py)y" uoiit,y"uo; Dy (€2, P2) (9.197)

and
Fh = IZ[,IyMGo(Ph)éMOilx_tpz)/vu()lew(é‘z,pz). (9198)

Here u,,, , and ug; o; are the Dirac bispinors of the photoelectrons and the electrons at
rest, i, j = 1, 2 correspond to the two possible projections of the electron spin, Gy is
the propagator of free relativistic electron, and D,,, is the propagator of the photon.
The expressions (9.197) and (9.198) are illustrated by Fig.9.2 with the continuum
electrons and the electron in intermediate states described by the relativistic functions
of free motion.

Employing the standard QED technique, we obtain the value of | F,, + F},|*> summed
over the polarization of the photoelectrons and averaged over photon polarizations
[31]). In actual calculations, it is convenient to employ the Feynman gauge for the
propagator D,,,. We obtain [31]

2
arg

W(Ed® py
1672

do_++ —
mza)ElEz

1S(@)Pd*q8(E1 + E» — w — 2m) , (9.199)
with q = p; + p» — k and

— 2 2
W(E,) = (u) |:m2 +EEy— i+ (ﬂ) Qma +m? — E\Es +12) |,

€18 &1&2
(9.200)
4 E2 _ EZ 2
/czz—a) (Ej 2); & = E; —m.
4a?
The energy—momentum conservation law provides for q = 0:

2 2 . pl N k
Ez(l‘]) = El + w —pr]tl, Hh = . (9201)

pik

To obtain the energy distribution, we employ the delta function in (9.199) for inte-
gration over ¢#;. This provides
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dO’++ ) €1 — &

= W(Ey); =—, 9.202
4P LS (Ev); B - ( )

with 7 determined by (9.166). Direct evaluation leads to

do™ 8n2ar? -
= 1.7 (B), 9.203
T L7 P) (9.203)
with
B 2 B> 2m  16m* 1-— ﬂz/ﬂg

F = 14+ — 4+ — . . 9.204
(B) (1—ﬁ2)[+/3§+w+ s (9.204)

Here ,35 = w/(w + m) corresponds to the largest values of 8 for which the process
can take place without participation of the nucleus, i.e., with ¢ = 0. Examples of the
energy distributions are presented in Fig.9.10. The interval 0 < 8 < 1 represented
in Fig.9.10 corresponds to the energy of the ejected electron w/2 < €] < w.

In the nonrelativistic approximation @ <« m, the distribution becomes zero at
B> = ,35, in agreement with (9.165). One can see that this is not true in the general
case. The distribution has a finite value at 8> = B2, dropping rapidly for g > f3,
since here one cannot make the recoil momentum g be as small as the binding
momentum p,. Note also that the energy distribution vanishes in the center of the
spectrum 8 = 0.

In the region of QFM dominations the angles between the directions of the
momenta of the photoelectrons and that of the photon momentum are unambigu-
ously determined by the photoelectron energies

E} — Ej + o?
hH=——"">""—; b
2p1(,()

E? — E? + o*
szw '

(9.205)

Fig. 9.10 Energy
distribution of the electrons
in the central region for the
double photoionization of
helium. The horizontal axis
is for x = B. The vertical
axis is for the function # (x).
The numbers on the curves
denote the values of the ratio
w/m [31]
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This enables us to calculate the angular distributions

do™T do™" dB
= —. 9.206
dt; dﬂ dt; ( )

For the faster photoelectron with E| > Ej,

—(@+2m) (1 — 1) + 2miyJ4om + 302 + P}

(0 +2m)? — w2t}

Bt) = ft); fn)=

’

while for slower photoelectron, 8(t;) = — f(f;). The angular distributions can be
written also as

dott  1672ar?l pi  F(B)
— e y ti ; y ti = _—, 9207
i - 1(#) 1(#) E—E 1) ( )
with E = E| + E, and
1) Epz —wkE;t; (9.208)
X)) = —————. -
(E — E;)p;

Note that for the faster photoelectron,

w
=hH=
w +4m

while for the slower electron,

-1 <1n < .
w+4m

The angular distributions are shown in Fig.9.11.

Note that the QFM provides nonzero values of the distribution do ™+ /dt for the
photoelectrons with momenta directed along the momentum of the photon. In single
photoionization, we have do* /dt; = 0, unless we include the relativistic corrections
of order a*>Z? to the wave functions.

In the limit @ > m, the region of the QFM dominates in the largest part of the
energy distribution limited by the condition 0 < 8 < By = 1 — m /2w, i.e., for both
photoelectrons,

g > — ~ 125keV. (9.209)

A~ 3

In the region of QFM domination, we can single out the region ¢; ~ m, where the
amplitude reaches its largest values. Here it is determined by the contribution F,
given by (9.197), where P, = (2m — E,, —p2), and the electron propagator is
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0.6+

04+

60 90" 120 150° 8,

Fig.9.11 Angular distribution of the electrons for the double photoionization of helium. Left panel
is for the faster electron. Right panel is for the slower electron. The horizontal axes are for the angle
0;. The vertical axes are for the function .%|(t;). The numbers on the curves denote the values of
the ratio w/m [31]

ﬁa—i—m

9.210
dme, ( )

Go(Py) = —

In the contribution Fj, the denominator of the propagator is 2mw, and the amplitude is
given by F, ~ F,m/w < F,. The momentum of the faster photoelectron is directed
mostly along that of the photon. The energy distribution of the slower photoelectron
at &, ~ m can be obtained from (9.204). In the limit 1 — ,33 <11 -p2«1,we
obtain .7 (B) = w?/(8¢3). Since also

dot™ _ 2dott
d82 o w d,B ’
we obtain for &, > m /4,
dot+ 2mar? T
o _srare (9.211)
dey om g2

At w > m, this part of the spectrum determines the QFM contribution to the total
cross section.

Consider now the intermediate region of the spectrum, where both electrons are
fast &; > I, but their difference is large enough, i.e., 8 > /w/(w + m), and the
QFM does not work. We show that here the energy distribution is determined by
two-step mechanisms. Their contributions to the spectrum do /de; and do,/de; do
not interfere.

One of the mechanisms was described in Sect. 4.2 for the nonrelativistic case. In
the first step, single photoionization takes place. The real photoelectron passes from
the vicinity of the nucleus to the region where the density of the electron cloud reaches
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its largest density. Here it knocks out the secondary electron by electron impact.
There is such a contribution in the relativistic case as well. The results obtained in
Sect.4.2 with the single-particle functions can be easily generalized to the case of
the two-electron functions. The angular correlations peak at T = €&,/ p; p>. The
contribution of the discussed mechanism to the spectrum is

dgl++ B Sa+(w) daee(e). . /dSr 'Z(R r)|2 ©212)

de; &L de r2

where ¢ = €] + &, the last factor is the spectrum of relativistic electron scattering,
while s was introduced earlier by (9.125).

In the relativistic case, there is another two-step mechanism. In the first step, the
photon undergoes Compton scattering on one of the bound electrons. In the next step,
the scattered photon is absorbed by the remaining bound electron, moving it to the
continuum. Neglecting the value of the binding energy, we find that the energy of the
electron ejected in the second step is &; = wc, with w¢ the energy of the scattered
photon in the Compton scattering. Similar to (9.212), we can write

doy™* s ( o . doc n doc )
= —5 i) 5 lwc=w—¢ — &) lwec=¢; ) 9.213
de; 451234(“ €0 Gaag loemomes T 7@ =80 g o ©219)

where the last factor of the second term in parantheses on the RHS is the energy
distribution of the photons in the free Compton scattering.
Finally, the energy distribution of the secondary electrons in the intermediate
region is
++ ++ ++
do _ do, n do, 7 9.214)
d{:‘l‘ d{:‘i d(;‘i

with the two terms on the RHS determined by (9.212) and (9.213). One can see
that as in the nonrelativistic case, the contribution of these mechanisms to the cross
section is much smaller than that of the QFM.

9.4.2 Energy Dependence of the Cross Section

Integration of the RHS of (9.204) provides the contribution of the region of QFM
domination to the cross section:

ot zgﬂzarezi.V(w)- V(a)):/ﬁodﬁﬂ’(ﬁ)' Bo= |—2—. (9215)
OFM ma? ’ 0 > Po wtm :



http://dx.doi.org/10.1007/978-3-319-32736-5_4

9.4 Ejection of Relativistic Electrons 283

The integral can be evaluated analytically. It is convenient to represent it in terms of
the parameters y = w/m and fy:

A, A, A,
V() = A+ = +16— — 16— A= fo(y +2) — L, (9.216)
y y ¥’
Bo 5L Bo , y+1 L
Ay :—3 5 Az = — D= —— =
Gy+3 =77 A 4[(y+ ) 2 4,30]
)2 1 1
A, = ﬂo 5+ 1) — Ty +1) 3+ 1) C L—m +,30'
4 8 1680 1- By

One can see that the contribution of the QFM to the double-to-single cross section
ratio is of the same order of magnitude as that of the SO. The contribution of the
intermediate part of the spectrum is quenched at least by a factor of order o?>. Thus
for the ratio of the cross sections defined by (9.2), we can write for all w > I,

4
Ro(w) = Co+ ‘/_f<p( ) 9.217)

with .# defined by (9.176). Here the first term is the high-energy limit of the SO
contribution. It does not depend on the photon energy; (9.37). The second term is the
contribution of QFM. For w « m, we obtain ¢(w/m) = w/m, while for v > m,
we have

o “y = ﬁ(l—ﬁ(ln@—§)>%1.77(1—@ln2;w). 9.218)

4 w m w

In the ultrarelativistic limit @ >> m, the QFM contribution to the cross section GE;M
is determined by integration of the distribution (9.211). This provides ag}”M ~ o,
and the contribution to the ratio (9.217) does not depend on w [41]. In the limit

w > m, the ratio R reaches a new limiting value,

2
Ri" = Cot 5.7 (9.219)

Corrections to the second term are of order m /w-In (w/m). Thus due to the QFM, the
asymptotic R;" appears to be several times larger than the high-energy nonrelativistic
asymptotic Co:

Ry" = Co¢(2). (9.220)

We traced the Z-dependence of the parameter { and obtained ¢ = 2.83 for helium.
In the limit Z > 1, when .# = 1/8, we obtain ¢ = 3.78, in agreement with the
perturbative model result [31]. We present ¢ for several values of Z in Table 9.5 [42].
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Table 9.5 The CFHH values

X Z {(2)

of the parameter ¢(Z), which
expresses the ratio of the 1 227
ultrarelativistic and high 2 2.83
energy nonrelativistic limits 3 3.08
of Ro(@) 4 3.17
5 3.28
10 3.52

9.5 Two-Electron Capture with Emission of a Single Photon

9.5.1 Experiment and Theory

Now we consider the process of radiative double-electron capture (RDEC) by nuclei
in their scattering on the atoms. The two target electrons are captured to a bound
state of the projectile with emission of a single photon. The upper limit for the
probability of the RDEC was found for the collisions of argon nuclei with carbon
[43] and for those of uranium nuclei with atoms of argon [44]. The process was
detected in collisions of the fully stripped ions of oxygen and fluorine with a carbon
foil [45, 46]. The most probable channel is the one in which the two electrons are
captured independently and thus two photons are emitted. However, the correlated
electrons can be captured also with the emission of a single photon. Such a process
is a challenge to the theoretical views on charge-transfer reactions and on correlation
effects in then atomic system.

In the theoretical treatment of RDEC, we consider the process in the rest frame
of the heavy nucleus, following [47]. The target electrons can be considered as free
if their atomic velocities are much smaller than that of the projectile. Neglecting
interactions between the target electrons, we view the process as the reaction of
capture of two electrons from the continuum state of the Coulomb field created by
the target nucleus to the bound state, followed by emission of a single photon. This
makes the process time-reversed double photoionization. Neglecting the internal
motion of the electrons in the target atom, we study the capture of two continuum
electrons with equal momenta p; = p» = p. The process is characterized by the
kinetic energy per nucleon ey (MeV /u). The corresponding electron kinetic energies
are ¢ = gym/my, where my ~ 940MeV is the nucleon mass.

We present the calculations in nonrelativistic approximation. They are true for the
energies of the radiated photon @ « m and for relatively light projectile nuclei with
a?Z? « 1. The probability of double-electron capture to the K shell of a bare ion
with emission of a single photon per unit time is

&k
@n)*”

2
AW = V—’Z|F|23(el Yo —w— It 9.221)
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where ¢; = &, are the kinetic energies of the continuum electrons. The RDEC
amplitude F can be obtained from that of the double photoionization of the K shell
F** by reversing the signs of the momenta of the photonk — —Kk and of the electrons
p; — —p; together with the complex conjugation of the polarization vector e — e*.
Due to the symmetry with respect to the time reversal, we have |F|> = |F*™*|%,
To obtain the effective cross section, one should divide this by the current flux of
incident electrons j = v/ V, with v = p/m the velocity of the electrons before their
collisions with the projectile nucleus, while V' is the normalization volume

dw 2 dQ
do = &5 — 22\ Fp :
vV 2m)3

(9.222)

The cross section depends on V, since we consider the three-body collision prob-
lem. In ion—atom collisions, the volume V is a characteristic of the target atom and
corresponds to an effective localization volume of the two electrons captured by the
nuclei. For each electron, one can define V = .2 [ [¥(r)|*d’r, where ¥ is the
single-particle function of a target electron with its largest value v,,,,. Employing
the hydrogenlike functions, we can estimate for the K electrons

1 173
2
V.V, — =[O =—, (9.223)
V() T

withn = ma Z,, while Z, is the nuclear charge of the target. For the target electrons in
the states with principal quantum numbers n > 2, we can employ (9.223), replacing
n by maZ. s /n, with Z,rr < Z, the effective nuclear charge felt by the electrons.
Thus the value of the volume V' is much larger than it was for the 1s electrons. Hence,
we can include only the capture of the K shell target electrons.

For the actual calculations, we employ the perturbative model formulated in
Sect.9.2.2. We use (9.101) for the amplitude, describing the RDEC of two elec-
trons to the K shell of the projectile. The RDEC cross section can be written as
[48]

2192 73

2T L psy. 9.224
OKK I &) ( )

with Z the charge of the projectile nucleus, A = V/V;. The universal function R(§),
where £ = maZ/p, was obtained in [48, 49] for the cross sections ok g and ok of
RDEC to the 1S, and 2! S, states.

The results of measurements and of calculations (A = 1) of RDEC cross sections
are presented in Table9.6. The nonrelativistic results for uranium rather estimate
the values of the cross sections. However, one can see that the theory is consistent
with the upper limits of the cross sections found in experiments with argon and
uranium projectiles. The theory underestimates the experimental values obtained in
[45, 46], where the RDEC was detected. This leaves much room for improvement
of the theoretical approach.
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Table 9.6 The RDEC cross sections in mb/atom units measured in [45, 46] and calculated in
[48, 49]

VA en, MeV/ju | Z, oxk(exp) |okk(theor)| ogr(exp) |ogr(theor)
18 11.4 6 <52 32 2.2
92 297 18 <10 0.025 6x10~*
2.38 6 32001900 | 160 2300£1300( 112
2.21 6 19001200 | 221 1600 £ 980 | 194

9.5.2 The High-Energy Case

Now we consider the values of ey corresponding to the high but nonrelativistic
energies of the captured electrons [, < &; < m. This corresponds to & < 1, for
which the cross section drops rapidly. It is unlikely that it will be measured in the
nearest future. However, from the point of view of the theory, this case is interesting,
since the amplitude is directly related to the ground-state wave function at the double
coalescence points r; = 0, r, = 0, ri = 0 and at the triple coalescence point
r1 = ry = rip = 0. We assume that the charge of the projectile nucleus is Z > 1.
For such values of Z, we can assume that the binding momentum p, ~ n = maZ,
and that I, = I; = ma*Z?/2.

Interactions of the captured electrons with the target nucleus are described by the
parameters & = n/p; < 1 and thus can be treated perturbatively. We shall see that to
reproduce the main mechanisms of the process, one should include the lowest-order
terms describing the interactions of the incoming electrons with the target nucleus
and also between themselves.

The initial-state wave function thus can be represented as

@, = ¥ 4 GV + Gy V..V, (9.225)
where Gy is the Green function of the two noninteracting electrons, while lI/i(nO) is
the symmetrized product of the plane waves. A large momentum g > n (¢ = |q|;
q = p1 + p2 — k) can be transferred to the nucleus by the electrons in both the
initial and final states. The two mechanisms provide contributions of the same order
of magnitude to the amplitude:

F = No)Wlyl¥n): v =n+r. (9.226)

We begin with the dipole approximation, i.e., we neglect the terms of order
k/p. If all interactions in the initial state are neglected, the amplitude F© =
N (w)(lI/|y|lI/i;0)) corresponds to the first term on the RHS of (9.225). It can be
expressed in terms of the bound-state wave function in momentum space:
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FO = N@) @y |9®) = 242N (@) —2 'p/d3r1d3r2xJI(r1,r2)e"P'“e"P'r2 =
m

e*

Pip.p. (9.227)

m

= 2V2N(w)

Each of the bound electrons transfers a large momentum p to the nucleus. The
integrals are saturated by small r; ~ r, ~ 1/p < 1/n. Keeping r; finite, we can
carry out the expansion (9.20) for the function ¥. Employing the first Kato cusp
condition, we find that the linear terms of the expansion provide the contribution
FY = 2M(0,p)X(p); X(p) = / &Eriw(r, = 0P, (9.228)
with M (w, p) defined by (9.26), where the polarization vector e should be changed
to e*. However the wave function is not analytic at the tree particle coalescence
point r; = r, = 0 and cannot be expanded in a Taylor series. Only the terms linear
in r1 5 can be singled out; see (4.99). In the amplitude FN) = (¥|y|Go V. ¥,
corresponding to the second term on the RHS of (9.225), we label the electron that
emits the photon with 1, and label another incoming electron with 2. The amplitude

F©N) can be written as the sum of two terms describing interactions of electrons 1
and 2 with the nucleus

FleN) _ ﬁ/ & (Winlp.£){fVen Ip) 2/ A Winalp. ) | Ven|p)
@r)3 e — f22m @n) e — f22m

(9.229)
We focus on the contribution F¢V) of small f ~ 5 and r, ~ 1/n, while r; ~
1/p < n. The first term on the RHS of (9.229) describes the configuration in which
electron 1 approaches the nucleus at small distances of order 1/p < 1/7 to transfer
a large momentum to the nucleus. Electron 2 also transfers a large momentum to the
nucleus before being captured by the target. In the second term, electrons 1 and 2
exchange their roles. Direct calculation provides

, &f -
FN' = —2M(w,p)X1(p); Xi(p) =/ 2”§3W(P,f)- (9.230)

(

One can see that X| = X, with X defined by (9.228). Employing (9.228), one finds
that F,\") 4 FN' = 0.

The amplitude F©© = (& |y|GyV,. !I/i(no)) is expected to be Z times smaller than
FeN) just because the charge of the nucleus is Z times that of the electron. However,
it should be included, since the amplitudes F“") and F© cancel to a great extent.
The main contribution to this amplitude comes from the configuration in which
electron 2 transfers its momentum and energy to the first one and is captured by the
target at distances of order the size of the bound state 1/7. Electron 1 approaches the
nucleus at small distances of order 1/ p:


http://dx.doi.org/10.1007/978-3-319-32736-5_4
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Direct calculation provides
2
F = —EM(a), pXQ2p). (9.232)

In the dipole approximation, the leading contribution to the amplitude is F =
FO 4 FeN) 4 plee) [50]. Thus

- 8mam 8mam
[llf(np)—z X = =5 X<2p>},

(9.233)

e“-p

F = F| = 242N (w)

with the function X (p) defined by (9.228). Due to partial cancellation of the first
two terms, the Z and p dependence of the amplitude is F; ~ N (w)an*/p’.

There is an alternative mechanism of the process that works beyond the dipole
approximation. Returning to the amplitudes F ), one can see that one of the incom-
ing electrons can transfer a large momentum of about 2p to the nucleus in the first
step, moving after this with momentum p’ = —p. Now we have the electrons moving
“back to back,” and in the second step, they can be captured by the nucleus, transfer-
ring to it only a small momentum of order 5. The second step is just the time-reversed
double photoionization due to the QFM. The amplitude F; is determined by the sum
of the contributions F“N) and F*\’, where the integrals over f are saturated by

a

f = —p+ q with |q| <« p. Employing the results of Chap. 4, we obtain

P _/ d’q Fo (@ 2m drraZ
? Qr)3 9V _(p—q—Kk)2 2p)?°

(9.234)

The amplitude F ), can be obtained by changing e to e* in the double photoion-
ization amplitude Fpry given by (9.145). Employing (9.145), we obtain

3
P = / a4 5(@) 270 (). (9.235)

@2n)* p>—(—q—Kk)* p?
Here the amplitude for interaction of the photon with two free electrons Fy is given
by (9.147), while the function S(q) is defined by (9.146). Employing (4.105) for the

approximate wave function on the electron—electron coalescence line, we obtain for
the amplitude of the two-step process

nNn  Fj(p)
p? p-k+2ipn’

F, = (9.236)

with N ~ 3 the normalization factor of the wave function on the electron—electron
coalescence line.


http://dx.doi.org/10.1007/978-3-319-32736-5_4
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Comparing the amplitude F, of the two-step process and the amplitude F; one
can see that the two-step process dominates at least for the nonrelativistic electron
energies.
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Chapter 10
Photoionization of Endohedral Atoms

Abstract We study photoionization of fullerenes and of fullerenes with encapsulated
atoms. We present the calculation for the photoionization cross section of negative
ions Cy, describing the field of the fullerene shell by the Dirac bubble potential.
The investigation of the dependence of the high-energy asymptotics on the shape
of the model potential is carried out. We analyze the photoionization of an atom
encapsulated into the fullerene. The energy dependence of the cross section may
differ fundamentally from that for an isolated atom due to interference of the outgo-
ing electron wave with that reflected by the fullerene shell. We analyze the inelastic
processes in the fullerene shell that accompany the photoionization of the encapsu-
lated atom. It appears to be possible to sum the perturbative series for photoelectron
interaction with the fullerene shell. The probability of inelastic processes was found
to be close to unity in the large interval of the photon energies.

10.1 Photoionization of Fullerenes

10.1.1 Fullerenes

Fullerene is a special kind of molecule containing N >> 1 nuclei of carbon (Z = 6)
distributed together with 6 N electrons in a thin layer between two surfaces. Such
systems are labeled as Cy. The 2N atomic ls electrons are tightly bound to the
nuclei. Four 2s2p electrons of each carbon atom are collectivized, providing 4N
valence electrons.

Fullerenes were discovered about thirty years ago [1]. The most studied is the
fullerene Cg. The nuclei of carbon form 20 hexagons and 12 pentagons. The system
has a complicated icosahedral symmetry. However, in applications, the fullerene Cg
can be assumed to have a spherical shape. The 60 nuclei of carbon are assumed to
be located on a sphere of radius R. The empirical value of the radius is R & 6.5ry,
or R ~ 6.5 a.u. The 120 atomic s electrons are located near their nuclei. The 240
collectivized electrons are located in the layer between spheres of radii R and R + A
(sometimes, the radii are denoted by R — A/2 and R + A /2). The width of the layer
isA=15au
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292 10 Photoionization of Endohedral Atoms

There are a number of other fullerenes Cy, which can be treated approximately
as having spherical shape. For all of them,

A K R. (10.1)

The charge density inside the layer has been investigated in several papers. It has
a sharp maximum in the center of the layer; see a typical shape below in Fig. 10.1.

Fig. 10.1 The radial —Tr - - 7 -~ I - I -
dependence of the electron
density (upper panel) and of 150}
the potential energy (lower
panel) for the fullerene Cgg
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Once the spherical symmetry is accepted, the single-particle states of the electrons
can be described by the principal quantum number n = 1, 2, ... and the value of the
orbital momentum £ [3]. The number of the nodes of radial wave functions is n — 1.
In the fullerene Cg, the electron states either have no radial nodes (o orbitals) or
have one node at the spherical surface (7 orbitals). In the fullerene Cy, 76 out of 80
valence electrons belong either to o or to & orbitals [2].

The calculations that provide the values of the charge density in the fullerene shell
(FS) can give also the shape of the potential ¢(r) created by the FS. However, in
applications it is desirable to have an analytical approximation for ¢(r).

The FS potential at the space point r can be presented as the sum of potentials ¢,
and ¢, created by the nuclei and the electrons respectively, i.e., o(r) = ¢, (r) 4+ @ ().
The ingredients of ¢(r) can be represented in terms of the carbon nuclei distribution
density p, and the electron distribution density p,

ou(r) = eZ/dSV/ Pu(r') 5o@e(r) = —e/d3r/ ,oe(r;)/|7 (10.2)

r — 1’| [r —

where Z = 6 is the charge of the carbon nucleus. The density of the electron cloud
of the FS p,(r’) is normalized as

/ d*r' p.(r') = ZN. (10.3)

Under the assumption of spherical symmetry, the fixed positions of the carbon nuclei
R}, can be approximated by their uniform distribution over the sphere of radius R:

N §(r — R)
n = ——. 10.4
pulr) = s (10.4)
This charge density creates the potential
" = eZN 10.5
on(r) = e / e R| (10.5)

where §2 is the solid angle of the vector R. Employing (5.148) we obtain ¢, (r) =
eZN/R atr < R, while ¢,(r) =eZN/r atr > R.
Atr — 0, the total potential reaches a finite value,

eZN *© v /
p0) = R —471’6/ dr'r’ p.(r'). (10.6)
0

The potential ¢(r) determines the potential energy of the electron in the field of the
FS:
U(r) = —ep(r). (10.7)
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In actual calculations, one usually employs a model potential U (). The model
potential should satisfy the limiting conditions at r — 0 and at r — oo presented
above. Also, the radial dependence of the charge density is connected with the poten-
tial by the Poisson equation Agp = —4mep, which can be written as

1d*[rU ()]

S = 4map(n). (10.8)

The shape of the r-dependence of the charge density determined by (10.8) with the
model potential U (r) should be consistent with the empirical data.

The simplest model potential is U(r) = 0 everywhere outside the FS, while
U(r) = —Uy with Uy > 0 inside the FS, i.e., at R <r < R+ A. It can be writ-
ten as

Ur) = —er(r—R)(1 —e(r—R—A)); Uy > 0. (10.9)

It was noted in [4] that this potential does not reproduce the shape of the density

dependence on r presented in Fig. 10.1. Indeed, we find from (10.8) that the charge

density actually vanishes inside the FS, where U = const. The density is rather

concentrated near the walls of the FS, where the potential U (r) suffers the jumps.
A more complicated Dirac bubble potential [5] is

U@r) = =Uprod(r — R); Uy > 0. (10.10)

Sometimes, model potentials are determined by analytical functions of r with a
peak at » = R. The Dirac bubble potential can be viewed as the limiting case of the
Lorentz bubble potential. The latter is determined by the analytical formula

Uy ary

v = Rt

(10.11)

The Dirac bubble potential can be treated as the limiting case of this potential at
a — 0. The Gaussian-type potential

Cp 2
Urr) = _ b exp (Lzr)), (10.12)
T s

with s & A was employed in [6].

The fullerene Cgp can bind one more electron, creating the negative ion Cg,. The
energy of ionization I, of the additional electron (called also the electron affinity
of Cgp) is known to be about to 2.7 = 0.1eV [7]. The value of Uj is usually chosen
to reproduce the value of electron affinity. This provides Uy &~ 8eV for the “well
potential” given by (10.9), while Uy &~ 10eV for the Dirac bubble potential (10.10).
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The solutions of most problems connected with fullerenes require numerical cal-
culations. However, due to the existence of the small parameter A /R, some of the
effects can be traced analytically, at least in the lowest order in A/R. We shall
consider the fullerenes that can be treated as having approximately spherical shape.

10.1.2  Photodetachment of C,

Photoionization of the neutral fullerene is a much more complicated process than
that of an isolated atom. Even in the channel y 4+ C¢9 — ¢~ + C;O, the cross section
exhibits large peaks corresponding to collective excited states of the ion Cgl; [8, 9].
The double-to-single photoionization ratio in fullerenes appears to be much larger
than in the atoms [10]. Thus it is difficult to provide a simple example of analytical
calculation in this case. In photoionization of a negative ion C},;, one can separate
the channel y 4+ C,, — e~ 4 Cy in which the photon interacts with the additional
electron of the fullerene shell while the rest ones in the ground state. Since the
additional electron is well separated from the neutral FS, the process can be viewed
as a single-particle one. The neutral FS can be treated as a source of an external field.

The existence of the negative ion Cg, was confirmed in experiments long ago.
However, there are controversial experimental results on the quantum numbers of the
extra electron state. Some experiments provide data consistent with the attachment
of the extra electron to the s state (see, e.g., [11]), while others present evidence for
a nonzero angular momentum of the observed state [12].

We shall employ the Dirac bubble model for the FS potential, making more general
statements at the end. This model allows both the s and p and also the d states for
the additional electron. The spectrum of the wave equation with this potential was
studied in [13] in connection with the hyperfine splitting of the atomic levels. This
was several years before the discovery of fullerenes.

Representing the wave function of the additional electron as ¥, (r) = xu¢(r)
Y (§2)/r, we come to the wave equation

1 d*> ee+1)

[_ S+ = = Uorad(r - R)]Xz(r) = euxe).  (10.13)

with &,, the energy of the extra electron. We omit the index n of the function x,¢(r)
here and below. Integrating both sides of (10.13) over a small interval near the point
r = R, we obtain

R+8

om dry/(r) = =Uoroxe(R). (10.14)
m JRr—s

On the other hand, f;f; dryx](r) = x;(R +8) — x,(R —§). Thus the derivative

x'(r) undergoes a jump at the point r = R. The jump of the logarithmic derivative
L(r) = x,(r)/ xe(r) is
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AL = lim

| O[xg<r+8> B xé(r—fS)} _ 2 (10.15)

Xxe(r) Xxe(r)

We turn now to the bound-state wave functions. Everywhere except on the sphere
r = R (10.13) is just the equation of free motion. Considering first the s states, we
obtain xo(r) = c1 exp (—ur) + c2 exp (ur), with ¢; » certain numerical coefficients
that have different values in the regions r < R and r > R; u = /2ml,s, while
I,y = —&¢—o > 0 is the electron affinity to the fullerene Cgy. We must put ¢c; =0
for r > R, since otherwise, the normalization integral for |1 |> would not converge.
However, atr < R, both of ¢ ; are nonzero. Since the function y((r) becomes zero at
r =0, we have ¢c; + ¢c; = 0 atr < R. Hence there are two independent coefficients.
They are determined by the requirement that the function yo(r) is continuous at
r = R and by the normalization condition. Finally, for the s states,

e nR
= B
Xxo(r) 0 IR

sinh(ur), r < R; (10.16)

sinh(uR) o

r > R.
UR

xo(r) = By

The constant
5 2R

172
(1 — (1+2uR) exp (—Z,uR))

By = pu'

is related to the value of the radial wave function at the origin,

—uR
im 200 _ g, ¢

, 10.17
r—0 r R ( )

with numerical value By = 3.93r,, 2,

Carrying out a direct calculation of the discontinuity (jump) of the logarithmic
derivative and employing (10.15), we obtain the equation for the energy &g of the s
state of the extra electron:

ot e,u_R

Uy = ———.
2 sinh (uR)

(10.18)
This expression can be viewed as representing the electron potential energy in the
field of the FS in terms of two observables. The latter are the electron affinity and
the radius of the FS. For C¢y, we have Uy = 12¢eV.

The solutions of (10.13) for the bound states with any value of the angular momen-
tum £ can be written as

p
Xxe(r) = Be,/Ele+1/2(uer)Kz+1/2(WR), r <R; (10.19)
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.
xe(r) = Be,/Ele+1/2(MzR)Kz+1/2(Mzr), r > R.

Here 11, = /2mle,], |&,| is the electron affinity. The functions Iry1» and Kyi1)2,
which are the solutions of (10.13), are the modified Bessel functions of the first and
third kind, respectively (the latter are known also as the Macdonald functions). They
can be represented in terms of elementary functions, e.g.,

I _ 4 sinh(x) ¥ . e
12(x) = Alx) P 12(x) = e

: (10.20)

inh h - 1
Lp(x) = )»(x)(— smx2(x) + cosx(x)); K3p(x) = )f(x) (1 + )_c)’

with A(x) = /2x /7.
The normalization factors are, e.g., B} = 3.95/r$/2 and B, = 3.86/;’5/2. To cal-

culate the jump of the logarithmic derivative at r = R, we employ the expression for
the Wronskian

, , 1
L1 O Kp12(x) = L1 p(X0) Ky p(x) = e (10.21)

Using (10.15), we obtain the equality
2U00R i1 pp(ue RYK g y12(eR) = a, (10.22)

which determines the single-particle spectrum of the extra electron.
The Bargmann condition for the bound states [14],

2 +1
/driU(r) > X+ (10.23)
ro 2
takes the form |
< UpR~3 (10.24)

in the case of the Dirac bubble potential. Thus for the ion Cg,, we have £ < 2 [15].

One can see that there is only one state for a given angular momentum ¢. Indeed,
assuming that there are two bound states with the same value of ¢ and different
principal quantum numbers 7 and n’, we find that their wave functions are described
by (10.19) with different values of , = /2m|ey,], where k = n, n’. These functions
should be orthogonal. However, this is impossible, since the functions I,/ (x) and
K11/2(x) do not change their signs in the interval 0 < x < oo.

We turn now to the continuum wave functions. The wave function of the contin-
uum state with the kinetic energy ¢, angular momentum ¢, and its projection m can
be written as ¥ e, (r) = Xpe(r) Y, (§2)/r with p = (2me)'/2. The radial function
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Xpe(r) satisfies (10.13) with g,, on its RHS replaced by ¢. In the simplest case of
£ =0, we can write x,0(r) = c; sin pr + ¢, cos pr, similar to the case of the dis-
crete spectrum. Since x,0(r) should vanish at r = 0, we obtain c; =0 atr < R. At
r > R, both of ¢; » are nonzero.

This is true for every value of the orbital momentum €. Atr < R, the solution of
the wave equation is proportional to the regular (finite at the origin) solution of the
free wave equation u,(r) = prj,(pr), with j,(pr) the spherical Bessel functions
of the first kind. At r > R, it is a linear combination of the regular solution and the
irregular one v, (r) = pry¢(pr), where y,(pr) are the spherical Bessel functions
of the second kind, known also as the spherical Neumann functions. The functions
ye(x) behave as x ! at x — 0. In the limit pr > 1,

. sin(pr — mt/2)
Jelpr)y ~ ——— 3 yu(pr) ~
pr pr

_cos(pr—n£/2) (10.25)

Thus in the internal region r < R, the wave function is proportional to the regular
solution of the free wave equation [15, 16]

xe(r) = De(plupe(r), r = R. (10.26)

In the outer region r > R, it is a linear combination of the regular and irregular

solutions. Since the asymptotics of the radial wave function at pr > 1 are Ry(r) ~
sin(pr — w€/2 + §;), we obtain, employing (10.25),

xe(r) = upe(r)cosde(p) — vpe(r)sinde(p), r = R. (10.27)

Proceeding in the same way as in the case of the discrete spectrum, one obtains

D . va(R)
e(p) = cosde(p)| 1 —tand,(p)——=1, (10.28)
upe(R)
2, (R
tan6,g(p) — upl( )

Upe(R)Vpe(R) + pa/2Uy

Now we are ready to calculate the amplitude of photoionization

F(R) = N(o)(¥ilyl¥y).

with y the operator of interaction between the photon and electron. We assume the
extra electron to be in the s state. We employ the dipole approximation, and thus
only the final-state electron carries the angular momentum £ = 1.

It is reasonable to compare the amplitude F'(R) with the amplitude Fy = F(R =
0) in which the wave functions of the initial and final states are described by the
second equality of (10.16) and by (10.27) respectively. The amplitude describing the
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photoionization of the negative ion A~ of the atom A in the zero-range potential
approach is just Fy. The corresponding cross section is [17]

8w I'V*(w — 1)3?

= , 10.29
o0(@) = = — (10.29)
with [ the ionization potential of the ion A™.
The cross section for photoionization of the negative ion of fullerene is
o(w) = op(w)X*(w), (10.30)
where
1—e kD 21
X@) = i DWP) e o [E N ReR (10.31)
R p 7

with p = @m(w — I,7))"/? the photoelectron momentum, p = (2ml,z)'/?, and
No = ¥ (r = 0), while

F(p) = cosh (uR)sin pR — £ cos R + sin (pR +81) + £ cos(uR + &) .
n I

In the limit pR > 1, i.e., for the photoelectron energies ¢ > 0.3eV, we can
employ the asymptotic expressions for the spherical wave functions j;(pR) =
—cos pR/pR and y;(pR) = —sin pR/pR. If pa > 2U,, we can neglect the sec-
ond term of the first equality of (10.28). In this limit, i.e., for the photoelectron
energies ¢ > I,(Uy/I;)? with I} = ma?/2 =~ 13.6eV (this means & > 10eV in the
case of Cg;), we have §; = 0 and Dy = 1. As one can see from (10.27), only the
regular part of the photoelectron wave function contributes in this limit. In other
words, the photoelectron is described simply by the plane wave. At these energies,
the cross section is

(@ = ofw)(ERLRY (10.32)
o = o .
w o (@ OR s
with ¢ determined by the second equality of (10.31), while
1/2
a 8ma Iaf
oy () = 3 (10.33)

is the high-energy asymptotics of the cross section oy given by (10.29). Note that
the Dirac bubble model may appear to be too crude if the electron wavelength 1/p
much smaller than the thickness A of the FS.

Anyway, we shall see in the next section that the asymptotic law
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1 al f/2 sin> pR

e (10.34)

o(w) ~
which follows from (10.32), is true for the model potentials providing the wave
function with a discontinuity of the derivative of the wave function at r = R.

10.1.3 Asymptotics of the Photoionization Cross Section

We shall demonstrate that the shape of the nonrelativistic asymptotic energy depen-
dence of the cross section of photodetachment from the FS depends on the form of
the model potential. We focus on ionization of the ion C,. As we have seen, at large
values of the photon energy w >> U, the photoelectron can be described by a plane
wave. The amplitude can be written as

F = N(w)% / Lry (e (10.35)

with ¥ (r) the single-particle wave function of the additional electron. Recall that the
factor N(w) = (4ma/2w)"/ 2 originates from the photon wave function. Assuming
the electron to be in the s state, we can write ¥/ (r) = ¢(r)/ V4w, with ¢ (r) the radial
part of ¥ (r). Thus the amplitude can be represented as

F = «/EN(CU)%J(]J); J(p) =/drsin(pr)rg0(r), (10.36)

with n the unit vector directed along the momentum p. The asymptotic photodetach-
ment cross section is thus

8ta p ) 2
o = T—IJ(p)I ;o pT o= 2m(w — L), (10.37)
mw
We consider first the model potentials providing the wave function ¥ (r) with
the discontinuity of the first derivative ¢’(r) at r = R, while the function ¢(r) is
continuous at this point. The Dirac bubble potential is one of them. We introduce
Ry =R +45andset J = X; + X, with

R_ o)
Xi1(p) :/ drsin (pr)ro(r); Xo(p) :/ drsin (pr)re(r); &6 — 0.
0

R:
(10.38)
Integration by parts provides

R
Xi(p) = —Ri(p(Rfl))COSpr +$/0 dr cos (pr)[re’'(r) + ()]. (10.39)
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After a similar evaluation of the integral X,(p), we obtain

J = X5+ Xy, (10.40)
with
LT i
X3 = ;/drcos (prlre'(r) + (] X4 = ;/drcos (pr)lre'(r) + o(r)].
0 R,
(10.41)

Now integration by parts gives

[R-¢'(R-) + ¢(R)]sin pR_

X3(p) = 3 (10.42)
p
1 R_
?/ drsin (pr)[re”(r) +2¢'(r)],
0
and after a similar evaluation of X4, we obtain
RA{(R)sin pR 1 [*®
J(p) = —% - / dr sin (pr)rg" () + 20/, (10.43)
0

where A, (R) = lims_,o[¢™ (Ry) — @™ (R_)] is the discontinuity of the nth deriva-
tive of the radial part of the wave function at » = R.

Further sequential integration by parts of the integral on the RHS of (10.42)
provides the power series in ¢ (r)/p" with r = 0, R £ 8. If these power series
converge, the first term on the RHS of (10.42) provides the leading term of the
asymptotics of the amplitude. The asymptotic cross section of the photodetachment
is thus

4o R?A3(R)

" 3V2 (mw)

Some of the model potentials provide the wave functions with continuous first
derivatives of the radial functions. For example, the wave functions corresponding to
the well potential (10.9) have a continuous first derivative at r = R, while the second
derivative ¢® undergoes a jump A,(R). After two integrations by parts in (10.41),
we obtain

sin? pR. (10.44)

2¢'(0) + RA2(R) cos pR
p?

J(p) = + %/dr cos(pr)[re® ) + 3@ ()].
0

(10.45)
The first term on the RHS determines the asymptotics of the amplitude under the
conditions formulated in the previous paragraph. Thus for the well potential,
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V2ra  «?

with k = ¢’(0) — A;(R) cos pR.

10.2 Photoionization of Caged Atoms

10.2.1 Wave Functions of Caged Atoms

One of the common features of fullerenes is their internal empty space. The system
in which an atom A is stuffed into the fullerene C is called an endohedral atom and
is denoted by A@Cy. In this case, the molecule Cy forms the FS, while A is called
a caged atom.
For internal shells of a caged atom, the characteristic size r; is much smaller than
the fullerene radius R, i.e., .
b

= 1; 10.47
R < ( )

the influence of the FS on the electron shell of a caged atom is weak. Hence the wave
functions of an isolated atom are often employed for description of a caged atom.
However, for the outer electron states of a caged atom, the ratio 7,/ R may appear to
be not too small. In this case, the electron states of the caged atom are influenced by
the FS.

This can be illustrated by analysis of the energy levels of the hydrogen atom stuffed
into the fullerene Cgp carried out in [18]. The wave functions of the discrete spec-
trum of a caged atom of hydrogen are ¥4, (r) = Ry¢(r) Yo, (£2). The Schrodinger
equation for the functions g, (r) = r R, (r) is

1 d (+1) aZ
T omdr? T_T+U(r) Xne(r) = €neXne(r) , (10.48)

with the potential energy determined by (10.9) was solved numerically. The authors
traced the dependence of the binding energies ¢,,, on the strength of the well potential
Up. It was found that for the 1s state with r, ~ ry, the energy value practically does
not change as we vary the value of U, between 0 and 15eV. On the other hand, the
binding energy of the 2s state with the larger size becomes about half as large as we
change Uj in this interval.

Mixing between atomic and fullerene electron states, called hybridization, can
take place also for the outer shells of many-electron atoms [19]. For example, there
is strong hybridization of the 5s states of Xe and the FS states in the case of the endo-
hedral atom Xe @ Cg [20]. We limit ourselves to the cases in which the hybridization
can be neglected, at least for a qualitative analysis. Thus the wave functions of the
atomic bound states are assumed to be the same as those of the isolated atom.
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Turning to the photoelectron wave functions, we employ the Dirac bubble model
for a description of the FS field. It is convenient to consider the continuum wave func-
tions Y pem (r) = Xpe(r)Yen (§2)/r with definite values of the modulus of asymptotic
momentum p = (2me)'/? and of the orbital angular momentum £ with its projection
m. The functions x,,(r) satisfy the wave equation

1 d> e+1)

[_ A S V() — Vb — R)}x,ﬂz(r) = exp(r), (1049)

with V(r) the field of the recoil ion. In the previous section, we constructed the
continuum functions for the wave equation with the Dirac bubble potential, i.e.,
for (10.49) with V (r) = 0; (10.26) and (10.27). These equations were based on the
features of the wave equation in the limiting cases r — 0 and » — oo, which are
common for every central field. Thus they provide also the functions x . (r) for the
wave equation (10.49). The function u ¢ (r) is the regular (vanishing at the origin)
solution of the wave equation for the isolated atom:

1 d> e+1 |

|:— %ﬁ T—}—V(}’)}Mpg(r) = 81/11)5(}’). ( 050)
The function v (r) is the irregular solution (v, (r) — oo for r — 0) of the same
equation.

Since the photoionization of the caged atom takes place at distances r < r, < R
from the origin, we need the photoelectron function only in the internal region of the
fullerene r < R. Here the shape of its r-dependence is the same as that of the regular
solution u,, for the isolated atom, and x,(r) = D¢(p)up¢(r); see (10.26). Such a
form of the wave function can be viewed as a result of the interference between
the wave corresponding to the electron ejected from the caged atom and the wave
reflected by the attractive fullerene shell [21]. Note that the reflection on the attractive
shell (in contrast to that on the repulsive one) does not have a classical analogue.

The coefficient D, (p) and the phase &, for the motion in the Dirac bubble potential
are given by (10.28). They were obtained by matching the expressions for the wave
function at r = R and by employing the expression for the Wronskian W, (r) of
(10.49). We can write (10.49) for the solution u ,,(r). Multiplying both sides by the
function v, (r) and subtracting (10.49) for v, (r) multiplied by u ,,(r), we obtain
u’];e(r)vpg(r) — upg(r)v;;z(r) =0= W[’,Z(r). Thus W, (r) actually does not depend
onr.Calculatingitatr — oo, wefindthat W,, = u (r)v;e r) — u:,,z (Mv,ye(r) = p,
i.e., it is the same as that of (10.13). Hence the functions D,(p) and the phase shifts
due to the scattering in the FS §, are given by (10.28), with u,,(r) and v, (r) the
regular and irregular solutions of (10.49) [16].



304 10 Photoionization of Endohedral Atoms

10.2.2 Polarization of the Fullerene Shell

Before interacting with the caged atom, the incoming photon undergoes elastic scat-
tering on the FS. This can be viewed as a modification of the photon wave function.
We consider the ionization of the caged atoms in the dipole approximation. In this
case, the cross section can be expressed through the dipole polarizability o, () intro-
duced in Sect.7.2. We assume that the photon wavelength greatly exceeds the size
of the fullerene, i.e.,

oR < 1. (10.51)

For Cg, this means that w < 600eV.

It is convenient to use the length form of the photon—electron interaction in this
case. Neglecting the photon interaction with the FS, we can write the amplitude for
photoionization of the caged atom as F” = ie; N(w)w >, (wflri(k) [in), with e the
polarization vector of the incoming photon. Here v;, s denote the initial and final
states of the caged atom. The sum is carried out over the electrons of the caged atom.

Photoionization accompanied by elastic scattering on the FS is illustrated by
Fig.10.2.

Employing the results of Sect. 7.2.4, we can write the amplitude for photoioniza-
tion of the caged atom, which includes the photon scattering on the FS, as

Fy = B 4 (ylr Bie®) ), (10.52)
k k
FS Hl"a_ FS FS_HHH“B_ Fs
- i

Fig.10.2 Feynman diagram illustrating the effect of polarization. Before moving the bound electron
to the continuum (the continuum electron is labeled by an arrow), the photon (the helical line)
undergoes elastic scattering on the fullerene shell (bold lines), labeled FS
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with

(10.53)

Y, A; (r® Y\ (W, e - |,
B, (x®) =ew22(( 0l 2. (w : )Li;< le-d¥o)
" — €no

(Wole - AP, ([, ] Do) A (x®, 1) |uy)
—w — €40+ 16 '

Here r’(s) are the coordinates of the FS electrons. The two terms in parentheses
correspond to the two diagrams shown in Fig. 10.2, d stands for the operator of the
dipole momentum. The function ¢; (r*’) describes the amplitude of the second-order
process in which one of the photon—electron vertices is replaced by A; (r®, r'®)) =
D;;(r® — r’(‘))rj(fv), with D;; (r® — r'®)) the photon propagator. The latter is shown
by the dashed line in Fig. 10.2. It is reasonable to employ the photon propagator in the
form given by (2.51), with only the space components D;; having nonzero values. The
function D;;(r — ') is thus the Fourier transform of the photon propagator D;;(q)
determined by (2.51):

d?:q rax 1 82 elox
D;;(x) :/WDij(q)eq = (3ij+58x;8xj) Pl (10.54)

In the lowest order of expansion in powers of @R, we obtain

o — O (10.55)

D% — ') = —

Note that the integral over r is saturated by the distances of order the size of the bound
state of the caged atom, i.e., 7® < R. On the other hand, the important values of ')
lie in the small interval of order A near the value R. Thus we can put [r® — ¢/ = R
on the RHS of (10.55). This enables us to separate the integrations over r and ' that
provide the photoionization amplitude F, (@) and the dipole polarizability oy (w) of
the FS respectively. Hence we obtain [22]

@) = FO@g); g = 1- 22, (10.56)
In this approach, the factorization (10.56) is demonstrated explicitly. Of course, the
same result can be obtained by employing the Coulomb gauge for the propagator. In
this case, the main contribution comes from the expansion of the time component Dy
of the photon propagator V,, = ¢2/|r® — '™’} in powers of r®) /r'®)_ The leading
contribution is

5 r® . r/(S)

Vee = € 73

) (10.57)

which is the dipole—dipole interaction.
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The experimental data on the total cross section oy, (w) of the photon absorp-
tion by the fullerene Cg [22, 23] enable us to find the energy dependence of the
polarizability. The optical theorem determines its imaginary part:

Oror (W)
4w

The real part of oy (w) is determined by the dispersion relation. As one can see from
(7.107) and (7.108), the function o, (w) has singularities on the real axis, and the
imaginary part Ime, () is an odd function of w. Thus the dispersion relation can be
written as

0 ; Otot (a)/)

/2_w2'

o'lmay (@) 1
—w? 272 ), w

2

2 o0
Re ay(w) = —/da)/ (10.59)
T

Iy

@

Here Ij is the energy needed for transition of the FS to the lowest excited state of the
discrete spectrum. In any case, I is smaller than the FS ionization potential, which
is 7.5eV for Cg.

The energy dependence of both the real and imaginary parts of the polarizability
as well as that for the total cross section of photoabsorption are shown in Fig. 10.3,
where oy (w) is given in units of rg (or in atomic units). Since R> & 300r3 ,0ne can see
that the polarization of the FS strongly influences the amplitude of photoionization
of the caged atom. The energy dependence of the imaginary part is similar to that
of the total cross section. However, due to the factor 1/ on the RHS of (10.58), the
peculiarities of the cross section at low energy are emphasized in the w-dependence of
Im oy (w). A small peak in the cross section near the threshold transforms to a larger
one of Ima;(w). The peak at w & 22 eV corresponds to the plasmon excitation. The
energy dependence of the real part is represented by a rather smooth curve.

In the high-energy limit, i.e., for the photon energies exceeding strongly the FS
ionization potential / ~ 7.5eV, the polarization e, (w) decreases as 1/w?. One can
see from Fig. 10.3 that the oy (w) is indeed close to zero for w > 80eV. Thus the
polarization effects are expected to be negligibly small at these energies.

At very small w < I, the polarizability is real. Due to the interaction with the
FS, the strength of the electric field in the electromagnetic wave Ey(w) changes to

(@) ) (10.60)

Ew) = Eo(a))(l —

Note that in electrostatic limit w = 0, (10.60) can be obtained in the framework of
classical electrodynamics. The electric field E (w) of the electromagnetic wave shifts
the electrons of the FS relative to the positive core. Thus the FS obtains a dipole
moment

d = /d3r/p(r’)r’.
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Here p (1) is the density of the distribution of the electric charge. Since the FS is not
charged, f dr’p(r') = 0. The FS creates the electric field with the potential

ors(r) = / i L

Ir —r'|

Inside the FS, i.e.,atr < R,

,p(r') o), d
@rs(r) =/d3r = +E; -r; E :/d3r AN

The field Ers(w) created by the polarized FS changes the initial electric field Eg
to the effective electric field
E = Ey + Erg, (10.61)

with Epg = —V@rg = —E;. Thus we arrive at (10.60), with «;(w) defined as the
coefficient of proportionality in the equality d(w) = oy (w)Eq(w).

This enables us to test certain assumptions on the macroscopic features of the FS.
For example, one can assume that in the static limit @ = 0, the FS is a conductor
[24]. This means that the electric field should vanish on the surface of the sphere with
r = R.In other words, oy (0) = R3. Note that in assuming the FS to be a conductor,
we find that the electric field vanishes inside the FS as well. The FS plays the role of
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the Faraday cage. The value ay(0) = R &~ 300r; with still smaller values at finite
values of w [24] is unlikely to be consistent with the results presented in Fig. 10.3.
Large uncertainties of experimental data for small @ do not allow us to make a more
detailed analysis.

10.2.3 Energy Dependence of the Photoionization
Cross Section

Now we are ready to calculate the cross section for the single-electron photoionization
of the caged atom. We begin with the ionization of the s state. In this case, the
photoelectron obtains the angular momentum ¢ = 1. As we have seen, the process
is determined by the distances inside the FS, where the photoelectron wave function
is proportional to that for photoionization of the isolated atom; (10.26). Employing
also (10.56), we obtain

Fio(@) = F{ (@)D (0)g(w), (10.62)

where the lower indices label the angular momenta of the final and initial states of
the electron. The corresponding cross section is thus

o) = ()P (0)G(w), (10.63)
with @} (w) = D}(w), while

aq(w) 2

G) =Ig@)* = 1 - =

(10.64)

If the electron is moved from a bound state with £ # 0, the photoelectron can
obtain the angular momenta ¢’ = ¢ & 1. The photoionization amplitude for the iso-
lated atom is thus a linear combination of the two terms F 6(0) (w) =ape—1(F, Z(E)I, (@) +

Aeyie Fz(ﬁ)r)l, /(). Due to the orthogonality of the final-state functions, in these two
terms the cross section forionization of the isolated atom is ol(o) (w) = ae{l M‘E)l ()

+a2,, ;0 (). In a similar way, we obtain

or(®) = aj_ 00-1.0(®) +aj;, Ori1e() (10.65)

for the cross section of photoionization of the caged atom, with the partial cross
sections
ove = o) (@@ (@)Gw); € = L+1. (10.66)

Now we apply these equations to analysis of the photoionization of the 4d state
in the xenon atom encapsulated into the fullerene Cgy [25]. The w-dependence of
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the cross section for the isolated atom of Xe exhibits a large and broad maximum
at o close to 100eV; Fig. 10.4. This is known as the giant resonance, which is due
to excitation of a collective state [26]. Now we shall see what changes for the pho-
toionization of the endohedral atom Xe@Cg.

As we have seen, there are two major changes. The outgoing photoelectron wave
interferes with the wave that originates from reflection on the FS. We include this
effect in the framework of the Dirac bubble model. Here it is described by the factors
@41 (w) in the partial cross sections expressed by (10.66). Also, the incoming photon
undergoes interactions with the FS. This is described by the factor G (w) on the RHS
of (10.66). Here we study the region of relatively large photon energies, where the
latter effect is not important (see Fig. 10.3). The partial cross sections of the process
on the isolated atom are computed in the framework of RPAE.

The results of calculations carried out in [25] are presented in Fig.10.4. One
can see that the giant resonance curve is transformed into a more complicated one.
It has four well-pronounced maxima and three minima. Their origin can be easily
understood. The photoelectron can scatter on the FS on its way out of the fullerene.
The electron wave ejected from the xenon atom interferes with the scattered one.
The constructive interference leads to enhancement of the cross section. The corre-
sponding peaks are called the confinement resonances. The destructive interference
provides minima in the energy dependence. At large energies, the interaction of the

70 T T T

—— Xe@C,,
6or 1 Free Xe 1

50 {
40} |
30 |- \
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0 = 1 I B S———
5 6 7 8 9 10 1 12 13 14
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Fig. 10.4 Energy dependence for the cross section of photoionization of the 4d state in an isolated
atom of Xe (chain line) and in the caged atom of Xe in the endohedral atom Xe@Cg. Reproduced
from [25] with permission of IOP Publishing
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photoelectron with the FS becomes weaker, and the cross section values become
close to those for isolated atoms.

While the shapes of the cross section energy behavior for an isolated atom of Xe
and for Xe @ Cy are quite different, the areas under the curves in the region between
75eV and 180eV are very close. They provide about 2/3 of the total contribution to
the LHS of the sum rule (7.90).

A more detailed investigation of the photoionization of the Xe atom encapsulated
into the fullerene requires a more rigorous technique; see, e.g., [20]. However, the
analysis presented above is sufficient to obtain the qualitative picture of the process.
The confinement resonance structure of the energy dependence was confirmed exper-
imentally [27].

In this example, the scattering of the photoelectrons on the FS modified the cross
section, while the polarization of the FS was not important. At smaller values of
the photon energies, both effects contribute. The energy dependence of the angular
distributions for photoionization of an isolated neon atom and that of the endohedral
atom Ne@Cg, obtained in the RPAE technique were presented in [28]. The results
are shown in Fig. 10.5. The confinement resonances become much more pronounced
due to inclusion of the FS polarization by employing (10.64).

Fig. 10.5 Dipole asymmetry g -t - & -1 5539
parameter calculated for 2p
photoionization of isolated 15
neon atom and that of the

endohedral atom Ne @Cg.

The chain line is for isolated

atom. The other lines are for 1.0
Ne@Cg in various
approaches. Reproduced
from [28] with permission of
AIP
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10.3 Absorption of Photoelectrons by the Fullerene Shell

10.3.1 Photoelectron Interaction with the Fullerene Shell

In the previous section, we studied the photoionization of the caged atom without
fixing the final state of the fullerene shell. In fact, we summed over the available
final states. However, the photoelectrons can cause various inelastic processes in the
FS. These can be excitation of the collective states of the FS, knockout of one or
several electrons, knockout of one or several atoms or ions of carbon, etc. Now we
calculate the sum of the cross sections of inelastic processes in the FS during the
photoionization of the caged atom.

Because of the lack of detailed information about the FS wave functions, we
calculate only the sum of the cross sections of the inelastic processes, also called the
cross section of absorption. We shall see that this sum is not sensitive to the details
of the FS structure.

We consider the channel in which the photon interaction with the caged atom
precedes the transitions in the FS. In another channel of the same process, the photon
knocks out an FS electron, and the latter ionizes the caged atom. This mechanism
requires a special direction for the momentum of the electron ejected from the FS.
The probability is quenched by a small factor of order r?/R?. Thus we neglect the
contribution of this mechanism.

We limit ourselves to the case of nonrelativistic photoelectrons carrying the energy
& = p?/2m; the photoelectron momentum is p with |p| = p. The probability that the
photoionization of the caged atom is followed by an inelastic process in the FS is
expressed by the ratio

oa(e)

Py(e) = —a(fwl)(g) ,

(10.67)

with @ () the cross section for ionization of the isolated atom in which the
photoelectron with the energy ¢ is ejected, while o4 (¢) is the absorption cross section,
i.e., the sum of the cross sections for the processes in which the photoionization of
the caged atom is accompanied by an inelastic process in the FS.

We consider the photon energies for which the photoelectron energies ¢ strongly
exceed the energy of its interaction with the FS in the interior of fullerene. We consider
only the systems for which the hybridization effects mentioned in Sect. 10.2 can be
neglected. In this limit, the amplitude of the process with a transition of the FS to a
particular final state x contains the amplitude of photoionization of the isolated atom
FUsoh) a5 a factor. Also, the cross section obtains the cross section of the isolated
atom o ) as a factor. Thus the probability P4 (¢) does not depend of the parameters
of the caged atom.

We calculate the absorption cross section as the difference between the total cross
section

o) = c D@ Pe).  Pile) = D Pule) (10.68)
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and the elastic cross section oy = o @) P, which describes the process in which the
FS state does not change, i.e.,

oa(e) = 01(e) —oo(e) Pale) = Pi(e) — Pole). (10.69)

In the simplest case the FS undergoes ionization with one of its electrons moved
to the continuum. This is one of the channels of the double photoionization of the
endohedral atom. Recalling the results of Chap.9, we can discuss three possible
mechanisms of the process, i.e., the shakeoff (SO), final-state interactions of the
photoelectron (FSI), and the quasifree mechanism (QFM). The QFM requires that
two electrons approach each other at small distances. The electrons of the FS are
well separated from those of the caged atom. Thus there is no QFM in our case.

The photoionization changes the neutral caged atom to a positive ion. This changes
the field felt by the FS electrons. Recall that this is the familiar SO mechanism of
excitation. Since the FS electrons are separated from the caged atom by distances of
order R > r;, the SO amplitude contains the factor r;,/R. Thus the SO probability
is proportional to the small factor r2/R?. Note that the FS reacts to the change of
the field as a whole and the probability of the SO does not depend explicitly on the
number of electrons in the FS.

The final-state interaction (FSI) between the photoelectron and each of the FS elec-
trons is determined by its Sommerfeld parameter &,, = ma/p. Here we neglected
the momenta of the FS electrons. The FSI cross section is proportional to &2,. How-
ever, we shall see that due to the large number of N, > 1 of the FS electrons, the
actual FSI parameter is N,&2. In the broad interval of energies N.&2, > 1. At such
energies, the FS provides the leading contribution to the absorption cross section o 4.

We begin with the perturbative calculation. We shall find the ratio (10.67) with
taking into account the lowest order terms depending on &,.. The detailed calculation
for the atoms is given in Chap. 3. The main points remain the same for the case of
endohedral atoms.

The leading nonvanishing FSI corrections to the cross section o4 (¢) are of order
g2 . The amplitude of photoionization of the caged atom accompanied by transition of
the FS from the ground state to a final state x can be represented as F, = F@DT,,
To include the terms of order &2, we calculate T, = T + TV + 7@, with the
upper index labeling the number of interactions between the photoelectron and the
FS. Denoting the initial (ground) state of the FS by |¥,) and the final state x of the
FS by (@, |, we can represent the SO amplitude as 7? = (&, |¥). Note that the SO
amplitude is real. The lowest-order FSI amplitude can be written as

TV = (@, Ui %), Uy = D UxY), (10.70)
k

where
) dq iqr®
Uir'™) = a [ —=G(qQg(g)e ", (10.71)
(2m)3
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with G(q) = 2m[k? — [p + q)* + 0]~ the propagator of a free electron, k> = p> +
ex0. The energy &g is transferred by the FSI; g(q) = 47/(¢* + A?) is the photon
propagator (A — 0). Keeping only the terms proportional to the large momentum p
in the denominator of the propagator G, we obtain

d’q - —2m
U r®) = / G arts G = —mM— . 10.72
1Y) = « ) 1(@eg(g)e = 3pq—i0 ( )
Thus in (10.70),
U = ii;‘eeZln((r(k) —r® ), (10.73)
k

where the z-axis is directed along the photoelectron’s momentum. In a similar way,
one can obtain the second-order amplitude

@ %
T” = (D |Us|¥), Uy = - (10.74)

which is real.

We demonstrated in Chap.3 that in the case of photoionization of atoms, the
amplitude 7" has areal part that is actually proportional to £2,. It was due to the terms
of order ¢/ p in the expansion of the propagator G(q) in (10.71). The integral over ¢
was saturated by g ~ 1/r,. Now itis saturated by g ~ 1/R. This contribution, which
provides the real partof 71, is determined by ¢ ~ 1/R. The real part of the amplitude
obtains the additional small factor r?/R?, and ReT" ~ £2, . r2/R* < T?. Hence

it can be neglected. Thus we obtain

U2
T, = <¢x|1+ul+71|%>. (10.75)

Now we calculate the total probability P;. The energies of the final states are
limited by the energy conservation law. If the photoelectron energy is large enough,
the most important excitations are included, and we can employ the closure condition.
Until we have clarified the excitation spectrum of the FS, we must require that the
photoelectron energy is much larger than the average energy loss (e) considered in
Sect.4.2. Following (4.74), we can estimate for the valence FS electrons

2
N
ey = ey € (10.76)
4R? T Ipg
with Irg the FS ionization potential, Ny = 4N. We obtain (¢) ~ 45 eV for the
fullerenes Cgp and Cs.

Employing (10.73), we obtain

Po=>"ITP =1; Py=(®o|¥)* + &, (Dol Al¥0) > — &2, (Do) (o] A W),
X

(10.77)
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with
A = Zln((r(k) —rmy, (10.78)
k

while |®@,) is the ground state of the FS with the ionized caged atom. Recall that
the SO amplitude for every inelastic process in the FS is quenched, e.g., (@, |¥y) ~
rp/R < 1 for every excited state x. Since the FS electrons are located in the layer
of thickness A < R, we can put r® = R on the RHS of (10.78). By this move, we
have neglected the contributions of order 1/R? to the FSI terms. This provides

Py = (Do|Wo)* + EL1{Pol A1) > — &2, (Po|Wo) (Do| AT W) (10.79)

with
Ay = > In(1—1®). (10.80)
k

The terms containing the product RA cancel on the RHS of (10.79). Direct calculation
gives
P = |IT"P - N,&2 (10.81)

ee’

with N, the number of electrons in the FS. This provides
Pa(e) = 1 — TP+ NE2. (10.82)

Neglecting all terms of order 1/R?, we put |T0(0)|2 = 1 and obtain P4(g) = N.£2.
Note that for Cg, the parameter N £2, becomes smaller than unity only for & > 5
keV. Thus one cannot employ the perturbative approach for ¢ < 5 keV. Fortunately,
we can sum all the perturbative series for the FSI [29].

One can write the expression for n interactions between the photoelectron and the
FS:

* g B
Up(r'™) = « amp (zﬂ)3G1(Q1)G1((11 +q)---Gilqr+a+--+qn) X
g(q) - ggne BT g (10.83)

Recall that the relation U, = U 12 /2 was obtained after carrying out the evaluation

1 1 1 ( 1 n 1 ) 1 1l
PO P4 +q2)  2'\par PG/ P +q)  2PqiPQ:
see (3.90). It can be generalized for the case of an arbitrary number 7. Introducing

a, = p - q, we can write

1 1 1 1 1 1 1
_ . - .. ... — (10.84)
a, a;+a a+a+..a, n' a a a,
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This equation can be proved by the induction method. Thus for n interactions between
the photoelectron and the FS,
uy

n!

U, = (10.85)
Hence, for the total amplitude, which includes also the SO (zero order in FSI) term,
we obtain ‘
To= D T = (@.]e” |9) = (Dol W), (10.86)
n=0

with A defined by (10.78). Putting r® = R, we arrive at

, p-r®
Ty = (D[ (1 — t P&y, 10 = =——— (10.87)
pr®
Here we omitted the constant phase factor (RA)*%«. Thus
Pa(e) = 1 — (@I (1 — 1) )| (10.88)

Carrying out the angular integrations, we obtain

h

_NiIn 2 0
— —(1 +$2 )N1 =1—e Nl (l+§”)h; h = |T0( )|27 (10.89)

Pi(e) = 1

with N; the number of electrons that can participate in the process. At ¢ < I, with
I, ~ 300¢eV the binding energy of the core electrons in the FS, only the valence FS
electrons can participate. Thus for the fullerene Cy, we have Ny = 4N. At larger
energies, all electrons participate and N; = 6N.

Neglecting all contributions of order 1/R?, we obtain, putting & = 1,

Pi(e) = 1 —e Miin(+&) (10.90)

We return to (10.89). If the photon energy is so large that N&# < 1 (this means

g > 300eV for Ceo and & > 100eV for Cy), we can put In(1 + &2) = &2 in the
exponential factor e~ V1 "6 This provides

Pi(e) = 1 —e Moy, (10.91)

At these energies, all the FS electrons participate, and N; = 360 for C¢yp and N; =
120 for Cyo. At N1£2 < 1, we obtain (10.82).
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10.3.2 High-Energy Limit

Now we consider the large energies, for which Nef;‘eze < 1,ie.,e> N,-13.6eV.
For the fullerene Cgg, this means that ¢ >> SkeV, while for Cyg, it is € > 1.5keV.
At these energies, the FSI can be included in the lowest orders of the perturbative
theory. The probability P4 (¢) is determined by (10.82), and we must calculate the
SO amplitude TO(O).

To estimate the magnitude of the matrix element (@|¥)), we employ a simple
model for the ground states of the FS in endohedral atoms [30]. Since in the SO, the
FS reacts as a whole on ionization of the caged atom, we do not need details of the
internal structure of the FS.

We assume that the ground states of the FS electrons in the endohedral systems
with the caged atom or ion can be described in the framework of the Thomas—Fermi
model. The FS electrons are confined inside a sphere of radius R. Thus they occupy
the volume V = 47 R3/3. The potential energy of the FS electrons U < 0 can be
obtained from the Thomas—Fermi equation

(—2mU)3>
= . (10.92)
with p = N,/ V. Thus
2 \2/3
U = —%. (10.93)
m

Assuming, following [31], that for the fullerene Cqp, R = 6.02r(, we obtain U =
—72eV.

After the ejection of the photoelectron, the new value of the potential energy is
U’ = U + U, with the contribution of the hole in the state n of the caged atom

Uy(r) = —ez/d‘?r’% ~-Sn —%, (10.94)
r—r r

where pj, is the electron density in the state n. The numerical value for Cgg is Uj, &
—4.5eV, and |Uy,| < |U|. Thus U, can be considered a perturbation. The change of
the value of the volume V can be obtained in the lowest order of perturbation theory.
We write

, (=2mU")*?
= — 10.95
32 ( )
and the volume of the FS with the caged ion becomes
, 3U,
V= V(]—EU) < V. (10.96)
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Now we must calculate the overlap matrix element 7 = (®,|¥,). A wave func-
tion and its lowest-order perturbative correction are known to be orthogonal [32].
Thus the difference of the shapes of the functions ¥ and @, is a second-order effect.
The leading contribution to the deviation of the matrix element 7® from unity comes
from the difference between the volumes V and V'. Since T is determined by inte-
gration over the volume V', while the functions ¥, and @&, contain the normalization
factors V~1/2 and V'~1/2 respectively, we obtain

V12 3U,
(Do| W) = ]_W = 1_27. (10.97)
Thus for C6(),
1 — (Po|¥) = 0.046, h = (Py|¥)> = 0.91. (10.98)

The numerical result does not depend strongly on the actual value of R. For example,
taking R = 5.75r¢ [33], we obtain

1 — (®o| W) = 0.050, h = (Po|¥)* = 0.90. (10.99)

For the fullerene C,g, we can put, following [2], R = 3.89r¢, providing (Do Wp)? =
0.83.

Some additional data can be obtained by studying the distributions of the electrons
ejected from the FS. The ratio P4 (&) can be written as the sum of contributions of
the partial waves

Pa(e) = D [ @rel0) > + &2 D (ot | AIP0) | + 82 D (W0l B (P | A W),
b o o (10.100)

with A given by (10.78). The sum is carried out over the excited states x # 0. As
in the previous section, we can put r® = R, replacing A by A; = >, In(1 —t®)’
see (10.80).

If ¢ =0, all three terms on the RHS contribute. However, due to the closure
condition, D, [{P0l¥o) > =1 — |(Poo|¥)|*> <« 1. Thus for each excited state x #
0, we have |(®,|¥)|> < 1, and we can neglect the second and third terms on the
RHS of (10.100). At £ > 1, the first and third terms vanish due to the orthogonality
of the angular parts of the wave functions, and only the second term on the RHS
survives. Thus we can write

Pale) = Ao+&.D Ar, (10.101)
=1

with
Ao = D (Drl0), (10.102)

X
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while for £ > 1,
Ap = D (@l Ay |0) . (10.103)

Thus the contribution to the ratio P4 (&), which does not vanish in the limit ¢ — o0,
consists of monopole terms. The contribution, which decreases as e~ ! consists of
the terms with £ > 1. The considered mechanism does not change the projection of
the angular momentum m on the direction of the photoelectron’s momentum. Thus
(Puel = (Pue.m=o| in the equations presented above.

If the photoelectron moves an FS electron from a single-particle s state, we expect
the dipole contribution with £ = 1 to dominate in the sum >_,_, A,. Indeed, in this
case, we obtain, for every s electron of the FS, N

(Pre|A1[W) = bydy (10.104)
Here
o0
de = / drr g (rgh, (r), (10.103)
0

with ¢ () and ¢y, the radial parts of the single-particle functions for the initial- and
final-state electrons respectively; b, are the coefficients of expansion of the function
In (1 — ¢) in terms of the Legendre polynomials; see (7.173, 7.174). Note that the
overlap integral d,, is not always small. Employing (7.176) for the coefficients by,
we obtain for ionization of the s state in the FS

Pa(e) = Ao+8oNs D celduel, (10.106)
=1

with
20+ 1

CU+1)2°

Cy =

while N; is the number of s electrons in the FS. Writing

20+1 1 1

e+ 2 e+

we find that D ,_, ¢, = 1. Since ¢; = 3/4, and the overlap integrals d,, drop with
increasing ¢, we expect the term with £ = 1 to give the main contribution to the
second term on the RHS of (10.106).
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10.3.3 Energy Dependence of the Probability of Excitation
of the Fullerene Shell

While we did not employ the actual features of the FS excitation spectrum, the
equations obtained above are valid for the fullerenes Cgy and Cyp at & > 45 eV.
However, at least in the case of Cgp, we can extend our approach to the smaller
energies, expecting it to be valid for ¢ = 60 eV [34]. This is because the FS excitation
spectrum exhibits a strong peak at ¢ & 20eV. Thisis a plasmon excitation in which the
240 valence electrons oscillate relative to the carbon ion core [35]. Also, at ¢ < 70
eV the knockout of carbon ions such as C>* is important [36]. These excitations
provide a large part of the oscillator strength, leaving little room for the others (see
(7.90)).

There is a large discrepancy between the experimental and theoretical results on
photoionization of the 4d state of the caged atom in the endohedral atom Xe @ Cg for
o > 140eV [36]. The corresponding photoelectron energies are € > 60eV. There is
the same tendency in photoionization of Ce@Cg, [37]. These results can be easily
understood. The measurements of the photoionization cross section are based on
detection of the outgoing electron with energy ¢ = w — I, with [ the ionization
potential. There is a large probability for a photoelectron to lose a part of its energy
in interaction with the FS. Thus only a small number of the photoelectrons keep this
energy and are actually detected.

Now we trace the energy dependence of probability P4(e). If the photoelec-
tron energy is smaller than the ionization potential of the core 1s electrons
I, =~ 315 eV, the probability P,(¢) is determined by (10.89), with N, the num-
ber of valence electrons, i.e., N; = 240 for C¢g and N; = 80 for Cy. At ¢ close to
I., we obtain 1 — P4(g) &~ 2 - 107> for Cgp, while P, (¢) &~ 0.97 for Cyy.

At e > I, the core electrons are involved in the process as well. Thus Ny = 360
for Cgp and Ny = 120 for C,y. While the photoelectron energy is of order I., the
contribution of the core electrons cannot be calculated by employing closure, since
some of the excited states cannot be reached due to restrictions imposed by the
energy conservation law. However, (10.89), with | the number of valence electrons,
provides the upper limit for the value 1 — P4 (¢) at these energies.

At larger energies ¢ > I, the probability P4(¢e) is given by (10.91) with the
core electrons included. At e = 2keV, we obtain 1 — P4 (e) =~ 0.09 for Cg. Hence,
P4(e) is very close to unity. At ¢ = SkeV, we obtain P4(g) =~ 0.62, decreasing as
1/¢ at larger energies, following (10.82). For Cy, the ratio P4 () reaches this value
at ¢ & 8keV. The FSI and the SO contributions to P4 (¢) expressed by (10.82) have
the same order of magnitude at ¢ = 50keV for Cgp, and at ¢ = 8keV in the case of
Cyo. The dependence P4 (¢) for the endohedral atoms A @Cgy and A@Cy is shown
in Fig. 10.6.

Thus we have found that in a broad interval of the photon energies, almost each
event of photoionization of the caged atom is accompanied by a transition in the
fullerene shell. Therefore, the measured cross section of the one-electron photoion-
ization of the caged atom is much smaller than that of an isolated atom. An important
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Fig. 10.6 Dependence of
the probability P4 on the
photoelectron energy. The
latter is in keV units. Curves
1 and 2 are for the fullerenes
Cegp and Cpq respectively

2 4 6 8B 10 12 14 16 18 20
E

outcome of this analysis is that a rigorous treatment of the interaction between a
photoelectron and the FS requires an optical potential rather than a simple effective
potential.
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Chapter 11
Annihilation of Positrons with Atomic
Electrons

Abstract We analyze various channels for the annihilation of positrons with atomic
electrons. Since in the annihilation process a large energy exceeding 1 MeV is
released, relativistic analysis is required even in the case of slow positrons. We
study in detail the dominative two-photon annihilation process on the Bethe ridge
and outside it. We calculate the characteristics of single-quantum annihilation and
annihilation followed by knockout of a bound electron to the continuum. In the latter
case, the role of the QFM mechanism described in Chap. 9 is important. We consider
also annihilation followed by creation of a u™ 4~ pair and annihilation accompanied
by creation of a mesoatom.

11.1 Two-Photon Annihilation

11.1.1 On the Bethe Ridge: Fast Positrons

Annihilation of a positron with a electron bound in an atom can be followed by
radiation of two photons. This process, illustrated by Fig. 11.1, has the largest cross
section, at least for small Z, among the various channels of annihilation of positrons
in their interactions with atomic electrons, since it can take place on the free electrons.
The conservation laws for the free process

E4+m = ow+w; p=k +ky, (11.1)

with E and p the relativistic energy and three-dimensional momentum of the positron,
require that the difference between the energies of the radiated photons be limited

by the condition
— E —
B i (11.2)
w; + wy E+m

Here we have assumed that w; > w».

© Springer International Publishing Switzerland 2016 323
E.G. Drukarev and A.I. Mikhailov, High-Energy Atomic Physics,

Springer Series on Atomic, Optical, and Plasma Physics 93,

DOI 10.1007/978-3-319-32736-5_11


http://dx.doi.org/10.1007/978-3-319-32736-5_9

324 11 Annihilation of Positrons with Atomic Electrons

If the condition (11.2) is satisfied and the positron kinetic energy is large enough,
ie., & =aZE/p < 1, amomentum

q=k+k—p (11.3)

is transferred from the nucleus to the bound electron. Following our general approach,
we can write for the amplitude of annihilation with any bound electron at the Bethe
ridge (g ~ 1)

F(E,w1,q) = Fo(E,01)S(q), (11.4)

with S(g) defined by (9.146). In this chapter, we describe the electrons by single-
particle functions.

The amplitude of the free process Fj can be expressed in terms of the amplitude F¢
of the Compton scattering on the free electron at rest. While dependence of the latter
on the energies of the incoming photon and the ejected electron is Fc(E¢c, wic), we
obtain Fy(E, w1) = Fe(—E¢, —wic). Thisis amanifestation of the general principle
of the crossing invariance of the amplitudes. The amplitude of the process in which
the system of the particles A and B converts to that of the particles C and D and that
in which a particle is changed to its antiparticle are described by the same analytical
function of kinematic variables.

Employing (2.80), we obtain for the energy distribution

do doy 2nr82f0m

ST (11.5)

d_a),- dw, p

with doy/dw; the energy distribution for two-photon annihilation on the free electron,

while
lrw;, m m m m\2
= ey my ()
2 w7 w1 w1 w? w1 w7

see (6.168). The angular distribution can be written as

do _doy _2mrgfowi Pk (11.6)
dt; dt; p(E+m) i

The total cross section of annihilation is of order 7> for E — m ~ m. In the ultra-
relativistic limit E > m, it becomes smaller, i.e., o ~ rgzm /E. One can see this
by employing (11.5). This equation demonstrates also that in the nonrelativistic
limit p < m (but still p > n), the energy distribution is larger than at p ~m
(E — m ~ m). The increase of the total cross section is not so large, since the interval
of photon energy values diminishes, i.e., |w; — m|/m < p/m. Thus in the nonrela-
tivistic case, we obtain o ~ r2m/p. The corrections to these equations are of order
a’Z?.
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The total cross section for the two-quanta annihilation on a free electron is [1]

o [B+4B+1 B+3
oO(E)_ﬁH[ o 1n(;3+\/ﬁ2—1)—\/ﬂ2—j}, (11.7)

with 8 = E/m. In the ultrarelativistic limit £ > m,

2E ) (11.8)

(E) = nr22 (1n 1
o = mr.— — -
0 ‘E m
The cross section for annihilation in interaction with an atom containing N elec-
trons is

o(E) = Noy(E). (11.9)

In the only experiment on two-quantum annihilation of positrons with atoms [2],
the cross section was measured for 300-keV positrons absorbed by atoms of silver
(Iz; = 26keV). The theoretical results overestimate the measured ones.

In the free process, the values #; are determined by those of w;, i.e.,

2 2

p2+w%—a)2. pz—i—w%—a)l

t=to= i h=to= (11.10)

2pw; 2pwy

We shall see that after inclusion of the terms of order &, the distributions do /dw;dt;
peak at ¢;, which differ from the values defined by (11.10) by values of order o®> Z>.
We calculate the terms ~ & for a hydrogenlike atom. We include the terms linear in
q in the amplitude F; and the lowest-order correction for interaction between the
positron and the nucleus. As in the case of Compton scattering, Coulomb corrections
to the propagators provide contributions of order £2. We obtain [3]

do 8r2 P mww 2FE
_ eu[fo.(l )_flq

_ do _2E, -kq ¥ q-k
dwd$2,d2, w2 pa* m mow, man |

(11.11)
Here n = maZ,

2 2
2 2 n n n-q g +n
a=q°+n°; L= —arctan — + ;on=—, 11.12
e p qn  2p (m-q@)?+n? (L1

< =

while f; = w;dfy/dw; fori = 1,2, 1.e.,

ItTw w m/m m
fi= —[—1 -2 +2—(— +— - l)]; fa(wr, @) = fi(w) < @).
2Lw, w1 w1 Wi (9%)
Writing
do wido wldo

daond$2,d$2,  dPkid$2, | diqds2



326 11 Annihilation of Positrons with Atomic Electrons

and integrating over q, we find that the terms proportional to L, f;, and f> vanish,

and we come to the energy distribution do/dw, in the lowest approximation of the

expansion in powers of £ (11.5). Thus the corrections of order & manifest themselves

neither in the energy or angular distributions nor in the total cross section.
Integrating the distribution (11.11) over £2,, we obtain

d 8r2 ,
_do__ 8 mo M[1+aZxF(a)1,t1)]. (11.13)
dwd$2, 37 pwyn (1 +x2)3
Here
E D(x,t m m m
F(wi, 1) = Mwy) + — ( ); )L(wl)z(l____)ﬁ—i_é__’
P fo wr o) fo fo w
(11.14)
while ,
. —w
x=—ql 2, qlzp—kl, t5&=u (1115)
n Pq1 q1

The function @ is a rather bulky combination of elementary functions. We do not
present it here, referring the interested reader to the paper [3]. We provide only an
expression for

®(0,1) = (11.16)

15 1+7t2+3t4+2—3t2+161 1+1¢

E— — JE— JE— n s

213 6 10 4¢ 1—1¢

which determines the shift of the positions of the peaks of the distribution (11.11) and

the shift of the differential cross sections do/dt; at fixed w; and do/dw, at fixed 1,.
In free kinematics, x = 0, and thus

m(E + m) m(E + m)
=)=, W) =W)=—--. (1117)
E +m — pt E+m— pn
If we now include the corrections of order &, the peak of the distribution (11.13) is
reached at e E o0 1) E
o i — Et
X :—(A(w1)+— 0 ); fo = u, (11.18)
6 P Jfo E — ptio

with #;o the value of #; corresponding to the free kinematics determined by (11.10).
At a fixed value of w,, the peak of the angular distribution is reached at

= t— %Xl ) (11.19)
w1 p

with 1o determined by (11.10). The formula for the shift of the position of the energy
distribution peak is somewhat more complicated:
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0?7 wiw ( E®0,10) wfi—wfa
w; = w +

6 E+m k(a)l)—l—; I + fo(E 1 m) —2). (11.20)

Here 1 is defined by (11.18), and the RHS should be taken at w; = wjg, w2 = wyo
corresponding to the free kinematics. The values of w,o (n = 1, 2) are given by
(11.17). In the nonrelativistic case, (11.17) can be simplified:

2

2 3
o = o+ ——(00.10) - 2 + 0(L)). (11.21)
12p m m?

11.1.2 On the Bethe Ridge: Slow Positrons

Now we extend our analysis to the case in which the kinetic energy of the positron
is of order the electron binding energy. We must include interaction with the atomic
field in the positron wave function. If the ionization potential [, is not too large,
i.e., I, < m, the incoming positron can be described by the nonrelativistic function.
However, the positron in the intermediate state in Fig. 11.1 carries a large energy and
should be described by the relativistic propagator.

Due to the energy conservation law, w; + w, = 2m — I, = 2m. Introducing k¥ =
k; + k;, we see that on the Bethe ridge, x ~ 1), < @ + w;. Thus the energies of
the radiated photons are close, i.e., @] — w,| < k ~ up, and

M < Ko < 1. (11.22)
w ~+ wy m

Each photon carries the energy w; ~ m ~ 500keV. The photons are radiated in nearly
opposite directions, with 1, = K; - ky /@ w; close to —1.

Fig. 11.1 Two-quantum - p
annihilation in the
interaction of positrons with
atomic electrons. The solid
lines stand for electrons
(positrons). The arrow marks
the positron, with the
direction of the arrow
opposite to that of the
positron momentum. The
dark blob labels the bound
electron. The helix lines are
for the photons
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We carry out calculations for annihilation with the K-shell electrons, describing
them by nonrelativistic Coulomb functions. Due to (11.22), the momenta of the
intermediate particles in the Feynman diagrams shown in Fig. 11.1 are large enough
(pa.p > 1), and with an error of order n/m ~ o« Z can be described by free relativistic
propagators.

To obtain the cross section of the process, we can employ results for differential
distributions of the Compton scattering on the K electrons with ejection of slow
electrons carried out in Sect. 6.4. The distribution do¢/dw,dt), is represented by
(6.162). Employing this result, we obtain

do 2 mn*&i (p? + 3k +n?)

— . 2
dondc ~ 31— 2 i Plp + a2 4y @A) (12)

for |w; — m| < nand k < n. Here

N(k) = Ni exp(2§x); x = arctan (%) (11.24)
KS—=p +n
with ome
2 . b4
Ny (&) = —exp(2n$) 1 (11.25)

in the squared normalization factor of the positron wave function. Recall that & =
n/p=z/e)'/%

On the RHS of (11.23), the last factor is the only term depending on w; with
tr =1 — (4m? — k?) 2w 1ws. Taking into account the identity of two photons, we
obtain

m+k/2
do 1 do 527 mn*ext(p® + 3k +n?)
= 0——— =1} = - N(x).
di 2 dwydk 30(p—)>+nPl(p+x)+n]
m—«/2
(11.26)
This determines the angular distribution
do m? do
dtp - Kk dk’

where the distribution do /dk is given by (11.26) with k% = 2m%(1 + t12). The total
cross section can be obtained by integration over «, and the integral is saturated at
i ~ 1. The cross section is of order r2 - m/ p.

For very slow positrons with p < 7, it is reasonable to evaluate

exp (26x) = exp (4772/(f<2+n2)) (11.27)
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on the RHS of (11.24). In this limit, 0 ~ rezé 2¢727¢ /(a Z). The exponential quench-
ing is due to the strong repulsion between the nucleus and the slow positron.

At ¢ < Iz, annihilation with the electrons of multielectron atoms is more com-
plicated, since the correlation between the positron and atomic electrons should be
included. The positron captures one of the atomic electrons, creating a new two-
particle bound state, the positronium. In the next step, the positronium decays into
two photons if the positronium has spin § = 0, or into three photons for § = 1. This
becomes the dominant annihilation mode [4]. The positron annihilation on mole-
cules is still more complicated, since the vibrational degrees of freedom become
involved [5].

11.1.3 Photon Distribution Qutside the Bethe Ridge

If the photon energies satisfy the inequality (11.2), we can calculate the angular
distribution do/dt, for every value of the angle #;. Recall that if #; is close to #; (i.e.,
their difference is of order o Z), which corresponds to free kinematics and is given by
(11.10), the distribution is determined by small recoil momenta g ~ 7. If the values
of ¢ are not close to 7)o, a large recoil momentum g >> w; should be transferred to
the nucleus.

Following the analysis carried out in Chaps. 3 and 5, we can consider the process
as consisting of two steps. The first is scattering of the positron on the atom. In
this process, a large momentum ¢ is transferred to the atom. As we have seen in
previous chapters, since g >> 7, this momentum should be transferred to the nucleus.
After the scattering, the positron carries momentum p’ = p + q’ with ¢’ = q, i.e.,
|q' — q| < g. Since the energy is not transferred in this collision, |p'| = p’ = p.In
the second step, the scattered positron is annihilated with the bound electron. Here
two photons are radiated and a small momentum of order w; is transferred to the
nucleus. The angle between the directions of the momenta k; and p’ is determined
by free kinematics. Thus for ¢’ = k,p’/k; p’, we can write

t = to , (11.28)

with #9 determined by (11.10).
Similar to the case of Compton scattering (8.31), the distribution in photon energy
and recoil momentum can be written as

do _ (W[|Vﬁz|‘#i). dog  doeis(e)
dodedg? 4 doide — dg?

(11.29)

Here ¢ is the angle between the planes determined by the vectors p, q and p’, k;;
dog/dw,d is the differential cross section for the positron two-quanta annihilation
with the free electron, while do,, is that for the scattering of the positron on the
atom. At g > n, the latter can be treated in the Born approximation. It is dominated
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by scattering on the nucleus and can be written similar to (8.32) as

dogiale)  dogy(e)  |Ven(gh)| E? q’

= —(1 - —), 11.30
dq? dq? 2 pz( 4E2) ( )

with the positron—nucleus interaction V,+y(¢?) = 4waZ/q>.

The distribution (11.29) can be written in terms of the angular variables of the
radiated photon. Writing ¢* = 2p*(1 — 1,,)) with 7, = pp’/ p?, we represent (11.30)
as

dogin(e) 1 doey(e)  doen(e) dra®Z? E2( p*(1 —tp))
dg*  2p* dt, dt,  p2(l—1,)? p? 22 )
(11.31)

The distribution
doy+y(€) . dog+y(e) dt,

dh dt, dt

can be obtained using the relation #, = 7' + (1 — t})1/>(1 —t?)!/?cos ¢ and
(11.28). Carrying out integration over ¢, we obtain

do o (Yilr?|Y;)  E? dog 1 —t1tio P’ 1
doydt; 2 p? p*dow

(th —tho)?>  2E% |t — l10|)' (1132
This expression is true outside the Bethe ridge, i.e., at |f; — f19| = o« Z. On the Bethe
ridge, |t; — tj9] ~ «Z, and one should use the equations of Sect. 11.1.1.
Another important region outside the Bethe ridge is the one where the energy of
one of the photons is much smaller than that of the other one, e.g., w, < w;. The
distribution of the soft photons is similar to that in Compton scattering; see (8.35):

do a V2 ds2, 1 -1 do; p -k
.. . . DT = , (11.33)
dord$2y, 7w w 4 (1 —v1)? d£2 pws
with v = p/E the velocity of the positron. Here doy is the differential cross section
of the process without the soft photon. In other words, oy is the cross section of
annihilation with all initial energy converted into the energy of a single photon. This
process will be analyzed below.
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11.2 Annihilation with Radiation of One Photon

11.2.1 Single-Quantum Annihilation

The possibility of single-quantum annihilation of a positron in its interaction with
a bound electron was predicted by Fermi and Uhlenbeck in 1933. They carried out
the first calculation of the cross section based on the Born approximation and the
Coulomb potential. The result is presented, e.g., in the book [1]. The corresponding
Feynman diagram is shown in Fig.11.2. The process in which one of the bound
electrons is annihilated while the others do not change their states,

et A = At 4y, (11.34)

with A and A" denoting the atom, and the positive ion is crossing-invariant with
respect to the photoionization process

y+A = A" +e .

Thus the cross section can be expressed in terms of the photoionization amplitude
Fpp.

Denoting the four-vector of the photoelectron in the photoionization process by
Py, we can write for the cross section of the single-quantum annihilation

,w?d Q2

—_— = E+E,, 11.35
o @ + Ep ( )

dof = lF —P
0 U| ph( ph)|

ann

where v is the positron velocity, and E}, is the total energy of the bound electron
annihilated in interaction with the positron. The upper index + indicates that we have
a single-charged ion A" in the final state. The recoil ion obtains large momentum
q ~ m.

Fig. 11.2 Single-quantum — p
annihilation in interaction of

positrons with atomic

electrons. The notations are

the same as in Fig. 11.1
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The theory of the process mirrors that for photoionization. Employing the results
of Sect.6.3, we estimate o ~ r>a*Z>. In the hydrogenlike approximation, the
cross section of annihilation with the K-shell electrons of the atom with nuclear

charge Z is

+ _M[z 2ot P2 2_}
Can(E) = = | P+ 3P 3 T s BV D)

(11.36)

where B = E/m. This equality is true in the lowest order in & = «Z/v [1]. The
cross section reaches its largest value at E ~ 2m. For annihilation of nonrelativistic
positrons with £ —m < m,

Ogn(E) = ER— (11.37)
m
while in the ultrarelativistic limit £ > m,
ot (E) = 4m§a4z5% (11.38)

These expressions are true in the lowest order in powers of £ = o Z/v. Besides the
hydrogenlike calculations, the cross section of annihilation with K and L electrons
was obtained for a number of atoms by employing the screened Coulomb functions
[6, 7]. Also, the Z-dependence of the angular distribution has been traced experi-
mentally [8].

11.2.2 Annihilation Followed by Ionization

Single-quantum annihilation can be followed by the knockout of a bound electron
to the continuum. In the process,

et +A = AT e 4y, (11.39)

the energy of the positron E, is shared between the electron with energy E; and the
photon carrying the energy w. Neglecting the binding energies, we can write

E+2m = E\+w. (11.40)
In this reaction, a three-dimensional momentum

q=p +k—p (11.41)
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is transferred from the nucleus. One can see that this reaction is crossing-invariant
with respect to the double photoionization considered in Chap. 9.

Here we focus on the case in which the positron annihilates with one of the 1s
electrons, and the second 1s electron is knocked out to the continuum. Let us analyze
the contributions of the main mechanisms to the cross section of the process o/t

The annihilation removes one of the bound 1s electrons and thus changes the
effective charge felt by the second one. This is the familiar shakeoff (SO) mechanism
described in Chaps.3 and 9. The SO determines the spectrum of the electrons at
small values of their kinetic energies &, = E| — m ~ I,. Here the energy of the
radiated photon is close to its largest value w = E| + m — I,,. It follows from (11.40)
that &y + w > 2m, and we can employ the asymptotic expression (9.37). Thus the
contribution of the SO mechanism to the cross section o, of the reaction expressed
by (11.39) is

m o0
030(E) = 0, (E)YCo: Co= =—— 2/ dei pi|® (&) (11.42)
2 (pls 0

Recall that for helium, Cy & 0.016, while the Z-dependence of Cy is traced in
Sect.9.2.

Before annihilation with the atomic electron, the positron can knock out another
electron from a bound state. Note that while single-quantum annihilation with a
free electron is not possible, a similar process of interaction of the positron with
a system of two free electrons in a spin-singlet state can take place [9]. In such a
process, the recoil momentum is ¢ = 0. To find the conditions for this quasifree
mechanism (QFM), note that in free kinematics, (p — k)? = p%, and £y = Ey) — o,
with Ey = E 4 2m the largest energy available for the outgoing electron. Since
E? — p? = m?, we obtain

2 K
0= . PE (11.43)
Eo — pt pk

with wg = E + m the largest energy available for the photon. Thus the limits for the

photon energy are

2mawy 2mawy
<w <

Eo+p Ey—p

(11.44)

For nonrelativistic positrons with p < m, the energy of the photon and the kinetic
energy of the outgoing electron are w &~ 4m /3 and &, &~ 2m/3 respectively. They
vary in small intervals of order p/m near these values. In the ultrarelativistic limit
E > m, the energy carried by the photon is limited by the conditionm < w < E.
The QFM amplitude is proportional to that of the process on the free electrons; see
(9.145). The energy distribution of the radiated photons in the interval determined

by (11.44) is
++ m
—n — 5\ Z3W(w)— I o =mriat, (11.45)
dw p>
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with .7 determined by (9.176);

2
W(w) = (M) [EEI —m? =i+ (L2 EE, — 28100 + m? +K2):|;
E1wo wWoé
(11.46)
EZ _ E2 2_ 4
e % 00 = £1 4

see (9.200). Introducing the dimensionless parameters x = w/wy and y = m/wy,
we can write (11.45) and (11.46) as

do

Damn _ 5 Bw) s, (11.47)
dx £
with
_ 2 —x\2 yx \2114(1 —x) (2 — x)?
W(x)_y(l—x) |:2(x—y)+[1—(1_x) ][ X —Y x2 ] '
(11.48)
The QFM contribution to the cross section o, is
X2
02IM(E) = 01 2P f(E); f(E)= 7. / dxW(x), (11.49)
e Jy
with the limits of integration
2 2
o= 2 g = (11.50)

Eo+p ? Eo—p’
corresponding to (11.44).
We write 0t (E) = 01Z°¢(E), with

ann

4m* (E2 2FE 4 E+2ml E+p)
p— n s

Y = S E v my 3

m2 " 3m 3 p m

determined by (11.36). We write also 0 2I'M(E) = 01Z° f(E), with f(E) defined

by the second equality of (11.49). Similar to the case of double photoionization, the
double-to-single ionization ratio can be written as

R(E) = % E) _ unE) + 0l "E) _ | i (E) (11.51)
Oaun (E) Oann (E) O oam(E) '
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Here we neglected the terms of order I;,/e. Employing (11.35) and (11.48), we
represent the ratio (11.51) as

E
R(E) = %ﬁ;); B(E) = f(E)/@(E). (11.52)

Note that the functions f(E) and B(E) depend on the quantum number of ionized
states through the factor ..

Now we focus on elimination of two 1s electrons. We employ the perturbative
model developed in Sect. 9.2.2. The amplitude is described by the Feynman diagrams
presented in Fig. 11.3. Recall that in this case, the values of the parameters that enter

Fig. 11.3 Annihilation of -p —p
positrons with atomic

electrons accompanied by

ionization. a Corresponds to

the shakeoff (SO) ‘
mechanism. b Illustrates the !
quasifree mechanism :
(QFM). The notation is the

same as in Fig. 11.1 |

Pi P1
a b

Fig. 11.4 Energy 1.0
dependence of the cross L
sections. The horizontal axis
is for the positron energy E i
related to the positron mass !
m. The vertical line is for the 08 Y
functions f(E), ¢(E), and F ) "1_‘
B(E) defined in Sect. 11.1.2. H E
Reproduced from [9] ! i

0.6F |

04r

02r
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(11.45),(11.49), and (11.52) are .# = 1/8 and ¢ = 0.09 respectively. The functions
f(E), ¢(E), and B(E) are shown in Fig. 11.4. For nonrelativistic positrons with
e << m(bute = E —m > Iz), we obtain

m

BE) = 57—

(11.53)

O | —

Thus at small values of Z and ¢, the ratio R can become larger than unity. Hence
double ionization can become more probable than a single one. In the ultrarelativistic
limit, the two lowest terms of the expansion in powers of m/E provide

1 m E 35
B(E) = Z[1+E(lllna+6ln2—?):|. (11.54)

The ultrarelativistic asymptotics for the ratio R corresponds to 8 = 1/4 and is:

0.34

(11.55)

Hence it is just the same as for the double-to-single photoionization ratio. However,
in contrast to that case, R(E) exceeds its asymptotic value for every value of the
positron energy.

11.3 Annihilation Without Radiation

11.3.1 Annihilation with Ionization

The energy released in the annihilation of a positron with a bound electron can be
absorbed by another bound electron. The latter moves to the continuum. Thus the
final state of the process consists of the ion with two holes in the electron shell and
the ejected electron in the continuum. In this process,

et+A > AT 4,
illustrated by Fig. 11.5a, the ejected electron obtains the energy

(here we neglected the values of the binding energies). The process cannot take place
in a system of free electrons, since it requires a large momentum

q=P—P (11.57)

to be transferred to the nucleus. Since ¢ > p; — p, we find, employing (11.56), that
q2 > 4m2.
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Fig. 11.5 Annihilation of (a) (b)
positrons with atomic —p

electrons without radiation. a _ Ps -
Tonization; b Creation of P M
wt ™ pairs. The muons are

shown by bold lines. The
other notation is the same as
in Fig. 11.1

The amplitude of the process can be written as

F = 4na / iy, )y P () / d*r Dy (0) ¥, (V)7 Y (X) = (@ < b).
(11.58)
Here v_, and v, are the wave functions describing the positron and the ejected
electron, v, are the wave functions of the bound electrons in the states a and b,
and p = r — r’. The photon propagator D,,, in the Feynman gauge written in spatial
representation is

d’f  explifp)
@)’ fr—w?—i0’

Hence, (11.58) can be written as

d*f AM(—f.a)B.(.b)

F =4
T @y frow?—i0

(@ < b), (11.60)

with
At (—f,a) = /d3r/x/_ffp(l"))/“lﬂa(l") exp(—ifr),

B, (f,b) = / d*r,, (DY, (r) exp(ifr).

Note that A*(—f, a) is the matrix element of the single-quantum annihilation of the
positron with the bound electron in the state a. Also, B, (f, b) is the matrix element
for photoionization of state b.

As we have seen in Sect. 3.1.2, a large momentum g >> u; can be transferred to
the nucleus by a bound electron or by a positron in the initial state or by a continuum
electron in the final state, and the corresponding contributions to the amplitude are of
the same order of magnitude. Thus, although the ejected electron carries the kinetic
energy & > 2m, its interaction with the recoil ion should be included. On the other
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hand, for ¢ Z < 1, it can be treated perturbatively. The same refers to a description
of the positron while its energy is large enough, ; > I.

We carry out calculations for the K electrons of the hydrogenlike atom. To obtain
the amplitude in the lowest order of the expansion in powers of @ Z, we describe all
electrons and the positron by the FSM functions; see (6.24) and (6.29) [10]. Note
that there were earlier calculations for this process in which the bound electrons were
described by the Coulomb functions, while the positron and the ejected electron were
described by plane waves. As we said before, such calculations do not include all
the terms contributing in the leading order in ¢ Z.

We obtain for the angular distribution

do  r}(aZz)8 Nz(gl)Ni(g)plm“T 0. aZE aZE,

o= 4 o ) &= p,§1— P

(11.61)

Here N? and Ner are the squared normalization factors of the ejected electron and of
the positron determined by (3.19) and (11.25); 0 is the angle between the directions
of the positron and electron momenta p and p;. The angular factor

16m? 4m?
(1-%%)

T®) =
q* q?

(11.62)
is the same for all Z. It reaches its largest value Tp,x = 1 at g% =8m? ie.,at
4m2\'?
0 = 6y = arccos (1 — —) . (11.63)

For nonrelativistic positrons 6y — /2. For ultrarelativistic positrons with E >> m,
we obtain 6y — 0, i.e., the ejected electron moves in the same direction as the
positron. An example of the angular distribution is given in Fig. 11.6.

Integration of the angular distribution (11.61) provides

o = 8nri(az)® (11.64)

N?(E)NZ(E)m° (m pitp @)

pro* pi—p 20%)
The cross section obtains its largest values, which are of order rez(aZ)S, at & ~
m. In the ultrarelativistic region E > m, it decreases as r2(a«Z)%m®/E®. For the
nonrelativistic positrons with e, p < m, we obtain, putting £ = m, E| = 3m, and
p1=22m,

_ 2Y2arX(aZ)® N2(E)NG (E)m

11.65
3 » ( )

Note that if the positron energy is so small that 27§ > 1, the factor N_% &)~
2m&e2"¢ provides exponential quenching of the cross section.
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Fig. 11.6 Angular distribution for annihilation with ionization at £ = 2m. The horizontal line is
for the angle 6 between the directions of the momenta of the incoming positron and the outgo-
ing electron. The vertical line is for the differential cross section do/d§2 in ub/sterrad units.
Reproduced from [10]

To obtain more accurate expressions for the cross section, we represent the next-
to-leading correction in powers of «Z [11]. We must include the «?Z? terms in the
expansion of the wave functions of the bound and continuum electron and that of the
positron. Such a term for the s wave function is determined by (6.53). It is given
by the third term on the RHS of (6.48) for the wave function of the ejected electron.
Including also a similar correction for the wave function of the positron, we obtain
for the angular distribution

do 2 8 Ar2 20y 21
-5 = 4ri(@Z)"N (EI)N+(E)WTI(9)» (11.66)
with 5
4 8mE 2
T(0) = 1—i2+ﬁ( el —ﬂ—l). (11.67)
q pi q q

The total cross section, which includes the lowest o Z correction, is

o= 87rr62(ozZ)S

NZ(E])Ni(E)mﬁ[lnlerp PP nn(lnp1+p_pp1)]‘

prot pi—p 202 p\ pi—p o
(11.68)

Recall thatm/E; < 1/3.
For example, for Z = 82, we find that (11.64) provides o = 18ub for the

cross section. Inclusion of the lowest-order correction (11.68) changes the value to
o = 15ub.
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11.3.2 Annihilation with Creation of p* u~ Pairs

If the positron is fast enough, it can annihilate with the bound electron, creating a
wt ™ pair; see Fig. 11.5b. The process ete™ — ™ can take place for the free
electrons. The threshold positron energy in the rest frame of the electron is

éa() = Zmi

/m ~ 44GeV, (11.69)

with m, ~ 105MeV the muon mass. To obtain the value, we denote the four-
momentum of the positron by p = (E, p) and that of the electron at rest by
p' = (m, 0); the momenta of u* and u™ are p; = (E, p1) and p» = (E», p2). The
value of the threshold energy can be obtained by squaring the momentum conserva-
tion equation p 4 p’ = p; + p; and noting that (p; p,) > ms,.

If the electron is in a bound state, the three-dimensional momentumq = p — p; —
P2 can be transferred to the nucleus in the process,

et +A - AT +ut+u.

The energy conservation law is E +m — I, = E| + E,, and the annihilation can
take place for E > &, where the threshold for creation of free u~ and p* is [12]

& = 2m, ~ 211MeV (11.70)

(here we neglected terms of order m/m,, and I,/m,,).
The amplitude of the process can be written as

ioR
/= / / € n /
A= a/d3r Pp, () VP, (r)/d3r—wR Vop@®y Yp(); R=Ir—r'.

(11.71)

Here w = E| + E, is the total energy of the u*u™ pair; ¥_p(r) and ¥, (r) are
the wave functions of the positron and the bound electrons. The wave functions
¢_p, and @y, describe the positive and negative muons carrying momenta p; and p>
respectively. We employ the Feynman gauge for the photon propagator.

The muon wave functions should be calculated in the atomic field with nucleus
of finite size. At large E > m,,, the positron can be described by the FSM functions.
Recall that the accuracy of the latter can be estimated as «>Z?/€,¢r, with .7, the
effective value of the orbital moment. Since a large momentum g ~ m,, should be
transferred to the nucleus, the process takes place at distances » ~ 1/m,, from the
center of the nucleus. Thus we can estimate £, = pr > 1.

We shall carry out the calculations in the lowest order of ¢ Z. A large momentum
q ~ m,, can be transferred to the nucleus by any of four charged particles. As we
know, transfer of large momenta can be treated perturbatively, and we represent the
amplitude A as the sum of four terms,
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A = Aa+Ab+Ac+Ad9

corresponding to transfer of the momentum ¢ by the bound electron, by the incoming
positron, and by the final-state muons u® respectively.

We begin with the transfer of the large momentum by the bound electron. At
q ~ my,, we must take into account the finite size of the nucleus. For the wave
function of an electron bound in an atom with a nucleus of finite size, we can write,
analogously to (2.94),

8
Vp(q) = —gﬂwb(i’:O)F(q)uo, (11.72)
q* 2m

with the nonrelativistic function v, (r = 0) on the RHS. In further calculations, we
employ the notation N, = ¥, (r = 0). The charge form factor F(g) is normalized
by the condition F(0) = 1. Describing the continuum particles by plane waves, we
write in momentum representation

u(p2)yuu(—p)u(—p)qy*ug
q*s

Ay = —(@m)’a*ZNyF(q) , (11.73)

with s = (p1 + p2)* = (E1 + E2)> = (P +p2)> = (m + E)* — (p — q)> =2mE +
2pq — ¢ the denominator of the photon propagator. Note that s > 4mi.

Transfer of the momentum ¢ by the incoming positron is determined by the
lowest-order correction to the plane wave:

Ap = 4m

¥ (6);
(11.74)

o PV (=p1) / & f a(=pyok +mylug —4naZF(q+1)
s )3 k2 — m? (q+1)2

k= (-E,q—-p+1).

Since the integral over f is saturated by f ~ n < ¢, we can neglect f everywhere
except in the argument of the bound-state wave function. This leads to

u(p2)yuu(—pu(—p)2E +q)y"uo )
5 ;o a =2pq—q°.

qg-as
(11.75)

In a similar way, one can find the contribution of the terms corresponding to the
transfer of momentum ¢ by the final-state muons:

Ay = (4n)*a’ZNyF(q)

41)2a2Z N, F E
Aoty = V@20 (q)[z(—z

E
) - —l)ﬁ(pz)y"u(—pl)
s'q ai
_u(p)y"qu(=p1)  u(p2)gy"u(—p1)
ap an

az

]ﬁ(—p)yuuo. (11.76)
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Here s’ = (p + p)%;  a; = 2p;q + ¢>. Since ¥, (r = 0) = 0 for the bound states
with £ # 0, only the s states contribute to the amplitude.

Note that the denominator of the photon propagator s’ = (p + p')> ~ 2mE is
much smaller than that in the amplitudes A, and Ay, i.e., s'/s ~ mE/ mi Consid-
ering the energies

E <« &, (11.77)

we can put A = A, + A, in the main part of the phase volume, since here, |A, +
Ap| < |A; + Ayl. Thus the large momentum ¢ is transferred to the nucleus mainly
by the final-state muons. In the configuration with p; = p, directed along p, the
sum of the contributions is A, + A; = 0. Hence, in the vicinity of this point, all the
terms on the RHS of (11.71) are important. Also, at p; & p», the relative velocity of
the outgoing ™ and w~ is small, and they undergo strong attraction; see a similar
situation in pair creation by a photon in the field of the nucleus [13].

The differential cross section of the muon pair creation in annihilation with the
electrons in the s state can be written as

2

N,
do = 2notmz—EdoW+,r, (11.78)

with o,,,,+,- the cross section for muon pair creation by a photon with energy E
and three-momentum p. We consider energies £ > 2m,, >> m, and thus we can put
E? = p?. In the limit of a point nucleus F(g) = 1, the cross section o,,,+,- can be
evaluated analytically. However, this limit works only for very light atoms, for which
the cross section is very small. We carry out analysis that takes into account the finite
size of the nucleus.

The differential cross section (11.78) can be written as

4
m

do = 1(z)—L L2
q* E*m,

FX(q)S(p1, p2)dEdtidtydg . (11.79)

Here t; = cos 6;, 6; are the angles between momenta p; and p, ¢ is the angle between
the planes determined by the vectors p;, p and p,, p,

E, E 1 1

2 2
S(p1, p2) = 4m? (— — —) — mthz(— — —) + (11.80)
" as ay F as a)

Z ([plq]2 - [pzq]2)2,

aay

and

2 2 N}? o

1(Z) = 42@2)? 50 = . (11.81)
m2m,, my
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Note that for the K shell of the hydrogenlike atom with point nucleus, we have
N? =n®/m, and

_ i 2 smo 5
(2) = —rX(Z) — 0.0114(aZ)’ ub (11.82)
T my

provides the scale for the cross section o. Assuming a uniform distribution in the
sphere of radius R for the electric charge of the nucleus, we obtain for the form factor

3(singR — gR
(sing 36] COS‘]”); R = 12-AY3Fm (11.83)
R

F(g) =

(recall that IFm=10""3cm), with A the number of nucleons in the considered
nucleus. Since the nonrelativistic wave functions with £ % 0 become zero at the
origin, only the s atomic electrons contribute to the process. The K electrons provide
the leading contribution.

The final-state muon u~ can be captured to the atomic bound state. In the process,

et 4+ A - AW 4t

AW denotes the mesoatom, i.e., the atom in which one of the electrons is replaced
by the muon ™. The amplitude is represented by (11.71) with the wave function
@p, (r) of the continuum muon .~ replaced by its bound-state function in the field
of the atom with the nucleus of finite size. The energy conservation law is now
E4+m—-1,=E +m, — Ib(“ ), with the last term the ionization potential of the
mesoatom. The cross section is connected with the cross section of i+~ Of the process
in which the photon with energy E and three-momentum p creates a u+ ™ pair with
the negative muon bound in the atom. In the lowest order of the o Z expansion,

m
o= 2a(aZ)3Eafw,. (11.84)

To calculate the cross section o” > One needs the wave function of the bound muon

in the field of the finite-size nucleus. It can be found by numerical solution of the
Dirac equation. Using the relativistic Coulomb functions for describing the bound
electrons and the FSM positron wave functions enables us to trace the nuclear charge
dependence of the cross section [14]. At characteristic energy E = 10m,, ~ 1GeV,
itis o = 107 ub for Z = 60, yielding 1.5 - 107 ub for Z = 92.

At E = &), annihilation on the free electrons becomes possible. In annihilation
on a bound electron, a small momentum g ~ 7 is transferred to the nucleus. The total
cross section for annihilation on a bound electron is equal to that on a free electron.

The latter is [15] 5 & S 1/2
= T2y 21—
=Sz (+35)(1-F) ()
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Thus the cross section for annihilation with an atom containing N, electrons is
o4 = N,oy. In the vicinity of the threshold E — & ~ muaz, (11.85) is invalid, since
the interaction of the outgoing muons should be taken into account. The RHS of
(11.85) obtains a factor that is the wave function of the relative motion of the muons
at the origin [13]. Thus at E — &), the cross section has a finite value.

Note that 1~ and u™ can form a bound state with binding energy m,o?/4 ~
1.4keV. The threshold of this channel is smaller than & by that value.

The cross sections o( and o4 reach their largest values at E ~ 1.7&). Here oy ~
rezmz/mi ~ 1ub, and thus o =~ N,[ub].

References

. A.L. Akhiezer, V.B. Berestetskii, Quantum Electrodynamics (Pergamon, New York, 1982)

T. Nagatomo, Y. Nakayama, K. Morimoto, S. Shimizu, Phys. Rev. Lett. 32, 1158 (1974)

V.G. Gorshkov, A.I. Mikhailov, S.G. Sherman, JETP 72, 32 (1977)

C.M. Surko, G.F. Gribakin, S.J. Buckman, J. Phys. B 38, R57 (2005)

. G.F. Gribakin, J.A. Young, C.M. Surko, Rev. Mod. Phys. 28, 2557 (2010)

K.W. Broda, W.R. Johnson, Phys. Rev. A 6, 1693 (1972)

PM. Bergstrom Jr., L. Kissel, R.H. Pratt, Phys. Rev. A 53, 2865 (1996)

. J.C. Palathingal, P. Asoka-Kumar, K.G. Lynn, X.Y. Wu, Phys. Rev. A 51, 2122 (1995)

. A.L. Mikhailov, I.A. Mikhailov, JETP 86, 429 (1998)

. A.L Mikhailov, S.G. Porsev, J. Phys. B 25, 1097 (1992)

. A.L. Mikhailov, S.G. Porsev, JETP 78, 441 (1994)

. A.L. Mikhailov, V.I. Fomichev, Sov. Journ. Nucl. Phys. 38, 1505 (1983)

. V.B. Berestetskii, E.M. Lifshits, L.P. Pitaevskii, Quantum Electrodynamics (Pergamon, New
York, 1982)

. A.L. Mikhailov, V.I. Fomichev, Sov. Journ. Nucl. Phys. 52, 126 (1990)

. V.B. Berestetskii, I. Ya, Pomeranchuk. ZhETF 29, 864 (1955)

_
R e Y

[ —
W N =

_
TN



Chapter 12
Nuclear Transitions and the Electron Shell

Abstract We consider the mutual influence of nuclear and electron transitions. We
investigate the influence of the electron shell on the energy distribution of electrons
ejected in nuclear B decay, employing the approach presented in Chap. 3. We demon-
strate how the considered effects manifest themselves in experiments on detection
of the neutrino mass. We show how the analysis of interactions between the beta
electron and the bound electron in the decay of tritium helped to solve the “heavy
neutrino” problem. We present the results for probabilities of creating vacancies in
the atomic shell in 8~ and B nuclear decay. For the case of nuclear y decay, we
analyzed the calculations of probabilities of internal nuclear conversion. Using the
perturbative model developed in Chap. 9, we calculated the probability for ejection of
two electrons from the electron shell during the same nuclear y transition. Employ-
ing the results obtained in Chap. 4, we clarify the mechanism and calculate the cross
section for the nonresonant photoexcitation of nucleus. We also present analysis of
some less-explored influences of the electron shell on the probability of o decay.

12.1 Role of Atomic Electrons in Nuclear Beta Decay

12.1.1 Amplitude of Nuclear Beta Decay

Due to the weak decay of one of the neutrons composing the nucleus,
n—>pt+e +ve,
the latter can undergo the transition
A,Z) - A Z+1)+e +v,.
Here (A, Z) denotes a nucleus containing A nucleons and having charge |e|Z. The

amplitude of the process can be represented asthe matrix element of the products of
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the lepton and nucleon weak currents. Each of them is a composition of the vector
and axial currents. The lepton current is

Ju@® = Y@y () + Ve (©)y,ys ¥ (1), (12.1)

with the two terms on the RHS corresponding to the vector and axial currents. The
matrix ys is defined by (2.15). The amplitude of the beta decay can be written as [1]

Ap = GwfI D 120" + gay Oyl @oli) (12.2)
k

Here Gy is a constant, g4 ~ 1.24; |i) and (f| are the initial and final states
of the nucleus, and k labels the neutrons. The operator 7, adds one unit to the
projection of isospin, i.e., it transforms the neutron to a proton, 7, |n) = |p). We
neglect the higher-order weak interactions and describe the antineutrino by a plane
wave. Writing ¥, (ry) = F(ry) exp (ip - ry)u,., with F(ry) describing the interaction
of the beta electron with the final-state proton, we write

Ju®) = ey (1 + ys)F(rpu,e” Propere (12.3)

with u, , the Dirac bispinor of the free motion, p and p, the three momenta of the
beta electron and antineutrino.

Note that the sizes of the heaviest nuclei are of order R < 8 Fm ~ (25MeV)~ !, see
(11.83), while the energy shared by the beta electron and the antineutrino does not
exceed several MeV. Thus one can carry out an expansion of the exponential factors
on the RHS of (12.3). If the initial and final states have the same parity and their
spin difference is J; — Jr = 0, &1, we can neglect the variation of the lepton wave
functions inside the nucleus, putting exp (—ip - r;) = exp (—ip, - r¢) = 1. Also, the
characteristic kinetic energies of the nucleons composing the nucleus are of order
50MeV (the rest energy of the nucleon is about 940MeV), and thus the operators
y*® and y#*® ys on the RHS of (12.3) can be replaced by their nonrelativistic limits
1 - 8,0 and 0;8,; respectively. For such transitions, which are called the “allowed
transitions,”

Ap = G (1 P 1jo +ea 201 > P Plii). (24
k k k

where j, = it,y, (1 + y5)u, - Ny, with Ny the electron function on the surface of the
daughter nucleus. The first term on the RHS of (12.4) causes the transitions with
Jr = J;, and the leptons do not carry the angular momentum. These are the Fermi
transitions. The second term leads to transitions with |Js — J;| = 1. These are the
Gamow-Teller transitions. In both cases, the parity of the initial and final states of
the nucleus does not change.

In beta decay for which the conditions of Fermi or Gamow-Teller transitions
are not satisfied, a nonzero value of the matrix element (12.2) can be obtained
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by including the higher-order terms of the expansion of the exponential factor
exp (—ip Ty —ipy - xy) =14+, (—ipy - T — ip-1%)" /n!in (12.3) for the lepton
current. The decay is called “L-forbidden” if L is the smallest value of n for which
the matrix element (12.2) obtains a nonvanishing value.

12.1.2 Neutrino Mass Measurements

The influence of the electron shell on the spectrum of beta electrons manifests itself
brightly in experiments on the measurement of the mass of the electron neutrino.
Recall that in 1930 Pauli explained the continuous spectrum of beta electrons assum-
ing that there is a neutral particle that is much lighter than the electron and interacts
with the other particles very weakly. The existence of such a particle, which is called
a “neutrino,” was confirmed experimentally in 1956. Is the neutrino indeed massless,
or does it have a small mass? There were numerous attempts to answer this question.
The answer is important, e.g., for astrophysical applications.

There are three observed charged leptons, e~, ©~, and t~. According to the
Standard Model of electroweak interactions, each of them has a massless neutral
spin-1/2 partner. Thus there should be three types of neutrino, v,, v,,, and v;. They are
indeed observed, and they are much lighter than the corresponding leptons. However,
it was found in experiments carried in 1998 [2], and confirmed in later ones (see, e.g.,
[3]), that v, , . are not pure states and can convert into one another. This is called
neutrino oscillations. The results are inconsistent with a zero value of neutrino mass.
Thus we can conclude that M, # 0.

The direct electron neutrino mass search is based on an analysis of the 8 spectrum
in the allowed nuclear decays. In allowed transitions, the nucleon and lepton variables
are factorized. The spectrum of beta electrons can be written as

dw
- Cyf(E), (12.5)

with W the probability of the beta decay. The nucleon factoris Cy = CI{f| >, tﬁf) [i)|2+

gﬁ (1 Dk o® tf) |i)|?; the value of the numerical coefficient C will not be important
for us. The dependence on the lepton variables is contained in the function

f(E) = F(E,Z + 1)pEp,E, , (12.6)

with E and p the total energy and the modulus of the three-dimensional momentum
of the beta electron, while E, and p, are those of the antineutrino. The function
F(E,Z + 1), called the Fermi function, is the squared wave function of the beta
electron on the surface of the daughter nucleus.

Now we assume that the antineutrino has a nonzero mass M. Due to the
CPT invariance, the mass of the electron neutrino also is M. Now we must put
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Py = (Ey — E)> — M?)'/? on the RHS of (12.6), with E; the endpoint of the beta

spectrum. One finds that a nonzero value of M would lead to a radical change in

the shape of the function f(E) near the endpoint. For M = 0, we have df /dE — 0

at E — Ey. If M # 0, the endpoint shifts to Ej, = Ey — M, and df /dE — oo at
Another important characteristic is the Kurie plot, defined as

12
dW /dE ) | 127

K(E) =
CyF(E,Z + 1)pE

taking the form K (E) = Ey — E if M = 0. A nonzero value of M provides deviations

from the linear behavior. Considering the region near the endpoint Ey, we define

A = Ey—E. (12.8)

In the lowest order of expansion in powers of A/Ey, we represent (12.6) in the
form

f(E) = F(Ey, Z + D)Eo(E; — m»)'21(A, M?); (A, M?) = A(A* — M*)'/2,
(12.9)

and focus on analysis of the functions ¢(A, M?) and K(A, M?) = /t(A, M?).
In fact, the decay of tritium,

‘H >3 Het + ¢ + 7., (12.10)

with the endpoint ¢ = Ey — m =~ 18.6keV, has been used in experiments to detect
the neutrino mass since the late 1940s. It is the allowed decay with a suitable lifetime
of Ty, = 12.3 years. In experiments carried out in the 1970s (ITEP, Moscow) and
1980s (INS, Tokyo), researchers employed atoms of tritium implanted into complex
organic molecules. In current experiments, molecular tritium is used. We shall carry
out our analysis for the general case of allowed beta decay. Since the decaying nucleus
can be a part of a complex system, we shall speak about the “parent system” and
“daughter system.”

The existence of the electron shell surrounding the nucleus modifies the expres-
sions presented above. We begin with an expression for the function #(A). The
electron shell is in the ground state |¥,) with (nonrelativistic) energy &¢(Z) before
decay. It can remain in the ground state (@], corresponding, however, to the nuclear
charge Z + 1. Also, it can be in an excited state (@, | (n > 1) with energy ¢,(Z + 1)
after decay. The probabilities of transitions of the electron shell £, are normalized
by the condition X,_qf, = 1. If the atomic shell of the daughter system remains in
the ground state, it transfers the energy €0(Z) — &9(Z + 1) > 0 to the beta electron.
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If the atomic shell of the daughter system is excited to state |®,,), the energy of the
beta electron becomes E — &, with

e = en(Z+ 1) —e0(2). (12.11)

The corresponding endpoints of the beta spectra are E|} = Ey — &,9.
Thus

(AMY) = Do (A= e0)((A—e0) - Mz))l/z. (12.12)

n=0

We define the moments of the distribution of the secondary electrons

() = D fatho (12.13)

and the dispersion
o = (e2) — (e)% (12.14)

Assuming M to be very small compared to A, we can write

2 , M 2 _ 202
(A, M) = (A—(g)” — - (12.15)
For values of A much larger than the characteristic values of excitation &,, the
Kurie plot is

KA, M) = A—(g) M — 207 (12.16)

, = A—(g) — ———. )
4A

Thus the electron shell imitates the value of M? = —2¢2.

The sums on the RHS of (12.13) are limited by the condition &,(Z+ 1) — &y(Z) <
A. For the excitation energies strongly exceeding the single-particle ground-state
energy & > I = |eg(Z + 1)|, the probabilities £, decrease as 1/&* in the SO approxi-
mation. Thus the moments (g) and (g?) are saturated at &,,, ~ I. Hence, the parameters
(¢) and 0% on the RHS of (12.15) and (12.16) do not depend on A if A > I. Indeed,
the largest value of A is several hundred eV.

For analysis of the experimental data, it is instructive to write (12.15) and (12.16)
also in terms of other variables [4]. We introduce

eZ+ 1) =e,Z+1)—e(Z+1) >0, (12.17)

which is the electron excitation energy of the daughter system measured with respect
to its ground state. Now &,0 = &),(Z + 1) + €go. The average excitation energy is
defined as

(&%) = (&) — €oo- (12.18)
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The shifted endpoint of the beta spectrum is
Ey = Ey— &0 - (12.19)
Introducing A" = E; — E, we represent (12.15) and (12.16) as

2 A2
HAM?) = (A — (g%)? — % (12.20)

and
M? — 202

KA, MY = A — (&%) —
(A, M7) (e") WY

(12.21)

In the shakeoff (SO) approximation (see Chap. 3), the probabilities of excitation
are f, = |(®,|¥)|*>. They can be represented as the values of certain operators
averaged over the initial state of the electron shell of the decaying system. Employing
the closure condition for the states (@,,|, we obtain

(&) = D (Wl Dpeno (PulW) = (Wol AH W), (12.22)

n

where AH is the difference between the Hamiltonians of the parent and the daughter
systems. Thus

(&) = _WO'Z%'%) <0. (12.23)
k

The negative value of (¢) means that the beta electron gains some energy from
the secondary electrons in the SO process. In a similar way, one obtains

(€)= (I ) 10) (12.24)
k

One can calculate the probabilities f,, beyond the SO by employing (3.94) and
(4.62). While the SO mechanism makes it possible to excite only the states without a
change of orbital momenta, the latter can change due to the FSI. The FSI contributions
to the probabilities f; for excitation of the bound electrons to the continuum states
with energies & >> I decrease as 1/&% at & > I; see Sect.4.2. Thus the expectation
value () is determined by all energies ¢ <K A, including the region I K ¢ K A.
The expectation value (£2) is determined by the energies ¢ ~ A. Hence, both (&)
and (g2) depend on A [5].

At the high-energy endpoint of the tritium decay beta spectrum, the squared Som-
merfeld parameter is §2 ~ 7 - 10~* < 1. This enables us to include the FSI only in
the lowest nonvanishing order. Employing the results of Sect.4.2.2, we obtain

2 <r_2)
ee 2m

A
(&) = (e)s0 + & 1n§; (r/3) = (qx0|zk:r,;2|q/0) (12.25)
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for the A-dependence of the beta electron energy loss. The first term on the RHS is
given by (12.23). Determination of the value B ~ I requires a special calculation for
the particular system.

For the dispersion, we obtain

2 (r72>
ee 2m

2 2
0° = ogo+§

A+ 0(,/A). (12.26)

Employing (12.15), we obtain for the Kurie plot, similar to (12.16),

M*Z
K(A,M?) = A— () — T (12.27)

with (g) determined by (12.25). The “observable” squared neutrino mass is

%2 2 2 2 (8>SO<”72>
M =M —ZUSO—ZEeeT.

(12.28)

The deviations from the linear behavior of the Kurie plot manifest themselves in
a nonzero value of the second derivative:
d’K(A,M?) M =207 e (r=2)
dA? B 243 “2mA?”

(12.29)

Note that the RHS does not contain the parameter B, which enters (12.25).

Here we calculate the characteristics mentioned above for the simplified case of
an isolated atom of tritium. There is only one electron in the electron shell. It can
be described by the nonrelativistic Coulomb functions with Z = 1 in the decaying
atom and Z = 2 in the daughter atom. We obtain immediately go9 = —40.8eV.
Employing (12.23) and (12.24) for the case of a single electron, we find that in the
SO approximation,

v? * v? 2 2 2
(6) = —— =-=272eV; (") =-—=13.6eV; o° =4l =740eV~.
m 2m
(12.30)
Recall that v = ma; I}, = v?/2m = —go(Z = 1) = 13.6¢V.
Now we calculate the occupancies of the final states, taking into account the FSI
[6, 7]. Employing (3.94), we have

Sy
fo=5 S = ZS (12.31)

with S, = A, + & ezeBn, where

An = (@alV0)% By = —A,+ Dy Dy = (@0all¥0)* — (Yolen) (@al €| ¥0);
(12.32)
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Table 12.1 Occupancies of the final states of He™ (in percent) at the endpoint of the 8 electron
spectrum in the decay of tritium.

State Shakeoff Inclusion of FSI
1s 70.23 70.16
2s 25.00 25.03
2p 0.00 0.04

¢ = In(r(1 — A,

andS =1— 5626. Hence, we can write
=t ELBy on=Ay Pu=Dy D oy=1 > =0 (1233

Direct calculation provides Bi; = —0.98, B, = 0.37, By, = 0.56. The modifi-
cation of the occupancies of the final states due to the FSI near the endpoint of the
beta spectrum is presented in Table 12.1. One can see that the FSI diminishes the
occupancy of the ground state in favor of that of the L shell.

We turn now to calculation of the average energy loss of the beta electron:

(6) = XuenoSp = (€)1 + (€)2. (12.34)

Here (¢) is the SO contribution, while (&), is that of the FSI and of the interference
between the SO and FSI terms. We have seen already that (¢); = > €404, =
— (Yol /rlo) = —ma? = =21I,. Employing (12.32), we find that

(e)y = 536(211 + anoDn). (12.35)

Now we evaluate

ZZ
D en0Dn = 20 (Yol o) +ar (ol — o) s k= D enllgnl InG — ) 9o .
n epn<A

(12.36)
The first two terms on the RHS of the first equality are obtained by employing
closure. They are saturated by the states with &,9 ~ I, while « is saturated by all
g0 < A,andk ~InAat A > I,
The calculations can be simplified by noting that « can be obtained by employing
the plane waves ¢ instead of the Coulomb functions ¢,. To prove the statement,
note that both ¢, and ¢ constitute complete sets of functions

D leaeal =D 1o e = 1.
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Writing for the continuum states |¢,) = [¢{”) + | x,), we find that

> el loneal = 1000 @1| = Ha 37 [0 Ol + 160001+ 110) Gtal |

gi0<A en0>A

with H,; the Hamiltonian of the daughter system. At large ¢, the functions yx, contain
an additional factor of order ¢! relative to ¢{”. Hence using the functions ¢
instead of ¢, for calculation of « leads to small errors of order I;/A. We obtain

a&af  f?
“T ) @y om (0”11 (r = ) lyo) . (12.37)

Here f is the momentum carried by the electron ejected from the atom; the lower
index f labels the continuum electron with momentum f. The upper limit of integra-
tion over f 1S fnax = v2mA > v = ma. Calculating

GO (= gy = V(v (12.38)
n(r—r = — , .
r <170 242 zz—i—vz lfz—}—iv

with f; the projection of f on the direction of the momentum of the beta electron we
find

A
(e)r = 2E21, (ln 7 + C), (12.39)
1
with C =7/16 —2In2 — 72/36 ~ —1.19, or
5 A
(), = 2821 lnE; B ~ 45¢eV. (12.40)

The current upper limit for the value of the neutrino mass was obtained by the
Lobashev Troitsk group [8, 9]:

M < 2.05eV. (12.41)
A similar result was obtained by the Mainz group [10]: M < 2.3 eV. The Karlsruhe

Tritium Neutrino Experiment (KATRIN), in which a number of groups collaborated,
is planned to reach the sensitivity of M ~ 0.2eV.

12.1.3 A Tale of a Heavy Neutrino

Thirty years ago, Simpson [11] reported a surprising result. Tracing the shape of
the electron spectrum of tritium beta decay and diminishing the value of the elec-
tron kinetic energy ¢ = E — m, he observed a broad maximum in the interval
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0.75keV < ¢ < 1.5keV. The spectrum curve had a characteristic shape correspond-
ing to the threshold for creation of a particle with mass M = Ey—1.5keV ~ 17keV.
It was called a “heavy neutrino.”

The existence of a “heavy neutrino” would require a revision of the Standard
Model, which was believed to be the foundation of the theory of electroweak inter-
actions. Astrophysics could not accommodate a stable new particle with a mass of
more than a few tens of eV. It would fill the universe, giving it an unacceptably large
mass. Thus in accepting the “heavy neutrino,” we should assume that there is at least
one more unknown scalar particle s that is still lighter, and the “heavy neutrino”
decays to an electron neutrino and the scalar s.

The relative magnitude of the surplus observed in [11] was on the order of several
units of 1073, The squared Sommerfeld parameter £2, of the interaction between the
beta electron and the electron bound in tritium &2, ranges between 10~ and 2- 102 in
the considered energy interval. Thus it is reasonable to check whether the corrections
of order £2,, often referred to as “screening corrections,” are included properly.

Since in this part of the spectrum we have &2, < 1, the screening corrections can
be treated perturbatively. The energy is small enough for applying the nonrelativistic
equations. The lowest-order correction to the beta spectrum is determined by (3.102).
Thus the beta spectrum of the decay of the tritium atom d W /dE and that of the bare
tritium nucleus are related as

dw dW,
= 2 (1- 2wl v +0g2e e). (242

dE dE

Here v is the wave function of the tritium atom. Note that the interaction of
the beta electron with the daughter nucleus is determined by the parameter £ =
(Iz41/€)'/?, with Z = 1 in our case. The small-distance interactions taking place at
r < (2me)~'/?2 with ¢ = E —m compose the Fermi function (see (12.6)). Interactions
with the bound electron take place at much larger distances from the nucleus, r ~
1/ma, i.e., at distances on the order of the size of the atom. Thus the influence of the
FSI on the Fermi function manifests itself in the neglected terms of order 6265 2[12].

In [11], the screening corrections were included in another way. The bound elec-
tron was treated as the source of an electrostatic field. It was assumed that the main
screening effect is modification of the Fermi function. The latter is formed at small
distances of order 1/p from the nucleus, where the field of the bound electron is
essentially constant. Therefore, interaction with the bound electron adds the value
(V) = (@ola/r|@o) to the potential energy of the beta electron (¢ is the ground state
of the bound electron in the parent atom). The beta electron energy E is shifted to
E' =E+ (V),and

dw dWop'E'F(E',Z + 1)

A . (12.43)
dE dE pEF(E,Z + 1)
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In the case of tritium decay, we can neglect effects connected with the finite size
of the nucleus. Thus F(E, Z + 1) is just the squared nonrelativistic function of the
beta electron at the origin:

2w & ) _ma -2
1 —exp (—27§)’ S=

F(E,Z+1) = (12.44)

The main effect comes from the shift of the energy in the Fermi function. In the
lowest order of expansion in powers of (V) /e,

aw dWO(l (V). 2wé )

dE ~ dE \" 2 exp(2mé)—1

(12.45)

Note that although &2 < 0.1, the value of £ is not small. It is 0.73 at ¢ = 1 keV.
Thus we do not carry out expansion in powers of w&. Note that (12.45) is in contrast
with the consistent calculation that leads to (12.42). The corrections to the Fermi
function should manifest themselves in next-to-leading orders of the perturbation
theory. Also, (12.45) contains the value of (V') for the daughter atom. In our approach,
the screening corrections actually contain the matrix element of the parent atom
(Ull/r|y).

Using (12.42) instead of (12.45) for inclusion of the screening corrections, we
must change the theoretical results for the Kurie plot by the value

3K 1 (V) 2né

R (S N AL B
K 2( el o) + 5 exp(zng)—l)' (12.46)

In Fig. 12.1, we show the experimental and theoretical results after the correction
given by (12.46) is included [13]. In the first step, we neglect the influence of the
environment on the tritium atom, considering it an isolated one. Employing the
nonrelativistic Coulomb functions, we find that the discrepancy at 1keV < ¢ <
1.5keV is removed.

Now we try to estimate the influence of the environment. In an experiment [11],
an atom of tritium was implanted into a silicon crystal. It is known that the value
of the squared wave function at the origin | (0)|? of a muonium atom (the bound
state of muon u*t and an electron) implanted in Si is quenched more than twice as
much as for an isolated atom |1/ (0)|2. Indeed, |y (0)]?> = 0.45]10(0)|> [14]. The
result can be extended to the case of tritium. Assume that v (r) has a Coulomb
shape with a certain effective value of the nuclear charge Z.;. We know that in the
Coulomb field, [y (0)|> ~ Zsﬁc, while (¥|1/r|) ~ Z,r. Thus for tritium implanted
in Si, we have (¥ |ro/r|¥) = 0.77. The results based on this estimation are given
in Fig. 12.1. They remove the discrepancy between the experimental and theoretical
results for ¢ > 700eV. The discrepancy that remains at 500eV < ¢ < 700eV is
due to the background, which was not subtracted properly during the analysis of the
experimental data [15].
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Fig. 12.1 Relative modification of the Kurie plot K /K caused by employing (12.42) multiplied
by 103. The horizontal axis is for the beta electron kinetic energy in keV. The dots correspond to the
experimental results obtained in [11]. The solid line is the theoretical result with the vacuum value
of (Y|ro/r|¥). The dashed curve is for the rough estimation of the influence of the environment on
the value of (yr|ro/r|¥) described in the text [13]

Thus the proper inclusion of the screening corrections in beta decay of tritium
leaves no room for the “heavy neutrino.”

In a further development of the story, the lower part of the beta spectrum in decays
of heavier nuclei was investigated in the search for the “heavy neutrino.” By 1991,
three groups reported the observation of an anomaly similar to that in [11]. New
experiments with an improved technique (magnetic spectrometer) were carried out.
More than ten groups did not see the “heavy neutrino.” This stimulated the discussion
of the methods applied in the analysis of the experimental data. The details are given in
[15]. Finally, all three groups that obtained a positive result removed their statements.
By the end of 1993, the community agreed that there is no such thing as the “heavy
neutrino.”

As D. Morrison wrote, the whole story “raised questions about the Standard Model
of particle physics and about cosmological theories, stimulated many theoretical
papers and pushed experimental techniques to their limit” [16].

12.1.4 Creation of Vacancies in the Electron K Shell
in B~ Decay

Until now, we have analyzed the influence of the electron shell on the spectrum of
electrons. Now we study the rearrangement of the electron shell caused by nuclear 8
decay. We focus on the case of the best-studied creation of vacancies in the electron
K shell. The 1s electron can be moved to an excited state of the discrete spectrum or
to a continuum state. If the g electron carries the kinetic energy ¢ = E —m ~ I,
all interactions in the final state are important, and one should consider the wave
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function of Z + 1 electrons with at least one of them belonging to the continuum and
at least one of the others belonging either to the continuum or to an excited state of
the discrete spectrum.

For the fast 8 electrons, one can single out two mechanisms of the process. As we
have seen in Chap. 3, the final-state interactions of the beta electron can be treated
perturbatively. In the lowest order, we can neglect interactions of the 8 electrons
with the bound ones. The K electron moves to an excited state due to the sudden
change of the charge of the nucleus, and the amplitude of the process is A, = FT,,.
Here .% is the amplitude of the 8 decay of the bare nucleus, while the transitions of
the atomic electrons are described by the matrix element 7,, = (®,|¥). Here ¥ is
the ground state of the system consisting of Z electrons in the field of the decaying
nucleus with charge Z. The function @,, describes the state of these electrons with a
hole in the 1s state in the field of the nucleus with the charge Z + 1. The 8 electron
spectrum of the decay during which the vacancy in the 1s state of the electron shell
is created can be written for &€ > I, as

aw aw,
e = o 2SS = (@l (12.47)
de o

Here dW,/de is the spectrum of the beta decay of the bare nucleus. Note that the
ground state (n = 0) is not included in the sum. To obtain the total probability W,
we must integrate each term on the RHS over ¢ with the upper limit depending on
n. However, as we have seen in Chap. 3, the sum over # is saturated by the states
with energies ¢, ~ I,. Thus we can neglect the n-dependence of the upper limit of
integration, making the error I, /e < 1. One can see that Zn S, = 1, due to the
closure condition for the functions @,,, and

w
P=— =1-=8; Sy = (D% (12.48)
W

For the simplest case of the beta decay of an ion with one 1s electron, the states
|¥) and (P, | can be described by the functions ¥y and ¢, of the Coulomb field with
the charges Z and Z + 1 respectively. For not very large Z, these can be nonrelativis-
tic functions. Hence, we can calculate the probabilities for transition of the bound
electron to any final state. The probability to remain in the 1s state is

_64Z23(Z 4+ 1)?

TSI (12.49)

For the beta decay of the tritium atom, Sy = 0.70, and thus the bound electron
undergoes transitions with probability P = 0.30. The probability that the 1s electron
moves to the continuum is P, = 0.04, for the case of tritium making about 13% of
all transitions. For large Z > 1, we obtain Sy = 1 — 0.75/Z% + O(1/Z?), providing
P =0.75 /Z2. The role of excitation to continuum states increases, and we obtain
P. =~ 0.32/22, which constitutes more than 40% of all transitions.
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For two electrons in the 1s state, the probability for both of them to remain in
the ground state is Py = Sé in the hydrogenlike approximation. Applying closure
for the many-electron atom, we must subtract the probabilities for excitations to the
occupied states Py, > 0. Thus P = 1 — SS — P,., and closure can provide the upper
limit for the probability P. Say, for Z > 1, we obtain P < 1.5/Z? in the hydrogenlike
approximation.

The first systematic SO calculations of the probability P based on the closure
condition with subtraction of the contribution of the occupied states were carried out
by Carlson et al. [17]. Computations carried out later employed more precise wave
functions. Rather large deviations between the calculated results and the experimental
data in a number of cases [18] stimulated researchers to calculate the contribution of
the FSI[19] (the term “direct collisions” is often used in the literature on the subject).

Now we include the FSI corrections to the beta spectrum for & >> I,. We employ
the results obtained in Chap. 3. Representing S, defined by (3.94) as S, = A, +&2B,,
we obtain W aW E

0 2 . _ @
JE — dF X1 +6,.X2); & = R (12.50)
with X; the SO contribution, while X, includes the FSI terms and their interference
with the SO terms. Thus

X; = 1=Ag = 1 — [(®|¥)]% (12.51)

while X, = > B, — By. Employing (3.94) and (3.100), we obtain X, = X», + X2
with

Xoo = —[ImT{" 2 — 2ReTy" T)";  Xop =2 ReT T\ — 2ReTy 73",
n

(12.52)

Neglecting the terms of order 1/Z in the FSI contributions, we can put |®y) = |¥)
in the term X,. This provides

Xaa = (o] D In((r® = rIN In(r D — )0 [wo) =1 3 (o  In((r Y —r9)2))190)
k.k1 k

(12.53)
X5, = 0.
Since the SO contributions are of order 1 /Zz, the relative contribution of the FSI
is of order I/¢ for nonrelativistic & < m. It is of order «>Z* for ¢ = m. Taking

into account that there are two electrons in the 1s state, we write, in terms of the
single-particle functions,

Xo = 2(%ol In*((r = r)A o) — 20 (ol In((r = r) M) [yho) 1. (12.54)
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To feel the size of the effect, one can calculate the RHS employing the nonrela-
tivistic Coulomb functions. This provides

X, = 2(1+v'3) ~ 2.79. (12.55)

Here v (x) = d In I" (x) /dx, with I" (x) the Euler gamma function; ¥/’ (3) = n?/6—
5/4.

To obtain the contribution of the FSI to the probability of creation of a vacancy
in the allowed beta transitions, we write, employing (12.5) and (12.6) and assuming
the neutrino to be massless,

' 2
_ JAEEFB) Y B = EPS, s
[ dEpEF (E)(Ey — E)?
with Ppg; consisting of the contribution of the FSI and its interference with the SO.
The prime means that the ground state (n = 0) is not included in the sum. The sum
over n in the numerator is saturated by the states with ¢, ~ I, and we can neglect
the difference between the high-energy endpoints E, with an error of order I,/ &y.
The case of a very large value of the endpoint energy &g = Ey — m > m is the
simplest for analysis. The probability is determined by large ¢ >> m with accuracy
m? /Ej. For these energies of the beta electron, we can put §2 = &2, i.e., it does not
depend on E. Thus
PFSI = 052X2 . (1257)

The FSI terms provide corrections of order a>Z? to the contributions of the SO.
Thus the calculation of the FSI terms should be carried out together with inclusion
of relativistic corrections to the wave functions of the bound electrons at least in the
lowest order.

The results for the endpoint energies &g < m can be obtained by numerical
integration on the RHS of (12.56). The results appear to be several times the expected
value Prs; ~ £2,(Ep). To understand why this happens, consider the simplest form
(12.44) for the Fermi function. If m&(Ey) <« 1, ie., &9 > 10 - Iz, we can put
F(E,Z + 1) = 1. Of course, this is possible only for atoms with light nuclei. The
integrals on the RHS of (12.56) are dominated by the part of the spectrum with
mw&(E) « 1. If also gy < m, i.e., the beta electron can be treated in nonrelativistic
approximation, then direct calculations provide

I
Prs = TEX(Eg)X, = 725_?’(2' (12.58)

For the transitions with smaller endpoint energies with w&(Ey) = 1, we can
put F(E,Z + 1) = 2n&(E) for the energies with m&€(Ep) =z 1. The integral in
the numerator of (12.56) behaves as fde/a for 7&(E) < 1. Thus there is a large
contribution from ¢ ~ I, ;. At such energies, a perturbative treatment of the beta
electron interactions with the electron shell is still possible. However, its interactions
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with the daughter nucleus at distances of order the size of the atom determined by
the parameter & become important. Thus our approach does not work for & ~ I ;.
This can be illustrated by the nonrelativistic equation

2 0] 3
Prsp = 387 (Eg)| XoIn — — =), (12.59)
Iz.1 2

while the region &€ ~ I adds values of order of unity to the expression in parenthe-
ses. Thus in this case, our approach gives only a rough estimate but not a quantitative
result.

For the L-forbidden transitions,

_ [ dEpEF(E) > (Eon — E)2gL(E)S,

, (12.60)
[ dEpEF (E)(Ey — E)?gL(E)
with g; (E) called the shape-factor
g(E) = 1I; g(E) = (Ey— E)*+E*—m’. (12.61)

One can see that for 8 decays with Ey > m, (12.57) is true for the forbidden
transitions as well. For the forbidden transitions, the relative contribution of slow
electrons with ¢ ~ [ is less important than in the allowed ones. In particular, for
L = 1, we obtain for the decays for g < m and 7&(Ey) ~ 1.

3¢ &
Prsy = 482(E)(1+ > In—- (12.62)
2m Iz
In the nonrelativistic limit with g9 < m,
Iz
Prg = 4—. (12.63)
&0

The results of calculations including the FSI carried outin [ 19] in the Hartree—Fock
approximation are presented in Table 12.2. One can see that they remove or strongly
diminish the discrepancy between the experimental data and the SO calculations.

12.1.5 Creation of Vacancies in the Electron K Shell
in Bt Decay

Due to the interplay of nuclear forces, a bound proton can appear to be heavier that
a neutron in the same bound state. It can undergo beta decay

p — n+e++ve,
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Table 12.2 Experimental and theoretical data on creation of vacancies in electronic K shell for
allowed and L-forbidden B~ decays

Nucleus| Z | Ix.keV | go,keV | L | P x 10* (exp) | P x 10* (SO) | P x 10* (SO+ESI)
33 16 | 25 145 0 |28+5 17.6 34

36¢) 17 | 32 714 2 |22+4 18.8 23.5

$Ca 18 | 45 261 0 [24+4 18.8 23.0

%4Cu 29 | 97 571 0 |12+08 10.8 11.3

8¢Cu 38 | 17.0 1463 1 |86+0.7 4.1 6.6

0y 39 | 18.0 2273 1 |74+15 4.12 6.1

141 49 | 202 1989 0 [54+04 2.62 4.7

183pr | 59 | 43.6 933 1 [28402 1.46 1.8

For allowed transitions L = 0. The experimental data for 358 is from [20]. The data for the other
nuclei are from the review paper [18]. The SO results are from [21], except the case 64Cu (there are
no data for this decay in [21]) for which it is taken from [17]. The calculations including the FSI
were carried out in [19] in the Hartree—Fock approximation

while the nucleus undergoes the transition
A,Z) - AZ—-1+e +v,.

The processes in the electron shell are described by the general expression (3.94).
The FSI contribution to the probability is described by the same general equation
(12.52) asin the case of 8~ decay. However, the real parts of the first-order amplitudes
are now

@1 _
ReT "|Z 0(8 © (k))| >_ 2 EZ "lz (k) 00,
(12.64)

with the sign of the first term opposite that for 8~ decay. Neglecting the terms of
order 1/Z in the FSI terms, we find that (12.53) and (12.54), which are true for 8~
decay, are true for the 87 decay as well.

The probabilities for creation of vacancies in the electron K shell during 8+ decay
are given by (12.56) and (12.64). The simplest form for the Fermi function is just
the squared nonrelativistic positron wave function at the origin in the Coulomb field
of the point nucleus with the charge Z — 1:

B tE . aZ-DE
F(E,Z—-1) = . £ = — (12.65)

Note that the accuracy of our approach for 8% decay is greater than that for 8~
decay for similar values of Ey and Z. For slow § particles with 7&(E) = 1, we
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obtain F ~ 2m& for B~ decay and F ~ 27§ exp (—2m &) for BT transitions. Thus
the contribution of this part of the spectrum is quenched in the latter case.

The results of calculations including the FSI carried out in [19] in the Hartree—Fock
approximation for several allowed B decays are presented in Table 12.3. One can
see that as in the case of B~ decay, they remove or strongly diminish the discrepancy
between the experimental data and the SO calculations.

One more peculiarity of 87 decay is the annihilation mechanism for creation of a
vacancy in the electron shell. The positron emitted in 8% decay can annihilate with
a bound electron. This mechanism is indistinguishable from the electron capture
p+ e — n+ v, in which the proton captures a bound electron, converting to a
neutron and a neutrino.

For large positron energies £ >> I, all its interactions with the daughter nucleus
take place at its surface and are described by the Fermi function. Interaction with
the bound electron takes place at distances of order its classical orbit, transferring a
small momentum to the nucleus. Following our general approach, we can write for
the contribution of this mechanism to creation of a vacancy in the electron shell

AW AW, (2
aw-_ AW &) oy (12.66)
dE ~ dE 4x

Here r—2 is averaged over the electron state in which the vacancy is created; 0% (E)

is the cross section for two-quanta annihilation of the free positron with energy E on
the free electron. Note that this expression is true for every channel of annihilation.
Two-quanta annihilation is possible if the positron and the bound electron compose
the spin-singlet state. For energies E >> m, the cross section of the two-quanta
annihilation obtains an additional small factor m/E, and the contribution of the
annihilation mechanism becomes negligible relative to the SO and FSI contributions.

Table 12.3 Experimental and theoretical data on creation of vacancies in electronic K shell for
decays

Nucleus | Z | IxkeV | g9, keV | P x 10* (exp) |P x 10*(SO) | P x 10*(SO+FSI)
BCo 27 | 83 474 |13.8+2.4 6.7 10.0
%4Cu 29 | 9.7 657 |133+£1.1 5.8 9.9
657n 30 | 104 325 16.1 £3.0 10.8 13.6
%8Ga 31 | 111 1880 | 103+1.1 9.7 115

The experimental data are from [18]. The SO results are from [22] for Co and Cu, and from [17]
for Zn and Ga. The calculations including the FSI were carried out in [19] in the Hartree—Fock
approximation
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12.2 Interactions of Gamma Quanta with the Electron Shell

12.2.1 Amplitude for Electromagnetic Transition of the
Nucleus

Electromagnetic transition of the nucleus between the states v;, and vy, often called
the y transition, is described by the amplitude

Fepn = —N(w)e - h, (12.67)

where
h(w,k) = / Eryr@ye (), o =g — e, (12.68)

are the spatial components of the conserved four-current 4. The conservation of
current requires its time component to be

ho(w, k) = T (12.69)

Note that we consider w = ko and k = |K| as separate variables and do not require
that w = k = |K|.

The angular momentum of the radiated photon L is limited by the triangle inequal-
ity |J; — Jr| < L < J; + Jy, with J; and Jy the spins of the nucleus in the initial and
final states respectively. The angular momentum L is a composition of the photon
orbital momentum L and its spin § = 1. Thus L—1 < L’ < L+ 1. Since the energies
of the y transitions do not exceed several MeV, i.e., the wavelength of the radiated
photon is much larger than the size of the nucleus, we can assume that

kr < 1. (12.70)

We carry out calculations in the lowest nonvanishing order in kr, at least in the
first steps of our analysis. In this approximation, L = |J; — J;|.

Now we must consider separately the cases of different spatial parities of the
photon states. In electric (EL) transitions, the parities of the initial and final states
of the nucleus P; and Py satisfy the condition Pi(—l)LPf = 1. For EL transitions,
one can easily calculate the time component Ay of the current. The operator y;, on
the RHS of (12.68) can be replaced by its nonrelativistic limit yp = 1. Due to
(12.70), the term with n = L provides the leading contribution in the expansion
e~ ®T = >"(—ik - r)"/n!. Thus we obtain

4 _
ho(w, k) = kaYLM(k/MQ;’i;; & = / A3 () Yo (/) (),
(12.71)
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with ¢, = (2L + 1)!!. The spatial components of the current # can be obtained
by replacing the operators y; on the RHS of (12.68) by their nonrelativistic limits
—iV;/m. The photon carries the orbital momentum L’ = L — 1 and is described
by the spherical vector Y. 1 1y with Yo 1m(m) = >, ciy,. Y i) X s
where Cf"_”’lm,l . are the Clebsch—Gordan coefficients, while x is the photon spin
function (see [23] for a more detailed description of the spherical vectors). The term
with n = L — 1 in the expansion of the exponent gives the main contribution. The
components of the vector h are proportional to k!, Due to (12.69), they are also
proportional to w. Finally, we obtain

471 2L +1
Cr, L

h(w, k) = kP Y 1 (kKOS (12.72)

In magnetic (ML) transitions, P;(— l)LPf = —1. Now in the spatial components
of the current, L' = L, while sy = 0. In this case,

.10 = 7 L + Y /0™, o — / P rrtee)] - VYo /1),

CcL
(12.73)

Here t(r) = ¥y (r)yvi(r), and Y, ; y(n) = Z CLm ]/LYL,m(n)xH. These for-
mulas do not cover the case of transitions between the states with J; = J; = 0,
when

ho(w,k) = k*Qp;  h(w, k) = koQy; Qo = —é / dEripm)r*yi(r).  (12.74)

12.2.2 Internal Nuclear Conversion

The energy released in the electromagnetic transition of the nucleus can be totally
absorbed by an atomic electron. The latter moves to the continuum. In other words,
the energy of the electromagnetic transition of the nucleus converts into the energy
of motion of the atomic electron. In terms of single-electron functions, the amplitude
of the internal conversion in the nuclear transition with energy w can be written as

d3
Fem = —eN) / S, DD . @~ e=—a'® (1275

Here w is the energy of nuclear transition, N, is the number of electrons in the
bound state b, the nuclear current £, (g) is given by (12.71)—(12.74), while D*”(q)
is the photon propagator. In the electron current
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j—) = [ rigeminme, (12.76)

¥ (r) is the wave function of the bound electron; p is the asymptotic momentum of
the conversion electron. The process is illustrated by Fig. 12.2.
The probability of conversion for electrons in the bound state b is thus

pEdEdS2

dW, = 2n8(E — E)Np|F oo | ———— .
b 78(Ep + @ — E)Np|Feom| 2y

(12.77)

For EL and ML transitions, the probability (12.77) is usually compared with the
probability of photon radiation in the same transition,

2dQ
AWy = 2| Fon 55 (12.78)
(2m)3
with F,,, determined by (12.67). The ratio
Wy
= 12.79
ap(w) Wo ( )

is called the internal conversion coefficient (ICC) of the state . The sum over all occu-
pied states constitutes the total ICC ay = Zb op. In the case of 0 — 0 transitions,
a single-photon radiation is impossible, and one can discuss only the probability of
conversion.

For w =z m ~ 500keV the ICCs are very small, o, << 1. However, at v < m,
the ICCs become much larger than unity. To understand how this happens, assume
that the states b are not too strongly bound, i.e., I, = m — E, < m. Consider the

Fig. 12.2 Feynman diagram >
describing internal nuclear
conversion. The solid lines
stand for electrons. The bold
lines denote the nucleus. The
dark blob is for the nuclear
transition. Excited and
ground-state nuclei are
labeled N* and N. The
virtual photon shown by the
dashed line transfers the
energy of the nuclear y
decay
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transitions with w < mbutw >> I;,. This enables us to describe the outgoing electrons
by plane waves and to carry out calculations in the nonrelativistic limit. Employing
the Feynman gauge for the photon propagator, one can see that the time components
D™ provide the leading contribution. In the considered limit, jo(w, —q) = V5 (p—q),
and

d&*f Anh(w, q)

Fow=e | G5 a—aa e®: a=p—1 ¢ =lqf’.  (12.80)

Since the bound-state wave function is strongly quenched outside the region f ~
(2ml,,)!'/?, we can assume that f < p, putting q = p on the RHS of (12.80). Thus

(w, p)
Feoms = dme ™22 P) LB =0 p = Ipl~ Qo' (12.81)

Thus in the internal conversion the virtual photon carries momentum k =~ p =~
(2mw)'/?. In the radiation process the momentum of the real photon is k = & <
p- This explains why the ICCs increase when w becomes much smaller than m.
Combining (12.81), (12.77), and (12.78), we obtain for the ICC in EL transitions at
I, K o < m.

ap(w) = 2«

QR 27 L (12,8
w

m3 L+1

In the case of the ML transitions, iy = 0, and only the spatial components of the
photon propagator contribute. Calculations similar to those carried out for the EL
case provide

ap(w) = (12.83)

1/fb( )2L+1/2( )LH/Z

w

Thus for the energies I, < @ <« m, the ICC for each shell is dominated by
contributions of s states. For the states with £ # 0, when v, (0) = 0, the ICCs are
quenched by the powers of I, /w. For w = m, we estimate the ICC on the K shell as
ax ~ a(aZ)® <« 1 (in the limit @ >> m, the ICCs for the ML transitions obtain an
additional small factor m/w), with still smaller values for the other shells. However,
the ICCs for w <« m are much larger, changing crucially the lifetimes of the excited
states of the nuclei. The effect is more pronounced for large values of L. For example,
a detailed paper by Raman et al. [24] gives ax = 0.09 for the M4 transition with
® = 1064keV in 27Pb, but ax = 2.6 for the E3 transition with w = 128keV in
134Cs and ag = 1620 for the M4 transition with w = 66keV in '"Sn.

There are experimental data for more than 100 values of ICCs («x and the sums
over all occupied states a7 = »_, ;). About 20 of them had a relative accuracy of
2% or better. Also, a number of tables containing theoretical ICC values have been
published. In the tables of Band et al. [25], the ICCs were calculated by employing the
relativistic Dirac—Fock (DF) method, in which the exchange between the electrons
was treated exactly. In tables published earlier, the calculations were based on the rel-
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ativistic Hartree—Fock Slater (HFS) approach, in which the nonlocal exchange inter-
action was approximated by an effective local interaction (see Chap. 7). Employing
the DF approach instead of the HFS appeared to be important for reaching consistency
with the experimental data. For example, in the M4 transition with ® = 315keV in
"7n, the HFS calculation provides ay = 1.47, while the HF result oy = 1.43 is
closer to the experimental value oy = 1.41 [24].

The accuracy of computations depends also on the treatment of the wave function
of the outgoing electron. Usually, the latter was described as moving in the field of
the neutral atom. The vacancy in the atomic shell created by the conversion process
was ignored. It was demonstrated in [26] how inclusion of the vacancy improves
the agreement between the measured and calculated ICCs. For example, the relative
difference between the experimental and theoretical values of ok in the M4 transition
with @ = 66keV in ''”Sn makes 5 % without inclusion of the vacancy, dropping to
1% after the vacancy is included.

12.2.3 Two-Electron Processes in the Electron Shell

Two and more bound electrons can change their states during the y transition of a
nucleus. We focus on the case in which two electrons are moved to the continuum.
We can single out two mechanisms of the process. In the nuclear mechanism, the
nucleus undergoes a two-quantum transition in which each of the quanta knocks
out a bound electron to the continuum. In the electron mechanism, the energy of a
single-quantum transition is shared between the two knocked-out electrons due to
their interactions.

Theoretical investigations of the nuclear mechanism did not provide numerical
estimates. Some experiments on detecting the creation of two vacancies in the atomic
K shell during y transitions carried out about 40years ago gave upper limits for
the probability of the effect. They could be treated as upper limits for the nuclear
mechanism. However, other experiments provided finite values for the probability
of ejection of two electrons from the K shell Wig. Was the result due to the nuclear
or electron mechanism? To answer the question, we try to calculate the contribution
of the electron mechanism to the creation of two vacancies in the K shell.

The analysis can be simplified for energies strongly exceeding the binding energy
I, of the 1s state. At least one of the electrons obtains a large energy &; ~ w > Ii;.
As in the cases of double photoionization and 8 decay, we can treat the interaction
of the fast electron with the atomic shell (FSI) as a perturbation. The process can
take place even if the FSI are neglected. After a y quantum knocks one of the bound
electrons to the continuum, the self-consistent field created by the bound electrons
changes. Thus the field “felt” by the second 1s electron changes as well, and it can be
moved to the continuum. One can see that in this picture, the mechanism that knocks
out the second electron is the direct analogue of the shakeoff (SO) in beta decay.
However, in the latter case, it was the charge of the nucleus that changed. Now we
have the change of some “effective nuclear charge.”
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This approach was applied in [27, 28], where the s electrons were described by
the screened Coulomb relativistic functions. The screening parameters were obtained
from the self-consistent field calculations for the atom and for the ion with vacancies
in 1s state created by internal conversion. However, as we have seen in Sect. 9.2.2, the
correlations beyond the effective field are important for describing such a process.

An alternative approach is based on the perturbative model developed in Sect.9.2.2
[29]. Quite similar to double photoionization, the energy ¢ is shared by the outgoing
electrons unequally strongly. The electron that interacts with the y quantum directly
carries most of the energy €, ~ w, while the secondary electron gets only a small part
&, ~ Ix. The model is illustrated by Fig. 12.3. The diagram of Fig. 12.3a describes
correlations in the K shell in the initial state. That of Fig. 12.3b illustrates the final-
state interactions (FSI) of the outgoing electrons. Neglecting the FSI, we obtain for
the ratio of probabilities for knockout of two and one electrons from the K shell

during y decay

W 0.090
= K - == (12.84)
Wi 72

Pgk
similar to (9.67). Recall that this result is based on calculations with nonrelativis-
tic functions. Thus it contains uncertainties of order «2Z2. Also, the derivation of
(12.84) employs the total Coulomb propagator, which includes the contribution of
the occupied electron states. The latter can be subtracted after explicit calculation
(note that only the s states contribute). The procedure diminishes the value of P{%
by about 10%.

Now we include the final state or direct interactions between the conversion elec-
tron and the atomic shell. Since @ > Ig, we can use the perturbative approach
developed in Chap. 3. Note that the probability for the second electron to move to an
excited state of the discrete spectrum is much smaller than the probability of being
knocked out to the continuum. At large Z, the characteristic size of an unoccupied
state is much larger than that of the 1s state. Thus the wave functions ¥, of the

(a) (b)

v
v

|
—_——

N* N N N

Fig. 12.3 Perturbative model for ejection of two electrons from the atomic shell during the y
transition of the nucleus. The solid lines denote the electrons in the Coulomb field of the nucleus.
The arrows label the ejected electrons. The dashed lines denote the virtual photons exchanged
between the nucleons and the electrons and between the electrons. Other notation is the same as in
Fig. 12.2. a The electrons interact only in the initial state. b They interact only in the final state
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excited states enter the amplitudes 7\ (i = 0, 1, 2) on the RHS of (3.94) through
their values at the origin. This provides an additional small factor w,f )/ l/flzs )
in the corresponding probability. Hence the probability of moving the secondary
electron to the continuum can be replaced by the sum of the probabilities of the
inelastic processes. This enables us to write Pxx = P%; + Pk, where the first term
includes electron correlations only in the initial state described by the diagram shown
in Fig. 12.3a, while the second term includes the FSI contribution (Fig. 12.3b) and
its interference with that of correlations in the initial state. In the lowest order of
electron interactions, we obtain

b 2 2 2 2 o’E?
Pyx = Ege((lﬂ(ﬂ In“((r — r))AlY0) — (Yol In((r — 1)) | Yo} ); & = ot
(12.85)
with E =~ m + w (see (12.54)). Employing (12.55), we arrive at [30]
0.09 )
Pxx = 78 + 1.4&;,. (12.86)

The experimental and theoretical results for Pxx are presented in Table 12.4. One
can see that for the lightest nucleus of Fe, the initial-state correlations are as important
as the FSI. For heavier nuclei, inclusion of the FSI contribution is decisive.

The process in which one electron is ejected from the K shell and another one
from the L shell can be considered in a similar way. We can find the probabilities
for simultaneous knockout of the electrons from the 1s and 2s states Wy, and from
the 1s and 2p states Wyy,. Similar to (12.84), we define the relative probabilities
P15 = Wigs/ Wk and Py, = Wisp/ Wi. They compose the total relative proba-
bility of the KL conversion Pg; = Pisxg + Pisp. In the perturbative approach with
only the initial-state correlations included, we obtain

0.29 3.1 34

?; Pigop = ?§ KL = ?, (12.87)

1s2s =

while the FSI contribution is much smaller. Inclusion of screening for the functions
of the L-shell electrons [36] increases the value of Pg; by 25% for 3’ Fe and by less
than 10% for '3"Ba. One can see that the effective field model and the perturbative
model provide rather close results in the case of KL conversion (Table 12.5).

12.2.4 Excitation of Nuclear Levels by Electronic Transitions

The excitation of nuclear levels by energy transferred from the excited atomic shell
becomes possible if a transition in the atomic shell is close in energy and type to a
nuclear transition. Nuclear excitation by electron transition has been observed in a
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Table 12.4 Experimental and theoretical data on creation of two vacancies in electronic K shell in
y decays

Nucleus| Z | Ix | @ | Pgx x 10° (exp) | Pxx x 10°(D) | Pgx x 10°(IL) | Pxx x 103(IIL)
5TFe 26| 65122 | 12+8[31] 15 13 25
19Ag | 47| 255 | 88| 25+3[32] 0.92 42 34
S 49| 279 192| 1024+0.6[33] | 2.06 3.9 15
Blxe | 54345 164 | 11 £2[34] 1.1 3.2 15
137Ba | 56| 37.4 | 662 | 7.7+ 4[35] 3.8 3.0 12

The ionization potential of the 1s state /¢ and the energy of the nuclear transition are given in keV.
The theoretical data obtained in the effective field model [28] are labeled by /. The results obtained
in the perturbative model [29] corresponding to (12.84) are labeled by /1. The perturbative model
results (12.86) which include the FSI [30] are marked as 111

Table 12.5 Experimental and theoretical data on creation of vacancies in electronic K and L shells
in y decays of the nuclei

Nucleus | Z Ix o | Pgr x 103 (exp) | Pxr x 103(D) Pxr x 103(1D)
5TFe 26 6.5 | 136 |9.0+4.5[31] 3.0 5.0 (6.2)

9T 43 22.1 96 (2.0 4 0.3 [37] 1.4 1.9

137Ba 56 374 | 662 |1.0+0.5[31] 1.0 1.1(1.2)
137¢e 58 40.5 255 | 1.2 £0.4 [38] 1.0

1505m 62 485 | 334 [0.38+£0.16 [39] |0.86 0.88

The ionization potential of the s state /g and the energy of the nuclear transition are given in keV.
The label [ is for the effective field model results [27]. The results obtained in the perturbative
model corresponding to (12.87) are labeled by /1. The numbers in brackets are for the results with
the screened Coulomb functions for L-shell electrons

number of nuclei (see, e.g., [40]). If the ion has a vacancy in the state a, the amplitude
F of nuclear excitation by electron transition (NEET) from occupied electron state
b to the vacancy a is given by (12.75) with the function xﬁp (r) replaced by 1/_/a (r) in
the current j, (w, —q) determined by (12.76). Further evaluation enables us to obtain
an expression for the NEET probability [41]:

aw _ |FP(L + 1)
doy — (wp —wp)>+T2/4°

(12.88)

Here ws = &, — ¢, is the energy released in the atomic transition, wy, is the nuclear
excitation energy, and I" = I, + I}, 4+ Iy is the sum of the width of the electron
states I, + I, and that of the nuclear state Iy involved in the process.

One of the reasons why the NEET is interesting is that it probes the wave functions
of the outer electrons at small distances, of order the size of the inner shells. For ns >
and np| /, states (beyond the nonrelativistic approximation in the latter case), the wave
functions are not quenched in this region and are sensitive to the finite size of the
nucleus.
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In the inverse NEET (INEET) process, the low-energy nuclear transition can
be accompanied by a bound electron transition to an excited state of the discrete
spectrum. This can be viewed as a special case of internal conversion.

The electron shell can assist in nonresonant photoexcitation of the nucleus. In this
process, excitation of the nuclear state with energy wg can be caused by interaction
of the atom with a photon carrying the larger energy @ > wg [42]. To understand
how this happens, recall the mechanism of the inverse process in which the electro-
magnetic transition of the nucleus with energy wg is accompanied by knockout of
the bound electron and by irradiation of the photon (the internal Compton effect).

It was demonstrated in [43] that the cross section of the internal Compton effect
is dominated by the two-step mechanism. In the first step, the nucleus radiates a real
photon, which undergoes Compton scattering on the bound electron in the next step.
For sufficiently large values of wg, we shall obtain a similar picture for nonresonant
photoexcitation. In the first step, the photon with energy @ undergoes Compton
scattering on a bound electron. In the second step, the scattered photon with energy
wg excites the nucleus. The probability of the process can be expressed by a simple
analytical formula [44].

In nonresonant photoexcitation, the incoming photon carries the three-momentum
k with £ = |k| = w. The outgoing electron carries momentum p, while the large
momentum q = kK — p (g > w;) is transferred to the nucleus. We can single out the
act of excitation in which the nucleus absorbs the energy wg and the momentum that
differs from the large momentum g by small values of order (1;. In other words, a small
momentum f with f ~ u,; is exchanged between the electron and the nucleus with no
energy transferred, while in the act of excitation, the electron transfers momentum
q + f and energy wg to the nucleus; see Fig. 12.4. The amplitude of the process can
be written in terms of the amplitude F¢ for the Compton scattering on the bound
electron, in which the radiated photon obtains the energy wg. Note that F¢ contains
the normalization factor N (wg) = /4mwa/Qwg) of the wave function of the radiated
photon. Hence one can write Fc(w, wg; f) = e X, (w, wg; f)N (wg). Here ¢, are the
components of the polarization four-vector of the radiated photon. The amplitude of
the nuclear nonresonant photoexcitation is thus

d3
Fyr = /(sz)sX#(f)D’”(wR,q+f)hv(a)R,q+f); q=k—-p. (12.89)

At w, wg Z m, the cross section of the process is dominated by large g > w;.
The integral on the RHS of (12.89) is dominated by small f ~ pu;, < wg. As we
know from Chap. 2, a small momentum f is transferred to the nucleus mainly by the
bound electron. Thus we can neglect f in the amplitude X,, and in the hadron current
h,. Employing the Feynman gauge for the propagator D**", we obtain

u ) af - 4
Fnr = X, (0)h* (wr, @) Ay (0r, @); Ay (R, Q) =/ (2;1)3%6) PSP
(12.90)
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Fig. 12.4 Nonresonant excitation of the nucleus. The helix line denotes the incoming photon
carrying energy > wg. The other notation is the same as in Fig. 12.2

Note that X, (0) corresponds to the Compton scattering on the free electron.

One can see that A, differs from the function A defined by (4.3) only by a
constant factor, i.e., A, = 27 /m - A. Thus we can use the results obtained in Chap.
4. For example, describing the bound 1s electron by the nonrelativistic function of
the Coulomb field, we obtain, employing (4.14)

A —47TN1_V 7
= ——; 1 = maZ.
T @ — (wr+in)?

The probability of nonresonant excitation is determined by the values of g close
to wg.

Thus we came to the two-step picture of the process. In the first step, Compton
scattering on the bound electron takes place with the photon carrying momentum g
and energy wg in the final state. Only a small momentum f ~ u, is transferred to
the nucleus. The process takes place at distances r ~ 1/, i.e., those of order the
size of the bound state. Being approximately on the mass shell (wg & ¢), the photon
passes distances of order the size of the atom, approaching the nucleus at distances
of order ¢! « 1/u;. Here the excitation of the nucleus takes place as the second
step. Both Compton scattering and the excitation take place at small time intervals
t~owl, a),?l. The two steps are separated by a time interval #; ~ ,u,:l and #; > tif
WR > .

The mechanism requires that the Compton scattering with the energies of incom-
ing and scattered photons w and wg be possible. The condition (8.12) can be written as

WR
o(l——) < wg.
m

Thus for wg > m/2 ~ 250keV, the described mechanism works at every w > wg.
For wg < m/2, we obtain the limitations
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WR
WR<®W < —— .
1 —2wg/m

Employing (4.50) and (4.53), we obtain for the cross section of the nonresonant
photoexcitation

(WYl 2 (r®)2|Y) o (wp) doc(w, @)
47 N2(wg) dw;

CTIVR(Q)) = |w2=a)R ’ (12'91)

with o (wg) the cross section of the direct photoexcitation, o¢ the cross section of the
Compton scattering on the free electron with w, the energy of the scattered photon.

For energies wg < m, the cross sections for EL excitations at L > 1 and for ML
excitations are dominated by g >> wy since the amplitudes are proportional to g"~!
and ¢* respectively. The cross sections of nonresonant excitations can be estimated
as ong ~ o’ (mw/w3) "o (wg) with A = 1 for the EL transitions, while A = 0 for
the ML transitions.

Nuclear Raman scattering is the alternative mechanism of the process. Here the
energy @ — wg is carried by the outgoing photon. There were numerous attempts to
detect the relative process of irradiation of two y quanta in a single electromagnetic
transition. Two-photon emission has been observed for three 07 — 07 transitions
when radiation of one photon is impossible (see [45] for references). A number of
experiments provided the upper limit T < 107° for the double-to-single y radiation
ratio r = W,,, /W, instead of the simple QED counting W,,,/W,, ~ «. Thus there
is some additional suppression of nuclear matrix elements that contribute to the two-
quantum transitions. There is also additional suppression for the dipole transitions
caused by the selection rules for angular momentum.

12.3 Electron Shell in Alpha Decays

12.3.1 Transitions in Internal Shells

Due to the interplay of the nuclear forces, some of the nuclei can undergo o decay.
The nucleus containing A nucleons, Z of which are protons, decays as

AZ2) > A-4Z-D+a,

with the « particle being a bound system consisting of two protons and two neutrons
(the nucleus of a helium atom). The nuclei (A, Z) and (A — 2, Z — 2) will be referred
to as the parent nucleus and the daughter nucleus respectively. Their masses are m,
and my, while m,, is the mass of the « particle. The energy released in the alpha decay
of the bare nucleus,

0 = my—my —myg, (12.92)
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is shared in the asymptotics between the kinetic energies of the alpha particle and
the daughter nucleus,
0 =¢,+¢4. (12.93)

The asymptotic kinetic energies of the alpha particles &, vary between 2 and
8MeV. Thus for estimates, we can assume that the asymptotic velocity of the «
particle is v, & 0.05.

In the alpha decay of the atom, the daughter atom cannot tie all Z electrons
of the parent atom. Since the characteristic energy of the outer electrons is I} =
ma?/2 ~ 13.6€V, it is energetically profitable that two of them are captured by the
alpha particle, forming an atom of helium. Another possibility is the capture of one
electron with formation of the ion He™.

The inelastic transitions of the electron shell proceed at distances of order the size
of the bound state. Here the energy of interaction between the alpha particle and the
daughter nucleus can be neglected relative to the kinetic energy of the alpha particle.
Thus the latter can be considered as traveling with the constant velocity v,,.

Since the velocity of the outer electrons is of order o« < vy, their knockout to
the continuum by the « particle can be calculated by employing the perturbative
approach developed in Chap. 3.

The characteristic velocities of the internal shell electrons v are much larger than
the velocity of the alpha particle v,. For the K-shell electrons, we can estimate
v &~ aZ. Thus we can use the perturbative expansion in powers of v2 /v*. Following
[46, 47], we employ the time-dependent perturbation theory. Denote the time by # and
assume that the o decay takes place att = 0. At¢ < 0, a bound electron moves in the
field of the parent nucleus and that created by the other electrons U, (t) = U,0(—1).
Att > 0, it moves in the field U, () = Uy, (1)0(t) of the system consisting of the
daughter nucleus and the alpha particle instead of the field of the parent nucleus
U,. We treat the difference U,(¢) — U, as a perturbation acting at ¢ > 0. This can
be expressed by introducing U(¢) = U, (t) + U,(¢), which represents the potential
energy at every f. The perturbation can be expressed as Ut) = U@ — U,, since
U(t) = Uy(t) — Uy atr > 0and U(r) =0 att < 0.

The amplitude for transition of the bound electron from the state |b) to a state (n|
can be written as

o0
F = (n|V|b)F,; V= —i/ de”'U@t); w=¢,—¢p, (12.94)
0

with F, the amplitude of the alpha decay. Neglecting the change of the field of the
electron cloud and assuming that the alpha particle moves along the z-axis, we can
write

€2Za €2Zd

U(t) = Uge (1) = )

(12.95)

In this section, we write the fine structure constant as e> = 1/137. Recall that
Z, = 2 and Z; = Z — 2 are the charges of the alpha particle and the daughter
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nucleus. The distances between the bound electron and the alpha particle and between
the bound electron and the daughter nucleus are r,(¢) and r;(¢) respectively. Due to
conservation of momentum, the daughter nucleus also moves along the z-axis. Hence,
the distances are

1) = V24 (z+va): ra(t) = Vo2 4 (z+vat)?, (12.96)

where p? = x?>+y? does not depend on time; v, is the velocity of the daughter nucleus.
Due to the low kinetic energy of the alpha particles, they can be treated in nonrel-
ativistic approximation. The same refers to the daughter nuclei. The conservation
of momentum provides myvy; = —m,v,. Neglecting the very small neutron—proton
mass difference (it is to about 1.3 MeV in vacuum), we can write

4
TA—4'

vy = (12.97)

Integration by parts on the RHS of the second equality of (12.94) provides in the
lowest order

(n| VD) .2e2vo,/<< | 16) A-22 (12.98)

n = — nl— 5 K = . .
T r A—4

One can write (n|z/r?|b) = V,V¢/(e?Z), where Vo = —e*Z/r is the electron

potential energy in the Coulomb field of the parent nucleus. Employing (7.71), (7.72),
and (7.68), we obtain

2e2vucm
n|V|b) = —i———

(nlz|b) . (12.99)
Thus the electron transition is determined by the matrix element of the dipole
momentum.
The relative probability of ionization of the bound state b is thus

W 8e*v2ictm? 5
Pp= 2 = —L a1, 12.100
b= W o7 Z 2] ( )

with the sum over all the vacant states, W, the probability of o decay of the bare
nucleus. Here we included two electrons bound in the state . The sum is saturated
by the states with energies of order the ionization potential /. The probabilities for
transitions of the bound s states to the continuum states with g, > I, fall off as ¢, o2
The matrix element (n|z|b) on the RHS of (12.99) is of order v;l, with v;, the
characteristic velocity in the bound state. Thus the amplitude is proportional to the
ratio v /v;. Further integration by parts in the second equality on the RHS of (12.94)
provides the higher-order terms of the expansion in powers of this parameter. On the
other hand, for A >> 1, one has || < 1, since the numbers of neutrons and protons
do not differ much in heavy nuclei. Hence the dipole terms have an additional small
factor, and for v, /v, = K, the next term of the expansion needs to be calculated.
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The numerical calculations have been carried out in [47] for the alpha decay
of the nucleus 2'°Po. For the K electrons, ve/vk =~ 0.087, while k = 0.20, and
the dipole contribution is expected to dominate. The computation with employing
the Coulomb functions provided Px = 1.0 x 1077, with the quadrupole terms
contributing about 4% of the value. For the L electrons, v, /v, = k, and due to
interplay of numerical coefficients, the probability P, ~ 10~* obtained using the
Coulomb functions is dominated by the quadrupole term. However, the accuracy of
the Coulomb calculation is obscure.

12.3.2 Influence of the Electron Shell on the Probability
of Alpha Decay

The possibility of inelastic processes in the electron shell discussed above opens
new channels of the reaction. This leads to a small increase in the probability of the
process. However, the influence of the elastic scattering on the electron shell appears
to be more important. To understand this, recall the main features of alpha decay.
Consider first the decay of the bare nucleus (or the totally ionized atom), tracing
the dependence of interaction between the alpha particle and the daughter nucleus
on the distance R between them. The products of the decay can be viewed as separate
particles at R exceeding the sum of their sizes determined by the second equality of

(11.83),i.e.,atR > R, = 1.2((A — 4B 4 41/3) ~ 10Fm. At smaller values of R,

the nucleons of the system are bound by a strong short-range field Vy (R). Thus the
total field V; is the sum of the field Vy and the Coulomb field

7247y
R 9

Ve(R) = (12.101)
ie., Vi(R) = Vy(R) + Vc(R). At R > Ry, the strong field can be neglected, while
V¢ is about 40 MeV at R = R;. The interaction V¢ (R) decreases with increasing R.
At a certain R, > Rj, it obtains the value

Ve(Ry) = 0, (12.102)

with Q the energy released in the decay expressed by (12.92). At R > R, the energy
Q is shared between the potential energy of interaction V¢ (R) and the kinetic energies
of the products of the decay. Thus Q — V¢ (R) = €(R) = &4(R) + £4(R). The alpha
particle carries the kinetic energy &, = & - (A — 4)/A. The kinetic energy of the
daughter nucleus, ¢; = ¢ - 4/A, is much smaller, since only the heavy nuclei with
A > 1 can undergo « decay. To reach the region where R > R;, the alpha particle
should penetrate under the potential barrier V. Following the Gamow theory of
alpha decay, its probability can be written as
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W, = WoP; P = ¢ %5, (12.103)
with
Ry
S = / dR\/2m,(Vc(R) — Q) (12.104)
R,
the action of the alpha particle with the reduced mass
m, = memy/(My + my) = my . (12.105)

The factor P can be evaluated analytically:

—2Z0Z4€" _( OR \"?
P = exp - ;@ = arcsin . (12.106)
Ve (T — 2¢ — sin 2¢) e2Z,7,

‘We turn now to the decay of the atom. The energy released in the decay becomes
Oa = Q+B(Z) —B(Z - Zy) —B(Z); Za = 2, (12.107)

with B(X) < 0 (X = Z, Z — 2, 2) the energy of the atomic electrons, X the nuclear
charge. The probability of the alpha decay can be written as

Wo = WoPa; Py = e, (12.108)

with

Roa
Sa = / dR\/2m,(Vc(R) + Vo(R) — Q). (12.109)
Ry

Here V,(R) is the potential energy of interaction between the alpha particle and
the electron cloud. The turning point R, is determined by the condition V¢ (Rp4) +
V.(Ry4a) — Q4 = 0. Note that the values of R, and R,, are less than one-tenth the
size of the K shell. Thus the factors P and P4 are determined by the displacements
of the alpha particle, which are very small in the atomic scale.

The difference Q — Q4 behaves as Z*/3 at large Z > 1, since the Thomas—Fermi
approach predicts B(Z) ~ Z7/3. A typical value is Q — Q4 ~ 40keV in the decay
of the nucleus ??°Ra (Z = 88). In this case, Q ~ 4.9MeV, while (Q — 04)/0 ~
10~2. However, the deviation of the ratio P, /P from unity is much smaller, due to
cancellation of the leading terms in the difference Q — Q4 and V,(R).

The interaction of the alpha particle with the electron cloud can be written as

V.(R) = —e’Z, Z/dv”'izl;'ﬁl (12.110)
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with the electron density p depending on the coordinates of the bound electrons.
Since we need this potential at R < ry, it is reasonable to write [48]

V.R) = Vo+8V.(R); Vo = Vu.(R=0); 8V.(R=0) =0, (12.111)

and [§V,.(R)| < | Vpl.

The cancellation between the contribution V; and the leading term of expansion
of the difference Q — Q4 in powers of 1/Z can be demonstrated by employing the
Hellmann—-Feynman theorem (HFT). The HFT states that for the solutions of the
Schrodinger equation H(A)Y¥ (1) = ¢(A)¥ (1) depending on a parameter A, one can
write ¢'(A) = (U |H'|¥), with the prime denoting the partial derivative with respect
to A.

This can be demonstrated by straightforward calculation of the derivatives of both
sides in the equality e(A) = (¥ (A)|H(L)|¥ (A)). We can write

e'() = (TMWIH MY QR)) + Se,

with
se = (WMWIHMIPQ) +(FQ)HMP' ).

Employing the equation of motion, we obtain
se = e (W)W ) + W DIF' ).

The expression in parentheses is
(W WIP ) + (WP (R) = / av (W 00w 6 + 9 0w W) = 7,

with J = f dV*(A)|¥()). Since J is just the normalization integral, it does not
depend on A, and J = 0. Hence ¢ = 0.

Applying the HFT to the Hamiltonian of the parent atom H in which we treat the
charge of its nucleus Z as a parameter, we obtain

Z
(W|H' W) = _ezzfdvm,
k=1 T

with the prime denoting the partial derivative with respect to Z. Thus we can write
(V|H'|\W) = Vy/Zy = B'(Z), with the latter equality being due to the HFT. On the
other hand, we can carry out an expansion of the difference Q4 — Q expressed by
(12.107) in powers of 1/Z. One can see that the leading terms of the expansions of
B(Z) and B(Z — Z,) cancel, and Q4 — Q = Z,B'(Z) + 84, with |64] < Q — Q4. Thus
in (12.109),
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Ve®) = 04 = (Vo= ZuB'2)) +8Vo(R) = 84 = 0. (12.112)

with the term in parentheses becoming zero due to the HFT. Hence every approximate
expression for V,(R) employed for computations should satisfy the condition

V.(0) = Z,B'(2); Z,=2. (12.113)

Otherwise, they will greatly overestimate the deviations of the ratio P4 /P from
unity. Finally, we obtain

Roa
Sa = / dR\/Zmr(VC(R) +6V.(R) =64 — Q). (12.114)
R

1

The calculations carried out in [49] are based on the adiabatic approximation.
The wave function describing the final state of the system ¥ (R, r) satisfies the wave
equation

HY = gV¥. (12.115)

Here R and r are the coordinates of the nuclei and electrons respectively. The
Hamiltonian can be represented as

H=Ti+VcR +T, + V.(R, ). (12.116)

Here Tk is the operator of the kinetic energy of the alpha particle and the daughter
nucleus. The operator T can be represented as that for the « particle with reduced
mass m,; see (12.105). The potential energy of the alpha particle V¢ (R) is determined
by (12.101) (we neglected the strong interaction term Vy). The operators 7, and
Ve(R, r) compose the Hamiltonian of the atomic electrons. Their potential energy
can be written as

V.(R,r) = VYR, 1)+ V'R, ). (12.117)

The two terms on the RHS describe interactions of the electrons with the alpha
particle and with the daughter nucleus:

o ez'Za d 82'(Z—Za)
Ve (R,T)Z—Zk:m; v, (R,T)Z—Zk:WQ Zy =12.

(12.118)

Here the sum is taken over the electrons of the system. The vectors r, and r; are
the coordinates of the « particle and the daughter nucleus in the frame of reference
with the origin in the center of the parent nucleus. They can be expressed in terms
of the vector R = r, — ry, with

mgy My

r,=—R~R;, r;, = —R. 12.119
3 My + my d My + my ( )
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The final-state energy &r on the RHS of (12.115) can be replaced by the initial-state

energy
& = Q+eR=0), (12.120)

where ¢4 (R) is the energy of the atomic electrons at fixed value of R; 4(0) = B(Z).
Now we look for the solution of (12.115) in the form

w(R,1r) = oR, r)uR). (12.121)

Here the function ¢ (R, r)), in which the vector R is assumed to be a parameter,
is the solution of the wave equation

H.oR, 1)) = eaR)oR, 1), (12.122)

with the Hamiltonian of the atomic electrons H, = T, + V.(R,r). Substituting
(12.122) into the LHS of (12.115), we obtain

R, 1) (Ti + Ve(R) + ea(R) JulR) + u(R) Trp (R, 1)

_ VepR,1) - Veu®R) £:0(R, 1)u(R). (12.123)

2m,

The two last terms on the LHS contain the derivatives of the wave function ¢ (R, r)
with respect to R. The key idea of the adiabatic approximation is that the function ¢
varies with R so slowly that these derivatives can be neglected (see, e.g., [50]). Thus
(12.115) in the adiabatic approximation can be written as the equation of motion for
the o particle (recall that R ~ r,):

(TR + Ve(R) +ea(R) — 8A(0))M(R) = Qu(R). (12.124)

Note that in decay of the bare nuclei, the alpha particle was described by the
equation (Tgx + Vc(R))u(R) = Qu(R). Thus the influence of the electron shell
manifests itself in the change of the potential energy of the alpha particle from V¢
to Ve 4+ €a(R) — £4(0).

Since the difference €4 (R) — €4(0) is expected to be small, we can try to calculate
it in the lowest order of perturbation theory. We can write

ea(R) — €4(0) = Sea(R); Sea(R) = (Wil8V.(R, 0)|¥;); 6V, = V.(R, 1) — V.(0, 1),
(12.125)

with V,(R, r) determined by (12.117). Here ¥; is the wave function of the parent
atom. We begin with interactions between the electrons and the alpha particle. Since
we consider the diagonal matrix element of the operator V* defined by (12.118), only
the monopole term of the expansion in Legendre polynomials contributes. Employing
(5.148), we obtain
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r

SVAR,T) = —ezza(lle 1)9(1% —7r). (12.126)

Hence the difference §e§(R) = (¥|6VX (R, r)|¥;) is determined by the elec-
tron distances r, which are much smaller than the size of the bound state. Since
the distance between the electron and the daughter nucleus is about 1/A times
smaller than that between the electron and the alpha particle, the correction & 8j (R) =
(lI/ilrSVed (R, r)|¥;) appears to be 1/A times smaller than 6 (R). Thus (12.109) can
be written as

Ros
S =/ dR\/2m, (Ve(R) + 824(R) — Q) , (12.127)
R

1

with
sea(R) = (W18 VS (R, 0)|¥); 8V =V.(R,r) = V,(0,r). (12.128)

Note that we obtained (12.114) with §4 = 0.

We found that the difference §¢4 (R) is determined by very small subbarrier elec-
tron distances r. They are two orders of magnitude smaller than the size of the atomic
K shell. Hence the contribution is determined by the electron states with nonzero
values of the wave functions at the origin. In nonrelativistic approximation, these
would be only the s states. However, only certain heavy nuclei undergo « decay, and
the relativistic effects should be accounted for. With an account of the relativistic
effects, the py, states also contribute. The computations require taking into account
the finite size of the decaying nucleus.

One can see that §e4(R) > 0. Thus the electron shell makes the Coulomb barrier
higher. The probability for the alpha decay of the atom becomes smaller than it was
for the bare nucleus. The relative change in the probability (P4 — P)/P is several
units of 1073, In the characteristic case of the alpha decay of *?Ra, one obtains
(P4—P)/P = —2.3 x 1073, The 1s electrons provide about 80% of the contribution.
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