Survey

Subvolume a

1 Introduction
2 Constants of diamagnetic molecules

Subvolume b

3 Figures

4 Constants of radicals

5 Appendix: Additions

6 Index of substances for Vol. 11/4, 11/6, and 11/14

Bibliografische Informationen HI.
) digitalisiert durch |
http://d-nb.info/821130617 BLI E


http://d-nb.info/821130617

Table of contents
Subvolume a

1 Introduction (J.DEMAISON) . . . . . . .« o v v v o e e s e e e e e e e e e 1
11 Generalremarks . . . . . . . L L L L L L e e e e e e e 1
1.2 Review articlesand tables . . . . . . . . . . . . ... L 1
1.3 Arrangement of tables, substances, and parameters . . . . . . . . . . . ... ... ... 1
14 Selectionofdata . . . . . . . . . . . L. s, 2
1.5 Abbreviations used for experlmental methods . . . . . . . . . ... 3
1.6 Selected fundamental constants and conversion factors . . . . . . . . . . .. . ... .. .. 3
1.7 References . . . . . . . . L L L e e e e e e e e e e e s 4

2 Constants of diamagneticmolecules . . . . . . . . . . . . . ... ..o oo 5
21 Survey (E.TIEMANN) . . . . . v v v v vt e e e e e e e e e e e e e e e e e e 5

2.2 Diatomic molecules: Rotational constants, centrifugal distortion constants, rotation-vibration interac-

23

2.4

25

2.6

tion constants, Dunham energy coefficient, parameters of the breakdown of the Born-Oppenheimer

approximation, and equilibrium internuclear separations (E. TIEMANN). . . . . . . . . . . . . . 5
221 Preliminaryremarks . . . . . . . . . L L L L e e e 5
222 Data . L. L L L e e e e e e e e e e 9
2.2.3 References for 2.2,2.6.1,271and29.1. . . . . . . . . .. ... ..o 34

Linear molecules: Rotational constants, centrifugal distortion constants, rotation-vibration interac-
tion constants, I-type doubling constants, isotopic masses, Fermi resonance interaction constants, and

references for structural data (J.DEMAISON) . . . . . . . . . . . . . . .o 37
231 Preliminary remarks . . . . . . . . . . . L. L. e e e e e e e e e 37
232 Data . . . . . L e e e e e e e e e e e e e e e e e e e e e 40

References:see 2.53. . . . . . . . ... ..o 556

Symmetric top molecules: Rotational constants, centrifugal distortion constants, rotation-vibration
interaction constants, isotopic masses, I-type doubling constants, Coriolis coupling constants, and

references for structural data (J.DEMAISON) . . . . . . . . . . . . . ... ..o 63
241 Preliminaryremarks . . . . . . . . . . . . L. oL e e e e e 63
242 Data . . . . L Lo oo e e e e e e e e e e e e e e e 66

References:see 2.53. . . . . . . . . . L L L. e e e e e 556

Asymmetric top molecules: Rotational constants, centrifugal distortion constants, rotation-vibration
interaction constants, Coriolis coupling constants, equilibrium structure, and references for structural

data (J.DEMAISON) . . . . . . . . L. e e e e e e e 128
2.5.1 Preliminary remarks . . . . . . . . . . L L L. e e e 128
252 Data . . . L. L e e e e e e e e e e e s 131
2.521 Inorganicmolecules . . . . . . . . L. L. oL L L0 131
2.5.2.2 Methane, ethane, propane derivatives . . . . . . . . . . . . .. .. ... ... 175
2.5.2.3 Aliphatic molecules with double and triple carbon-bonds. . . . . . . . . . . . .. 326
2.5.24 Elemento-organiccompounds . . . . . . . . . . ... ..o 382
2.5.2.5 Elements with two or three internalrotors . . . . . . . . . . . . . . ... ... 415
2.5.2.6 Saturated cyclic compounds . . . . . .. . ... ..o 425
2327 Unsaturated cyclic and aromaticcompounds . . . . . . . . . . . . ... .. .. 483
2.5.3 References for 2.3, 24, 2.5,2.6.2,2.6.3,2.72,273,and 28 . . . . . . . . . . . .. ... 556
Dipolemoments . . . . . . . . . . ... e e e e e e e e e e e 584
2.6.1 Diatomic molecules (E. TIEMANN) ........................... 584
2.61.1 Preliminaryremarks . . . . . . . . . . . . Lo e e e e e 584
2612 Data . . . . . . . e e e e e e e e 586

References:see 223 . . . . . . . L L L e e e e e 34



Table of contents

2.6.2 Linear and symmetric top molecules (J.DEMAISON) . . . . . . . . . . . . ... 590
2.6.21 Preliminaryremarks . . . . . . . . . . .. ..o e e e e e e e e e 590
2622 Data . . . . . . o e e e e e e e e e e e e e e e e e 591

References:see 2.53 . . . . . . . . . .0 o e e e e e e e e e 556

2.6.3 Asymmetric top molecules (J.DEMAISON) . . . . . . . . . . . . ... oo 598
2.6.3.1 Preliminaryremarks . . . . . . . . . . . . L. oo 598
2632 Data . . . . . L L L e e e e e e e e e e e e e e e e 599

References:see 2.5.3 . . . . . . .. .. oL L Lo oo e e e 556
2.7 Quadrupole coupling constants . . . . . . . . . L L. o e 644

2.7.1 Diatomic molecules (E. TIEMANN) . . . . . . . « v v v v v v v vt e e e e e e 644
2711 Preliminaryremarks . . . . . . . . . . . . oL e e 644
2742 Data . . . . L L L e e e e e e e e e e e e e e e e e 646

References:see 223 . . . . . . . . o . e e e e e e 34

2.7.2 Linear and symmetric top molecules (J.DEMAISON) . . . . . . . . . . . . . . . .. .. 654
2.7.21 Preliminaryremarks . . . . . . . . . . L oL L L0 e e 654
2722 DData . . . . . . o e e e e e e e e e e e e e e e e e e e 657

References:see 2.53 . . . . . . . . ..o o e e e e e e e 556

2.7.3 Asymmetric top molecules J.DEMAISON) . . . . . . . . . . . ..o oo e 0w 669
2731 Preliminaryremarks . . . . . . . . . L L L L0 oo e e e e e 669
2732Data . . . . e e e e e e e e e e e e e e e e e e e 671

References:see 2.5.3 . . . . . . . . .. o o e e e e e e e e 556
2.8 Hindered rotation (J. DEMAISON, A.DUBRULLE) . . . . . . . . . . . . v v v v v v v v v . 717

2.8.1 Preliminary TmMarkS . . . e e e e e 717

282 Data . . . . L . o o e e e e e e e e e e e e e e e e 719
a) C—Cbonds. . . . . . . . . e e e e e e e e e e e e e e e e e 719
b) C—Siand C—Gebonds . . . . . . . . . . ..o e e e e 730
) C—Obonds. . . . . . . . e e e e e e e e e e e e e 734
dyC—Sand C—Sebonds . . . . . . . . . ..o e e e e e 738
e) C—NandC—Pbonds . . . . . . . . . . . . . . 741
f) Otherbonds . . . . . . . .« . L e e e e e e 743
References:see 2.53 . . . . . . . L L L Lo e e e e e e e e 556

29 Magneticconstants . . . . . . . . . L L. oo e e e e e e e e e e e e e e e e e 745

29.1 Diatomic molecules (E. TIEMANN) . . . . . . . . . . . . o v v v v v vt e e 745
29.1.1 Preliminaryremarks . . . . . . . . . . . . L ..o e e e 745
N B D 7 747

References:see 2.2.3 . . . . . . . . . L e e e 34

2.9.2 Linear and symmetric top molecules: Rotational g-values, magnetic susceptibilities and anisotrop-
ies, paramagnetic and diamagnetic contributions, molecular quadrupole moments, electronic
charge distributions, spin-rotation and spin-spin coupling parameters, nuclear g-values from rota-
tional Zeemann effect and nuclear magnetic shielding parameters from the rotational Zeemann
effect as well as indirectly via the paramagnetic contribution to the spin-rotation tensor com-

ponents (W.HUTTINER) . . . . . . . . . . . . . . . . . . o e e e 755
29.21 Preliminaryremarks . . . . . . . . . . . . . .. e e e e e e 755
2922 Data . . . . . . L L e e e e e e e e e e e e e e e e e e e 763
a) Linearmolecules . . . . . . . . . . . ..o e e e 763
b) Symmetrictopmolecules . . . . . . . ... Lo oL L0 Lo . 766
References:see2.9.4 . . . . . . . . . L e e e e e e 786

2.9.3 Asymmetric top molecules: Rotational g-values, magnetic susceptibilities and anisotropies, para-
magnetic and diamagnetic contributions molecular quadrupole moments, electronic charge dis-
tributions, spin-rotation and spin-spin coupling parameters, nuclear g-values from rotational
Zeemann effect and nuclear magnetic shielding parameters from the rotational Zeemann effect as
well as indirectly via the paramagnetic contribution to the spin-rotation tensor components

(W.HOTTINER) . . . . . . . . . . o o e e e s e e e s e e e e e 772
2.9.31 Preliminaryremarks . . . . . . . . . .0 .00 e e e e e e 772
2932 Data . . . . ... e e e e e e e e e e e e e e 773

References:see 294 . . . . . . . . . L ..o oo 786

29.4 References for 2.9.2and 2.9.3 (W.HUTTINER) . . . . . . . . « « v v v v v v v v v v .. 786



Table of contents

Subvolume b
3 Figures (J. DEMAISON, A. DUBRULLE)

4 Constants of radicals

4.1 Diatomic radicals (E. TIEMANN)
4.2 Polyatomic free radicals (J.M. BROWN)

5 Appendix: Additions
6 Index of substances for Vol. I1/4, 11/6, and 11/14

XI



