2

3

4

5

9

10

11

12

13

14

15

16

17

18

19

J. Phys. Chem. A 2009, 113, 12347-12352 12347

Publications of Russell M. Pitzer

Evaluation of Molecular Integrals by Solid Spherical Harmonic Expansions
R. M. Pitzer, C. W. Kern, and W. N. Lipscomb
J. Chem. Phys., 37, 267—274 (1962).
Evaluation of the Spin—Spin Interaction in Benzene
R. M. Pitzer and H. F. Hameka
J. Chem. Phys., 37, 2725—2725 (1962).
Perturbed Hartree—Fock Calculations. I. Magnetic Susceptibility and Shielding in the LiH Molecule
R. M. Stevens, R. M. Pitzer, and W. N. Lipscomb
J. Chem. Phys., 38, 550—560 (1963).
Calculation of the Barrier to Internal Rotation in Ethane
R. M. Pitzer and W. N. Lipscomb
J. Chem. Phys., 39, 1995—2004 (1963).
AABC, Three-Center Integrals of Type (aa/bc)
R. M. Pitzer, J. P. Wright, and M. P. Barnett
QCPE, 1, 22—22 (1964).
ABAC, Three-Center Integrals of Type (ab/ac)
R. M. Pitzer, J. P. Wright, and M. P. Barnett
QCPE, 1, 23—23 (1964).
S4, Four-Center Integrals over s-Orbitals
R. M. Pitzer, J. P. Wright, and M. P. Barnett
QCPE, 1, 24—24 (1964).
PS3, Four-Center Integrals over Three s-Orbitals and One p-Orbital
R. M. Pitzer, J. P. Wright, and M. P. Barnett
QCPE, 1, 25—25 (1964).
Localized Orbitals for Ethane
R. M. Pitzer
J. Chem. Phys., 41, 2216—2217 (1964).
Calculation of One-Electron Properties for the Formaldehyde Molecule with the LCAO MO SCF Function of Foster and
Boys
W. H. Flygare, J. M. Pochan, G. L. Kerley, T. Caves, M. Karplus, S. Aung, R. M. Pitzer, and S. I. Chan
J. Chem. Phys., 45, 2793—2798 (1966).
Refinement of the LCAO Wave Function and the Recalculation of One-Electron Properties for the Formaldehyde Molecule
S. Aung, R. M. Pitzer, and S. I. Chan
J. Chem. Phys., 45, 3457—3459 (1966).
On the Internal Rotation Potential in H,O,
W. E. Palke and R. M. Pitzer
J. Chem. Phys., 46, 3948—3950 (1967).
Optimized Molecular Orbital Wave Functions for Methane Constructed from a Minimum Basis Set
R. M. Pitzer
J. Chem. Phys., 46, 4871—4875 (1967).
Calculation of the Barrier to Internal Rotation in Ethane with Improved Exponential Wave Functions
R. M. Pitzer
J. Chem. Phys., 47, 965—967 (1967).
Approximate Hartree—Fock Wave Functions, One-Electron Properties, and Electronic Structure of the Water Molecule
S. Aung, R. M. Pitzer, and S. I. Chan
J. Chem. Phys., 49, 2071—2080 (1968).
Bond-Function Analysis of Rotational Barriers: Ethane
0. J. Sovers, C. W. Kern, R. M. Pitzer, and M. Karplus
J. Chem. Phys., 49, 2592—2599 (1968).
Conditionally Convergent Integrals Arising from Electromagnetic Interactions
R. M. Pitzer
J. Chem. Phys., 51, 3191—3195 (1969).
Minimum Basis Wave Functions for Water
R. M. Pitzer and D. P. Merrifield
J. Chem. Phys., 52, 4782—4787 (1970).
Second-Order Perturbation Theory with the Contact Interaction
J. D. Power and R. M. Pitzer

10.1021/jp909210e CCC: $40.75 © 2009 American Chemical Society
Published on Web 11/05/2009



12348 J. Phys. Chem. A, Vol. 113, No. 45, 2009

Chem. Phys. Lett., 8, 615—621 (1971).
20 Near Hartree—Fock Calculations on the Ground State of the Water Molecule: Energies, Ionization Potentials, Geometry,
Force Constants, and One-Electron Properties
T. H. Dunning, R. M. Pitzer, and S. Aung
J. Chem. Phys., 57, 5044—5061 (1972).
21 An Algorithm for the Use of Symmetry in Molecular Self-Consistent-Field Calculations
N. W. Winter, W. C. Ermler, and R. M. Pitzer
Chem. Phys. Lett., 19, 179—182 (1973).
22 Contribution of Atomic Orbital Integrals to Symmetry Orbital Integrals
R. M. Pitzer
J. Chem. Phys., 58, 3111—3112 (1973).
23 Bond Orbital Analysis of the Hydrogen Bond in the Linear Water Dimer
Michael J. T. Bowers and R. M. Pitzer
J. Chem. Phys., 59, 163—166 (1973).
24 Electron Repulsion Integrals and Symmetry Adapted Charge Distributions
R. M. Pitzer
J. Chem. Phys., 59, 3308—3312 (1973).
25 Inequalities for Electron Repulsion Integrals
J. D. Power and R. M. Pitzer
Chem. Phys. Lett., 24, 478—483 (1974).
26 Bond-Function Analysis of Rotational Barriers: Methanol
C. W. Kern, R. M. Pitzer, and O. J. Sovers
J. Chem. Phys., 60, 3583—3587 (1974).
27 Theoretical Description of the Diimide Molecule
N. W. Winter and R. M. Pitzer
J. Chem. Phys., 62, 1269—1275 (1975).
28 Calculations on the Permanganate Ion in the Ground and Excited States
Hsiang-lin Hsu, Carl Peterson, and Russell M. Pitzer
J. Chem. Phys., 64, 791—795 (1976).
29 An SCF Method for Hole States
Hsiang-lin Hsu, Ernest R. Davidson, and Russell M. Pitzer
J. Chem. Phys., 65, 609—613 (1976).
30 Ab Initio Geometry and Vibrational Frequencies for Lithium Peroxide
J. H. Yates and R. M. Pitzer
J. Chem. Phys., 66, 3592—3597 (1977).
31 Theoretical Calculation of the Structure and Spectra of Lithium Oxides
D. T. Grow and R. M. Pitzer
J. Chem. Phys., 67, 4019—4026 (1977).
32 Equilibrium Geometry of Trimethylenemethane and the Absence of an Adjacent Secondary Minimum on the Triplet Potential
Energy Surface
D. M. Hood, R. M. Pitzer, and H. F. Schaefer
J. Am. Chem. Soc., 100, 2227—2228 (1978).
33 Planar *A’; - Orthogonal 'B; Energy Separation for Trimethylenemethane
D. M. Hood, R. M. Pitzer, and H. F. Schaefer
J. Am. Chem. Soc., 100, 8009—8010 (1978).
34 Geometrical Structure and Energetics of Closs’ Diradical: 1,3-Cyclopentadiyl
M. P. Conrad, R. M. Pitzer, and H. F. Schaefer
J. Am. Chem. Soc., 101, 2245—2246 (1979).
35 Electronic States of Carbon Monofluoride: Low-Lying Valence States
T. H. Dunning, W. P. White, R. M. Pitzer, and C. W. Mathews
J. Mol. Spectrosc., 75, 297—317 (1979).
36 Electronic States of Carbon Monofluoride: Rydberg States
W. P. White, R. M. Pitzer, C. W. Mathews, and T. H. Dunning
J. Mol. Spectrosc., 75, 318—326 (1979).
37 Molecular and Electronic Structure of Transition Metal Trifluorides
J. H. Yates and R. M. Pitzer
J. Chem. Phys., 70, 4049—4055 (1979).
38 Electronic Structure of Homoleptic Transition Metal Hydrides: TiH,, VH4, CrH4, MnHy, FeH,, CoHy, and NiH,
D. M. Hood, R. M. Pitzer, and H. F. Schaefer
J. Chem. Phys., 71, 705—712 (1979).
39 Conformational Preferences and Electronic Structures of Ni(C,Hy),
S. C. de Castro, R. M. Pitzer, and H. F. Schaefer
J. Am. Chem. Soc., 101, 7176—7183 (1979).



40

41

42

43

44

45

46

47

48

49

50

51

52

53

54

55

56

57

58

J. Phys. Chem. A, Vol. 113, No. 45, 2009 12349

Electronic Structure of the N,© Molecular Ion

S. C. de Castro, R. M. Pitzer, and H. F. Schaefer

J. Chem. Phys., 74, 550—558 (1981).

Bis(cyclobutadiene) Nickel: Geometrical and Electronic Structure

R. M. Pitzer, J. D. Goddard, and H. F. Schaefer

J. Am. Chem. Soc., 103, 5681—5685 (1981).

Excitation Energies in Trimethylenemethane Derivatives

S. B. Auster, R. M. Pitzer, and M. S. Platz

J. Am. Chem. Soc., 104, 3812—3815 (1982).

Experience Using Spherical Harmonic Expansions to Evaluate Molecular Integrals
R. M. Pitzer

In ETO Multicenter Molecular Integrals: Proceedings of the First International Conference Held at Florida A&M University,
Tallahassee, Florida, U.S.A., August 3-6, 1981, C. A. Weatherford and H. W. Jones (Eds.),
Reidel (Boston), 1982, p. 3—6.

One-Center Electron Repulsion Integrals for Slater and Gaussian Orbitals

R. M. Pitzer

In ETO Multicenter Molecular Integrals: Proceedings of the First International Conference Held at Florida A&M University,
Tallahassee, Florida, U.S.A., August 3-6, 1981, C. A. Weatherford and H. W. Jones (Eds.),
Reidel (Boston), 1982, p. 123—127.

The Barrier to Internal Rotation in Ethane

R. M. Pitzer

Acc. Chem. Res., 16, 207—210 (1983).

Analytic Second Derivatives for Renner—Teller Potential Energy Surfaces. Examples of the Five Distinct Cases
T. J. Lee, D. J. Fox, H. F. Schaefer, and R. M. Pitzer

J. Chem. Phys., 81, 356—361 (1984).

Theoretical Methods for the Study of Transition Metals in Crystals

N. W. Winter and R. M. Pitzer

In Tunable Solid State Lasers, P. Hammerling, A. B. Budgor, and A. Pinto (Eds.)
Springer-Verlag (Berlin), 1985, p. 164—171.

Molecular Photoionization Cross Sections by the Complex-Basis-Function Method
C. H. Yu, R. M. Pitzer, and C. W. McCurdy

Phys. Rev. A, 32, 2134—2141 (1985).

Electronic Structure of Polyhedral Alkanes

C. A. Scamehorn, S. M. Hermiller, and R. M. Pitzer

J. Chem. Phys., 84, 833—837 (1986).

Ab Initio Calculations on Electronic States of Bez

W. C. Ermler, C. W. Kern, R. M. Pitzer, and N. W. Winter

J. Chem. Phys., 84, 3937—3943 (1986).

The Equilibrium Geometry of F,* in its Ground Electronic State. A Simple Example of the Effects of Symmetry Breaking on
an Observable Molecular Property

R. Murphy, H. F. Schaefer, R. H. Nobes, L. Radom, and R. M. Pitzer

Int. Rev. Phys. Chem., 5, 229—237 (1986).

Ab Initio Calculations on Electronic States of Bes; and Bes; Clusters

R. B. Ross, W. C. Ermler, R. M. Pitzer, and C. W. Kern

Chem. Phys. Lett., 134, 115—120 (1987).

Theoretical Study of a Cu™ Ion Impurity in a NaF Host

N. W. Winter, R. M. Pitzer, and D. K. Temple

J. Chem. Phys., 86, 3549—3556 (1987).

Hartree—Fock Calculation of the Electronic Structure of a Cu™* Impurity in NaCl
N. W. Winter, R. M. Pitzer, and D. K. Temple

J. Chem. Phys., 87, 2945—2953 (1987).

Selected Properties of Be Clusters in ab Initio Model Approximations

W. C. Ermler, R. B. Ross, C. W. Kern, R. M. Pitzer, and N. W. Winter

J. Phys. Chem., 92, 3042—3046 (1988).

Electronic-Stucture Methods for Heavy-Atom Molecules

R. M. Pitzer and N. W. Winter

J. Phys. Chem., 92, 3061—3063 (1988).

Effect of Vibration on Photoionization of CO, in the 40, Channel

C. H. Yu, R. M. Pitzer, and C. W. McCurdy

J. Phys. Chem., 92, 3116—3122 (1988).

Configuration Interaction Calculation of the Electronic Spectra of MgF,:V ™2

N. W. Winter and R. M. Pitzer

J. Chem. Phys., 89, 446—451 (1988).



12350 J. Phys. Chem. A, Vol. 113, No. 45, 2009

59

60

61

62

63

64

65

66

67

68

69

70

71

72

73

74

75

76

1

78

Analytic Determination of the Hyperfine-Assisted Zeeman Shift for the Deuterium Atom

R. A. Harris and R. M. Pitzer

Phys. Rev. A, 38, 3104—3105 (1988).

A Progress Report on the Status of the COLUMBUS MRCI Program System

R. Shepard, I. Shavitt, R. M. Pitzer, D. C. Comeau, M. Pepper, H. Lischka, P. G. Szalay, R. Ahlrichs, F. B. Brown, and J. G.
Zhao

Int. J. Quantum Chem. Symp., 22, 149—165 (1988).

Electronic Structure and Spectra of Uranocene

A. H. H. Chang and R. M. Pitzer

J. Am. Chem. Soc., 111, 2500—2507 (1989).

A Spin—Orbit Interaction Enhanced INDO/S—CI Technique: Applications to Main Group and Transition Metal Heteronuclear
Diatomic Molecules

M. Kotzian, N. Rosch, R. M. Pitzer, and M. C. Zerner

Chem. Phys. Lett., 160, 168—174 (1989).

Photodetachment Cross Section for the 30, Channel of F,™ in the Static-Exchange Approximation
W. Sun, R. M. Pitzer, and C. W. McCurdy

Phys. Rev. A, 40, 3669—3672 (1989).

Atomic Self-Consistent-Field Program by the Basis-Set Expansion Method (Bielefeld Version)
R. M. Pitzer

QCPE, 10, 587—587 (1990).

Calculation of the Pressure Shifts of the Quartet States of Ruby

N. W. Winter, M. Ross, and R. M. Pitzer

J. Phys. Chem., 94, 1172—1174 (1990).

Ab Initio Properties of Electronic States of Beg

R. B. Ross, C. W. Kern, and R. M. Pitzer

J. Phys. Chem., 94, 7771—=7774 (1990).

Ab Initio Models for Beg; and Beg; Metal Clusters

R. B. Ross, W. C. Ermler, V. Luana, R. M. Pitzer, and C. W. Kern

Int. J. Quantum Chem. Symp., 24, 225—240 (1990).

Modeling Bulk Systems Through Large-Scale ab Initio Calculations

R. B. Ross, V. Luana, W. C. Ermler, R. M. Pitzer, and C. W. Kern

Visions (Ohio Supercomputer Center), 3.2, 12—15 (1990).

The Ground and Excited States of C¢M and CeoMt (M = O, F, K, Ca, Mn, Cs, Ba, La, Eu, U)
A. H. H. Chang, W. C. Ermler, and R. M. Pitzer

J. Chem. Phys., 94, 5004—5010 (1991).

Simulation of Transition Metal Ions in Ionic Crystals

V. Luana, M. Florez, J. M. Recio, L. Pueyo, M. Bermejo, and R. M. Pitzer

Radiat. Eff. Defects Solids, 119—121, 287—299 (1991).

Spin—Orbit (Core) and Core Potential Integrals

R. M. Pitzer and N. W. Winter

Int. J. Quantum Chem., 40, 773—780 (1991).

Optimized Gaussian Basis Sets for Use with Relativistic Effective (Core) Potentials: Li—Ar
N. M. Wallace, J. P. Blaudeau, and R. M. Pitzer

Int. J. Quantum Chem., 40, 789—796 (1991).

Cgo and Its Tons; Electronic Structure, Ionization Potentials, and Excitation Energies

A. H. H. Chang, W. C. Ermler, and R. M. Pitzer

J. Phys. Chem., 95, 9288—9291 (1991).

Ab Initio Studies of the Electronic Structure and Density of States of Metallic Beryllium

R. B. Ross, W. C. Ermler, C. W. Kern, and R. M. Pitzer

Int. J. Quantum Chem., 41, 733—747 (1992).

Accuracy of Energy-Adjusted Quasirelativistic ab Initio Pseudopotentials; All-Electron and Pseudopotential Benchmark
Calculations for Hg, HgH, and Their Cations

U. Hiussermann, M. Dolg, H. Stoll, H. Preuss, P. Schwerdtfeger, and R. M. Pitzer

Mol. Phys., 78, 1211—1224 (1993).

Relativistic and Correlation Effects for Element 105 (Hahnium, Ha). A Comparative Study of M and MO (M = Nb, Ta, Ha)
Using Energy-Adjusted ab Initio Pseudopotentials

M. Dolg, H. Stoll, H. Preuss, and R. M. Pitzer

J. Phys. Chem., 97, 5852—5859 (1993).

Ab Initio Studies of Ligand Effects on the Metal—Metal Bond in Dimolybdenum Complexes
J. P. Blaudeau and R. M. Pitzer

J. Phys. Chem., 98, 4575—4579 (1994).

Ab Initio Calculations of Dirhenium Complexes Using Relativistic Effective Core Potentials
J. P. Blaudeau, R. B. Ross, R. M. Pitzer, P. Mougenot, and M. Benard

J. Phys. Chem., 98, 7123—7127 (1994).



79

80

81

82

83

84

85

86

87

88

89

90

91

92

93

94

95

96

97

98

J. Phys. Chem. A, Vol. 113, No. 45, 2009 12351

Electronic Structure of Actinocenes and Actinofullerenes

A. H. H. Chang, K. Zhao, W. C. Ermler, and R. M. Pitzer

J. Alloys Compd., 213/214, 191—195 (1994).

Calculation of the Electronic Structure of Transition Metals in Ionic Crystals

N. W. Winter, D. K. Temple, V. Luana, and R. M. Pitzer

Adv. Mol. Electron. Struct. Theory, 2, 61—109 (1994).

Formally Tetravalent Cerium and Thorium Compounds: A Configuration Interaction Study of Cerocene Ce(CgHg), and Thorocene
Th(CgHsg), Using Energy-Adjusted Quasirelativistic ab Initio Pseudopotentials

M. Dolg, P. Fulde, H. Stoll, H. Preuss, A. Chang, and R. M. Pitzer

Chem. Phys., 195, 71—82 (1995).

Electronic Structure of Hf@C,g and Its Ions. 1. SCF Calculations

D. F. T. Tuan and R. M. Pitzer

J. Phys. Chem., 99, 9763—9767 (1995).

AD Initio Studies of the Electronic Structure of Beos, Bejos, Bejj1, and Bejss Clusters

R. B. Ross, C. W. Kern, R. M. Pitzer, and W. C. Ermler

Int. J. Quantum Chem., 55, 393—410 (1995).

Electronic Structure of Hf@Cyg and Its Ions. 2. CI Calculations

D. F. T. Tuan and R. M. Pitzer

J. Phys. Chem., 99, 15069—15073 (1995).

Electronic Structure of C,g, Pa@C,g, and U@Cyg

K. Zhao and R. M. Pitzer

J. Phys. Chem., 100, 4798—4802 (1996).

Isaiah Shavitt

U. Kaldor and R. M. Pitzer

J. Phys. Chem., 100, 6017—6022 (1996).

Electronic Structures of C,gH, and Hf@C,3H, and Their Ions. SCF Calculations

D. F. T. Tuan and R. M. Pitzer

J. Phys. Chem., 100, 6277—6283 (1996).

A Two-Configuration Study on the Photodetachment Cross-Section for the 30, Channel of F,,
S. Weiguo, R. M. Pitzer, and C. W. McCurdy

Sci. China, Ser. A, 40, 432—435 (1997).

Spin—Orbit Splittings in Mg —Neutral Complexes

S. Matsika and R. M. Pitzer

J. Phys. Chem. A, 102, 1652—1656 (1998).

Treatment of Symmetry in Hartree—Fock Theory

R. M. Pitzer

Encyclopedia of Computational Chemistry, P. v. R. Schleyer, Ed.,

Wiley: New York, 1998, pp. 2929—2931.

Spin—Orbit Configuration Interaction Using the Graphical Unitary Group Approach and Relativistic Core Potential and
Spin—Orbit Operators

S. Yabushita, Z. Zhang, and R. M. Pitzer

J. Phys. Chem. A, 103, 5791—5800 (1999).

Application of Relativistic Quantum Chemistry to the Electronic Energy Levels of the Uranyl Ion
Z. Zhang and R. M. Pitzer

J. Phys. Chem. A, 103, 6880—6886 (1999).

Atomic Orbital Basis Sets for Use with Effective Core Potentials

J.-P. Blaudeau, S. R. Brozell, S. Matsika, Z. Zhang and R. M. Pitzer

Int. J. Quantum Chem., 77, 516—520 (2000).

Electronic Spectrum of the NpO,*" and NpO," Ions

S. Matsika and R. M. Pitzer

J. Phys. Chem. A, 104, 4064—4068 (2000).

Parallel Spin—Orbit Coupled Configuration Interaction

J. L. Tilson, W. C. Ermler, and R. M. Pitzer

Comput. Phys. Commun., 128, 128—138 (2000).

Intensities in the Spectra of Actinyl lons

S. Matsika, R. M. Pitzer, and D. T. Reed

J. Phys. Chem. A, 104, 11983—11992 (2000).

Actinyl Ions in Cs,UO,Cl4

S. Matsika and R. M. Pitzer

J. Phys. Chem. A, 105, 637—645 (2001).

High-Level Multireference Methods in the Quantum-Chemistry Program COLUMBUS: Analytic MR-CISD and MR-AQCC
Gradients and MR-AQCC-LRT for Excited States, GUGA Spin—Orbit CI and Parallel CI Density
H. Lischka, R. Shepard, R. M. Pitzer, 1. Shavitt, M. Dallos, T. Miiller, P. G. Szalay, M. Seth, G. S. Kedziora, S. Yabushita,
and Z. Zhang



12352

99

100

101

102

103

104

105

106

107

108

109

110

111

J. Phys. Chem. A, Vol. 113, No. 45, 2009

Phys. Chem. Chem. Phys., 3, 664—673 (2001).
Electronic Structure and Spectra of Actinyl Ions
S. Matsika, Z. Zhang, S. R. Brozell, J.-P. Blaudeau, Q. Wang, and R. M. Pitzer
J. Phys. Chem. A, 105, 3825—3828 (2001).
Structure and Spectra of UO,F, and Its Hydrated Species
Q. Wang and R. M. Pitzer
J. Phys. Chem. A, 105, 8370—8375 (2001).
(Book review) Relativistic Electronic Structure Theory: Part 1, P. Schwerdtfeger (Ed.)
R. M. Pitzer
J. Am. Chem. Soc., 125, 13304 (2003).
(Book review) Relativistic Electronic Structure Theory: Part 2, P. Schwerdtfeger (Ed.)
R. M. Pitzer
J. Am. Chem. Soc., 126, 13875 (2004).
Synthesis of High-Performance Parallel Programs for a Class of ab Initio Quantum Chemistry Models
G. Baumgartner, A. Auer, D. Bernholdt, A. Bibereata, V. Chopella, D. Cociorva, X. Gao, R. J. Harrison, S. Hirata, S.
Krishnamoorthy, S. Krishnan, C.-C. Lam, Q. Lu, M. Nooijen, R. M. Pitzer, J. Ramanujam, P. Sadayappan, and A. Sibiryakov
Proc. IEEE, 93, 276—292 (2005).
Atomic Self-Consistent-Field Program by the Basis Set Expansion Method: COLUMBUS Version
R. M. Pitzer
Comput. Phys. Comm., 170, 239—264 (2005).
Automatic Code Generation for Many-Body Electronic Structure Methods: the Tensor Contraction Engine
A. A. Auer, G. Baumgartner, D. E. Bernholdt, A. Bibireata, V. Choppella, D. Cociorva, X. Gao, R. Harrison, S. Krishnamoorthy,
S. Krishnan, C.-C. Lam, Q. Lu, M. Nooijen, R. Pitzer, J. Ramanujam, P. Sadayappan, and A. Sibiryakov
Mol. Phys., 104, 211—228 (2006).
Oxidation of Gas-Phase Protactinium Ions, Pat and Pa>": Formation and Properties of PaO,>*(g), Protactinyl
M. Santos, A. Pires de Matos, J. Marcalo, J. K. Gibson, R. G. Haire, R. Tyagi, and R. M. Pitzer
J. Phys. Chem. A, 110, 5751—5759 (2006).
Theoretical Investigation of the Binding Energies of the Iodide Ion and Xenon Atom with Decaborane
I. Sioutis and R. M. Pitzer
J. Phys. Chem. A, 110, 12528—12534 (2006).
Jahn—Teller and Related Effects in the Silver Trimer. I. The ab Initio Calculation of Spectroscopically Observable Parameters
for the X?E’ and A’E” Electronic States
I. Sioutis, V. L. Stakhursky, R. M. Pitzer, and T. A. Miller
J. Chem. Phys., 126, 124308 (2007).
Jahn—Teller and Related Effects in the Silver Trimer. II. Vibrational Analysis of the A’E”—X?E’ Electronic Transition
I. Sioutis, V. L. Stakhursky, R. M. Pitzer, and T. A. Miller
J. Chem. Phys., 126, 124309 (2007).
FTICR/MS Studies of Gas-Phase Actinide Ion Reactions: Fundamental Chemical and Physical Properties of Atomic and
Molecular Actinide Ions and Neutrals
J. K. Gibson, R. G. Haire, J. Mar¢alo, M. Santos, J. P. Leal, A. Pires de Matos, R. Tyagi, M. K. Mrozik, R. M. Pitzer, and
B. E. Bursten.
Eur. Phys. J. D, 45, 133—138 (2007).
Configuration Interaction Studies on the Electronic States of the CUO Molecule
T. Yang, R. Tyagi, Z. Zhang, and R. M. Pitzer
Mol. Phys., 107, 1193—1195 (2009).



