
 
Publications of James F Harrison 

 
1968 2013 

 
1. “Some One-Electron Properties of H2O and NH3,” J. F. Harrison*, J. Chem. Phys. 47, 

2990 (1967). 
 
2. “On the Gaussian-Lobe representation of atomic orbitals,” J. F. Harrison*, J. Chem. 

Phys. 46, 1115 (1967). 
 
3. “Nuclear quadrupole coupling constants in polyatomic molecules,” J. F. Harrison*, J. 

Chem. Phys. 48, 2379 (1968). 
 
4. "Electric-Dipole Polarizability of Water and Ammonia," J. F. Harrison, J. Chem. Phys. 

49, 3321 (1968). 
 
5. “The electronic structure of methylene,” J. F. Harrison* and L. C. Allen, J. Am. Chem. 

Soc. 91, 807 (1969). 
 
6. “The electronic structure and molecular properties of Boron Hydride in its ground and 

excited states,” J. F. Harrison* and L. C. Allen, J. Mol. Spec. 29, 432 (1969). 
 
7. “The calculation of the zero field splitting parameters in carbenes,” J. F. Harrison*, Int’l. 

J. Quant. Chem. 5, 285 (1971). 
 
8. “Geminal product wavefunctions:  A general formalism,” V. A. Nicely and J. F. 

Harrison*, J. Chem. Phys. 54, 4363 (1971). 
 
9. “Electronic structure of carbenes. I. CH2, CHF, and CF2,” J. F. Harrison*, J. Am. Chem. 

Soc. 93, 4112 (1971). 
 
10. “The structural theory of carbenes,” J. F. Harrison*, in Carbene Chemistry, 2nd Ed., 

Academic Press, New York and London, Ch. 5 (1971). 
 
11. “An ab-initio study of the zero field splitting parameters of 3B1 methylene,” J. F. 

Harrison*, J. Chem. Phys. 54, 5413 (1971). 
 
12. “On the zero field splitting parameters of 3B1 methylene,” J. F. Harrison* and R. C. 

Liedtke, J. Chem. Phys. 58, 3106 (1973). 
 
13. “Electronic structure of reactive intermediates.  The Nitrenium ions NH2+, NHF+, and 

NF2+,” J. F. Harrison* and C. W. Eakers, J. Am. Chem. Soc. 95, 3467 (1973). 
 
14. “The structure of methylene,” J. F. Harrison*, Accts of Chem. Res. 7, 378 (1974). 
 
15. “The 3A2 and 3B2 states of CH2,” J. F. Harrison* and D. A. Wernette, J. Chem. Phys. 62, 

2918 (1975). 
 
16. “The electronic structure of reactive intermediates.  Carbonylnitrenes,” J. F. Harrison* 

and G. Shalhoub, J. Am. Chem. Soc. 97, 4172 (1975). 
 
17. “Electronic structure of Lithium substituted carbenes LiCH and CLi2 and the 

isoelectronic nitrenium ions (LiNH)+ and +NLi2”, Harrison JF, Liedtke RC, Liebman JF, 



  James F. Harrison 

ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY, Volume 
176, September, 1978 

 
18.. “The electronic structure of the low-lying excited states of glyoxal,” W. B. Mueller, J. F. 

Harrison*, and P. J. Wagner*, J. Am. Chem. Soc. 100, 33 (1978). 
 
19. “Limitations of restricted open-shell self-consistent field calculations applied to 

molecules with multiple bonds.  Electronic structure and geometry of the ground state of 
HCCN,” J. F. Harrison*, A. Dendramis, and G. E. Leroi,* J. Am. Chem. Soc. 100, 4352 
(1978). 

 
20. "Matrix-Isolated Spectroscopy and an Ab-initio Study of Free Radical HCCN," A. 

Dendramis, J. F. Harrison, and G. E. Leroi, Ber. Bunsen Phys Chem. 82, 7-8 (1978). 
 
22. “The multiplicity of substituted acyclic carbenes and related molecules,” J. F. Harrison*, 

R. C. Liedtke, and J. F. Liebman, J. Am. Chem. Soc. 101, 7162 (1979). 
 
23. “On the orbital description of the 4s3dn+1 states of the transition metal atoms,” T. H. 

Dunning*, Jr., B. H. Botch, and J. F. Harrison*, J. Chem. Phys. 72, 3419 (1980). 
 
24. “An ab initio study of the electronic structure of the ground triplet and low-lying singlet 

states of formylnitrene, HCON, and formylphosphinidene, HCOP,” A. Mavridis and J. F. 
Harrison*, J. Am. Chem. Soc. 102, 7651 (1980). 

 
25. “Valence correlation in the s2dn, sdn+1, and dn+2 states of the first-row transition metal 

atoms,” B. H. Botch, T. H. Dunning*, Jr., and J. F. Harrison*, J. Chem. Phys. 75, 3466 
(1981). 

 
26. “Electronic structure of the phosphenium ions PH2+, HPF+, and PF2+,” J. F. Harrison*, J. 

Am. Chem. Soc. 103, 7406 (1981). 
 
27. “Carbene singlet-triplet gaps.  Linear correlations with substituent π donation,” P. H. 

Mueller, N. G. Rondan, K. N. Houk*, J. F. Harrison*, D. Hooper, B. H. Willen, and J. F. 
Liebman, J. Am. Chem. Soc. 103, 5049 (1981). 

 
28. “Electronic structure and ESR parameters of (CrOCl4)–,” K. K. Sunil, J. F. Harrison*, 

and M. T. Rogers*, J. Chem. Phys. 76, 3078 (1982). 
 
29. “An SCF-MS-Xα  study of a series of d1 transition metal oxohalo complexes,” K. K. 

Sunil, J. F. Harrison*, and M. T. Rogers*, J. Chem. Phys. 76, 3087 (1982). 
 
30. “Electronic structure of the carbyne C–Li and the carbene Li2C,” A. Mavridis and J. F. 

Harrison*, J. Am. Chem. Soc. 104, 3827 (1982). 
 
31. “Near Hartree-Fock calculations of the ground state of the fluoronium ion, FH2+,” A. 

Mavridis and J. F. Harrison*, J. Chem. Soc. Faraday Trans. II 78, 447 (1982).  
 
32. “Electronic Structure of C–Li, Si–H, and Si–Li in the Lowest 4Σ– and 2Π states,” A. 

Mavridis and J. F. Harrison*, J. Phys. Chem. 86, 1979 (1982). 
 
33. “Electronic structure of Scandium lithide,” J. F. Harrison*, J. Phys. Chem. 87, 1323 

(1983). 
 

 2



  James F. Harrison 

34. “Electronic structure of Scandium Fluoride.  A low-resolution ab initio study,” J. F. 
Harrison*, J. Phys. Chem. 87, 1312 (1983). 

 
35. “Electronic structure of CNa and CNa2 in their electronic ground states,” A. Mavridis, J. 

F. Harrison*, and J. F. Liebman, J. Phys. Chem. 88, 4973 (1984). 
 
36. “The bonding, dipole moment, and charge distribution in the lowest singlet and triplet 

states of CH2Li2,” A. E. Alvarado-Swaisgood and J. F. Harrison*, J. Phys. Chem. 89, 62 
(1985). 

 
37. “Electronic and geometric structures of the chromium cations CrH+, CrCH2+, CrCH2+, 

and CrCH+,” A. E. Alvarado-Swaisgood, J. Allison*, and J. F. Harrison*, J. Phys. Chem. 
89, 2517 (1985). 

 
38. “Electronic and geometric structures of ScH+ and ScH2+,” A. E. Alvarado-Swaisgood 

and J. F. Harrison*, J. Phys. Chem. 89, 5198 (1985). 
 
39. “The electronic and geometric structures of the chromium cations CrF+, CrO+, CrN+, and 

CrC+,” J. F. Harrison*, J. Phys. Chem. 90, 3313 (1986). 
 
40. “Factors influencing the C=N stretching frequency in neutral and protonated Schiff’s 

bases,” J. J. López-Garriga, G. T. Babcock*, and J. F. Harrison*, J. Am. Chem. Soc. 108, 
7241 (1986). 

 
41. “Increase in the C=N stretching frequency upon complexation of trans-Retinylidene-n-

butylamine with General Lewis acids,” J. J. López-Garriga, G. T. Babcock*, and J. F. 
Harrison*, J. Am. Chem. Soc. 108, 7131 (1986). 

 
42. “The electronic and geometric structures of the transition-metal carbyne cations ScCH+, 

TiCH+, VCH+, and CrCH+,” A. Mavridis, A. E. Alvarado-Swaisgood, and J. F. 
Harrison*, J. Phys. Chem. 90, 2584 (1986). 

 
43. “The electronic and geometric structure of transition metal containing compounds”, 

Alvarado-Swaisgood A, Harrison JF, SO ABSTRACTS OF PAPERS OF THE 
AMERICAN CHEMICAL SOCIETY, Volume 193, April 5, 1987 

 
44. “The electronic and geometric structures of early transition metal containing 

compounds”, Harrison JF, ABSTRACTS OF PAPERS OF THE AMERICAN 
CHEMICAL SOCIETY, Volume 196, September 25, 1988 

 
45. “The gas phase chemistry of bare and ligated transition metal ions:  Correlations of 

reactivity with electronic structure—I. M+ and MCO+,” J. Allison*, A. Mavridis, and J. 
F. Harrison*, Polyhedron 7, 1559 (1988).  

 
46. “Electronic and geometric structure of the lowest 5Σ+ and 5Π states of CrCl+,” A. E. 

Alvarado-Swaisgood and J. F. Harrison*, J. Phys. Chem. 92, 5896 (1988). 
 
47. “Electronic and geometric structures of the Scandium cations ScH+, ScCH3+, ScCH2+, 

and ScCH+,” A. E. Alvarado-Swaisgood and J. F. Harrison*, J. Phys. Chem. 92, 2757 
(1988). 

 
48. “The gas phase chemistry of bare and ligated transition metal ions:  Correlations of 

reactivity with electronic structure—I. M+ and MCO+,” J. Allison*, A. Mavridis, and J. 
F. Harrison*, Polyhedron 7, 1559 (1988). 

 3



  James F. Harrison 

 
49. “The electronic and geometric structures of the early transition metal cations MCH+, 

MCH2+, and MCH3+,” A. E. Alvarado-Swaisgood and J. F. Harrison*, J. Molec. Struct. 
(Theochem) 169, 155 (1988). 

 
 50. “Theoretical and experimental investigations into the gas-phase chemistry of 1st row 

transition metal ions with nitrogen containing compounds”, Allison J, Harrison JF, 
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY, Volume 
198, September 10, 1989  
 

51. “Bridging the gap between what experimentalists want and what theoreticians can do”, 
Allison J, Harrison, JF,  ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL 
SOCIETY, Volume 198, September 10, 1989 
 

52. “The energetics and electronic and geometric structure of ScN+”, Kunze KL, Harrison JF 
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY, Volume 
198, September 10, 1989 
 

53. “The energetics and electronic and geometric structures of the metal nitride neutral and 
+1 and +2 cations of Sc, Ti, V, and Cr”, Kunze KL, Harrison JF, ABSTRACTS OF 
PAPERS OF THE AMERICAN CHEMICAL SOCIETY, Volume 198, September 10, 
1989 
 

54. “The electronic and geometric structures of several molecular states of ScN”, Kunze KL, 
Harrison JF, ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY, 
Volume 197, April 9, 1989 

 
55. “Electronic and geometric structure of the Titanium hydrides, TiH+ and TiH2+,” A. 

Mavridis and J. F. Harrison*, J. Chem. Soc., Faraday Trans. 2 85, 1391 (1989). 
 
56. “On the electrostatic bonding of CO to the monocations of the first-row transition 

elements,” A. Mavridis, J. F. Harrison*, and J. Allison*, J. Am. Chem. Soc. 111, 2482 
(1989). 

 
57. “Electronic and geometric structures of the metal nitride cations ScN+, TiN+, VN+, and 

CrN+,” K. L. Kunze and J. F. Harrison*, J. Phys. Chem. 93, 2983 (1989). 
 
58. “Gas-phase chemistry of first-row transition metal ions with nitrogen-containing 

compounds:  Theoretical and experimental investigations,” A. Mavridis, K. Kunze, J. F. 
Harrison*, and J. Allison*, Bonding Energetics in Organometallic Compounds, ACS 
Symposium Series 428, T. J. Marks, ed., Ch. 18 (1990). 

 
59. “Bonding of intact molecular hydrogen to Cr+ and CrH+,” M. Rivera, J. F. Harrison*, 

and A. Alvarado-Swaisgood, J. Phys. Chem. 94, 6969 (1990). 
 
60. “Theoretical action on electrides,” R. Rencsok, T. A. Kaplan*, and J. F. Harrison*, 

Physics World, May 1990. 
 
61. “On the electronic structure of electrides,” R. Rencsok, T. A. Kaplan*, and J. F. 

Harrison*, J. Chem. Phys. 93, 5875 (1990). 
 

 4



  James F. Harrison 

62. “Electronic and geometric structures of several states of diatomic Scandium nitride,” K. 
L. Kunze and J. F. Harrison*, J. Am. Chem. Soc. 112, 3812 (1990). 

 
63. “Electronic and geometric structures of various products of the Sc++ H2O reaction,” J. L. 

Tilson and J. F. Harrison*, J. Phys. Chem. 95, 5097 (1991). 
 
64. “Approaches to understanding structure-property relationships in nonlinear optical 

materials,” R. H. Jarman*, M. Munowitz*, and J. F. Harrison*, J. Crystal Growth 109, 
353 (1991). 

 
65. “Electronic and geometric structures of +ScNH2 and +ScNH3,” A. Mavridis, F. L. 

Herrera, and J. F. Harrison*, J. Phys. Chem. 95, 6854 (1991). 
 
66. “Electronic structure of transition-metal amide ions +TiNH2, +VNH2, +CrNH2, and 

+MnNH2,” S. Kapellos, A. Mavridis, and J. F. Harrison*, J. Phys. Chem. 95, 6860 
(1991). 

 
67. “Didehydropyridines (Pyridynes):  An ab initio study,” H. H. Nam, G. E. Leroi*, and J. 

F. Harrison*, J. Phys. Chem. 95, 6514 (1991). 
 
68. “Electronic structure of the thermodynamically stable dication ScN2+ and related 

molecules,” K. L. Kunze and J. F. Harrison*, J. Phys. Chem. 95, 6418 (1991). 
 
69. “The electronic structure of K22–,” F. Tientega, J. L. Dye*, and J. F. Harrison*, J. Am. 

Chem. Soc. 113, 3206 (1991). 
 
70. “A model for a chemistry computational assisted instruction facility”, Reed PA, Atkinson 

TV, Harrison JF, Crouch SR,  ABSTRACTS OF PAPERS OF THE AMERICAN 
CHEMICAL SOCIETY, Volume 204, August 23, 1992 

 
71. “Applications of the Michigan State University Chemistry Computational instructional 

facility”, Harrison JF, Reed PA, Atkinson TV, Crouch SR, ABSTRACTS OF PAPERS 
OF THE AMERICAN CHEMICAL SOCIETY, Volume 204, August 23, 1992 

 
72.. “Electronic structure of Ti(OH)4O22–:  A model for potassium titanyl phosphate,” M. 

Munowitz*, R. H. Jarman*, and J. F. Harrison*, J. Phys. Chem. 96, 124 (1992). 
 
73. “The electronic and geometric structures of various products of the Sc+ + H2S reaction,” 

J. L. Tilson and J. F. Harrison*, J. Phys. Chem. 96, 1667 (1992). 
 
74. “Theoretical study of the nonlinear optical properties of KTiOPO4:  An extended 

Hückel/Sum-over-states approach,” M. Munowitz, R. H. Jarman, and J. F. Harrison*, 
Chemistry of Materials 4, 1296 (1992). 

 
75. “Electronic structure of Li(9-crown-3)2:  A molecule with a Rydberg-type ground state,” 

R. Rencsok, T. A. Kaplan*, and J. F. Harrison*, J. Chem. Phys. 98, 9758 (1993). 
 
76. “Theoretical study of the nonlinear optical properties of KTiOPO4:  Effects of Ti--O--Ti 

bond angles and oxygen electronegativity,” M. Munowitz*, R. H. Jarman*, and J. F. 
Harrison*, Chemistry of Materials 5, 1257 (1993). 

 
77. “Magnetism in the insulating parents of the high-Tc superconductors:  Well- or ill-

understood,” S. D. Mahanti*, T. A. Kaplan*, H. Chang, and J. F. Harrison*, J. Appl. 
Phys. 73, 6105 (1993). 

 5



  James F. Harrison 

 
78. “Theoretical study of the nonlinear optical properties of KTiOPO4:  Cooperative effects 

in extended --Ti--O--Ti--O-- Chains,” M. Munowitz*, R. H. Jarman*, and J. F. 
Harrison*, Chemistry of Materials 5, 661 (1993). 

 
79. “Cluster study of the neutron-scattering form factor for antiferromagnetic KNiF3 and 

NiO,” H. Chang, J. F. Harrison*, T. A. Kaplan*, and S. D. Mahanti*, Phys. Rev. B 49, 15 
753 (1994). 

 
80. “An ab initio investigation of [111]-cryptates:  Their structure and their chemistry,” R. C. 

Boehm, R. J. Rencsok, J. F. Harrison*, and T. A. Kaplan*, J. Phys. Chem. 98, 6972 
(1994). 

 
81. “Valence-electron distribution of cesium crown-ether electrides,” T. A. Kaplan*, R. 

Rencsok, and J. F. Harrison*, Phys. Rev. B 50, 8054 (1994). 
 
82. “Electronic and geometric structure of the diatomics ScN, ScP, and ScAs,” F. Tientega 

and J. F. Harrison*, Chem. Phys. Lett. 223, 202 (1994). 
 
83.  “Electronic and geometric structures of +ScSe and +ScSeH,” J. L. Tilson and J. F. 

Harrison*, J. Phys. Chem. 98, 6474 (1994). 
 
84. “Rydberg-like ground states of H[111]-cryptate and H2[111]-cryptate:  An ab initio 

study,” R. C. Boehm, R. J. Rencsok, J. F. Harrison*, and T. A. Kaplan*, J. Phys. Chem. 
98, 6967 (1994). 

 
85. “Relation of Li(NH3)4 to Electrides,” T. A. Kaplan*, J. L. Dye*, R. Rencsok, and J. F. 

Harrison*, Phys. Rev. Lett. 75, 978 (1995). 
 
86. “VQMC studies of transition metal atoms”, Young D, Harrison JF,  ABSTRACTS OF 

PAPERS OF THE AMERICAN CHEMICAL SOCIETY, Volume 211, March 24, 1996 
 
87. “Electronic structure of the transition metal nitrides TiN, VN, and CrN,” J. F. Harrison*, 

J. Phys. Chem. 100, 3513 (1996). 
 
88. "Neutron Magnetic Form Factor in Insulating Transition Metal Compounds via Cluster 

Calculations", T.A. Kaplan, H. Chang, S. D. Mahanti and J. F. Harrison, "Electronic 
Properties of Solids Using Cluster Methods", Plenum Press, New York, 1995 

 
89. “The electronic structure of the neutral, mono and di positive transition metal nitrides, 

ScN, TiN, VN and CrN,” J. F. Harrison* in Organometallic Ion Chemistry, B. S. Freiser, 
ed., Kluwer Academic: The Netherlands, pp. 89-121 (1996). 

 
90. “Ab initio calculations of ionic and hydrogen bonding interactions with the OCN–, SCN–, 

and SeCN– anions,” P. W. Schultz, G. E. Leroi*, and J. F. Harrison*, Mol. Phys. 88, 217 
(1996). 

 
91. “Electronic structures of ScLi, TiLi, VLi, CrLi, and CuLi and their positive ions,” D. B. 

Lawson and J. F. Harrison*, J. Phys. Chem. 100, 6081 (1996). 
 
92. “Electronic structure of the ground and low-lying excited states of TiP,” V. A. Glezakou, 

A. Mavrides, and J. F. Harrison*, J. Phys. Chem. 100, 13971 (1996). 
 

 6



  James F. Harrison 

93. "A Comprehensive Program for the Enhanced Performance by Minorities in Chemistry at 
the University Level," D. G. Nocera*, D. M. Reed, and J. F. Harrison*, J. Chem. Ed. 73, 
1131 (1996). 

 
94. “Electronic properties of the electride-type molecule Li(9-crown-3)2; Comparison of 

Hartree-Fock and local density approximations,” R. Rencsock, K. A. Jackson*, T. A. 
Kaplan*, M. R. Pederson, and J. F. Harrison*, Chem. Phys. Lett. 262, 207 (1996). 

 
95. “Ab initio calculations of the charge-density susceptibility of the water molecule.” 

Harrison JF, Hunt KLC, ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL 
SOCIETY, Volume 213, April 13, 1997 

 
96. “On the Distance Dependence and Spatial Distribution of the Molecular Quadrupole 

Moments of H2, N2, O2, and F2,” D. B. Lawson and J. F. Harrison*, J. Phys. Chem. 101, 
4781 (1997). 

 
 97. “A history of incorporating computational chemistry and molecular modeling into the 

chemistry curriculum.” Parrill AL, Harrison JF , ABSTRACTS OF PAPERS OF THE 
AMERICAN CHEMICAL SOCIETY, Volume 215, April 2, 1998 

 
98. “The Distance Dependence and Spatial Distribution of the Molecular Quadrupole 

Moments of P2, S2, and Cl2,” D. B. Lawson and J. F. Harrison*, Molecular Physics 93, 
519 (1998). 

 
99. “Ab Initio Study of Polycyclic Aromatic Hydrocarbons in their Ground and Excited 

States,” J. V. Goodpaster, J. F. Harrison, and V. L. McGuffin, J. Phys. Chem.102, 3372 
(1998). 

 
100. “Electronic Structure of the Ground and Low Lying Excited States of CrF and CrCl,” 

J.Hutchison and J. F. Harrison, Molecular Physics 97, 1009-1027 (1999). 
 
101. “Electronic Structure and Bonding in the Ground and Low Lying Excited States of the 

Dications ScH++, TiH++, VH++, CrH++, and MnH++,” J. F. Harrison and P. Christopher, 
Molecular Physics 96, 31-42 (1999). 

 
102. “Crystal Hartree-Fock Calculations for La2NiO4 and La2CuO4,” Yen-Sheng Su, T. A. 

Kaplan, S. D. Mahanti, and J. F. Harrison, Phys. Rev. B 59, 10521 (1999). 
 
103. “A primer in computational chemistry.” Harrison JF, Cukier RI, Jackson JE, 

Hollingsworth R, ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL 
SOCIETY, Volume 217, March 21, 1999 

 
104. "Electronic Structure of Diatomic Molecules Composed of a First-Row Transition Metal 

and Main-Group Element (H-F)," J. F. Harrison, Chem. Rev. 100, 679-716 (2000). 
 
105. “Electronic Structure of LaMnO3 in the ab-initio Crystal Hartree-Fock Approximation 

and,” Yen-Sheng Su, T. A. Kaplan, S. D. Mahanti, and J. F. Harrison, Phys. Rev. B 61, 
1324 (2000). 

 7



  James F. Harrison 

 
106. "Linear Free Energy Relationships for Polyhalogenated Alkane Transformation by 

Electron Transfer Mediators in Model Aqueous Systems," Judith A. Perlinger, R. 
Raghuraman, and J. F. Harrison, J. Phys. Chem. A 104, 2752 (2000). 

 
107. “Comparison of ZnF, ZnO and CaF, CaO and the effect of the filled 3d shell on Zn.” 

ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY, Volume 
221, April 1, 2001 

 
108. “Electronic structure of the ground and low-lying excited states of the first row transition 

metal nitrides, MnN to ZnN.” J. F. Harrison, ABSTRACTS OF PAPERS OF THE 
AMERICAN CHEMICAL SOCIETY, Volume 221, April 1, 2001 

 
109. "Theoretical Investigation of Scandium Carbide, ScC," A. Kalemos, A. Mavridis, and J. 

F. Harrison, J. Phys. Chem. A, 105, 755 (2001). 
 
110. “Comparison of CaO, ZnO and CaF, ZnF in their Ground and Low Lying Excited 

States,” J. F. Harrison, R.W. Field, and C. C. Jarrold, Chapter 11, ACS Symposium 
Series 828, Mark R Hoffmann and Kenneth G. Dyall, editors (2002). 

 
111. "Theoretical Studies of Sc2+ ,Ti2+ ,V2+ ,Cr2+, and Mn2+ Bound to ," J. F. Harrison and 

J. P. Kenny, J. Phys. Chem. A, 106, 9862-9867 (2002). 
2H

 
112. "Ab Initio Study of Selective Fluoresence Quenching of Polycyclic Aromatic 

Hydrocarbons," John V. Goodpaster, James F. Harrison, and Victoria L. McGuffin, J. 
Phys. Chem. A, 106, 10645-10654 (2002). 

 
113. "Barium azacryptand sodide, the first alkalide with an alkaline earth cation, also contains 

a novel dimer, ," M. Y. Redko, R. H. Huang, J. E. Jackson, J. F. Harrison, and J. L. 
Dye, J. Am. Chem. Soc. 125, 2259-2263 (2003). 

2
2Na−

 
114. "The Molecular Quadrupole Moments of HCCH, FCCF, and ClCCCL," D. J. Gearhart , 

J. F. Harrison, and K. L. C. Hunt, Int. J. Quantum Chem., 95, 697 (2003) 
 
115. "Electronic Structure of Linear TiCH," A. Kalemos, T. Dunning, Jr., J. F. Harrison, and 

A. Mavrides, J. Chem. Phys., 119, 3745 (2003). 
 
116. “Quadrupole Moments of the Alkali Dimers, Li2, Na2, and K2” D. B. Lawson and J. F. 

Harrison, International Journal of Quantum Chemistry 102, 1087, (2005) 
 
117. "Some Observations on Molecular Orbital Theory", J. F. Harrison and D. B. Lawson, J. 

Chem. Ed, 82, 1205-1209, (2005) 
 
118. "On the role of the Electron Density Difference in the Interpretation of Molecular 

Properties", James F. Harrison, Journal of Chemical Physics, 119, 8763, (2003) 

 8



  James F. Harrison 

 
119. "CH2 Revisited", A. Kalemos, T. Dunning, Jr., A. Mavridis, and J. F. Harrison, Canadian 

Journal of Chemistry (G. Herzberg Issue) 82, 684, (2004) 
 
120. "Investigation of Transition Metal-imido Bonding in M(But)(2)(dpma)", J. T. Ciszewski, 

J. F. Harrison, and A. L. Odom, Inorganic Chemistry , 43, 3605, (2004) 
 
121. “CH2 and SiH2: Some thoughts on their bonding interpretation”  A. Kalemos, T.H. 

Dunning, A. Mavridis and J. F. Harrison, Abstracts of Papers of ACS  volume 230, 
U2883, meeting abstract 240, August 28, 2005 

 
122. "Local Moments from a Hirshfeld partitioning of the electron density: comparison to 

DMA for N2, O2, and F2", J. F. Harrison, Molecular Physics , 103, 1099, (2005) 
 
123. “On the representation of molecular quadrupole moments in terms of atomic moments”, 

J. F. Harrison, J. Phys. Chem. A 109, 5492-5497, (2005) 
 
124. "Relationship between the charge distribution and dipole moment of CO and the related 

molecules CS, SiO, SiS". J. F. Harrison., J. Phys. Chem. A,110, 10848-10857, (2006) 
 
125. “The collision-induced polarizability of a pair of hydrogen molecules”’ X Li, C Ahuja, J. 

F. Harrison, K.L.C. Hunt, Journal of Chemical Physics, 126, 214302, (2007) 
 
126. “Scanning charge accumulation probe of semiconductor donor molecules” ,S.H. Tessmer, 

I. Kuljanishvili, C. Piermarocchi, T. A. Kaplan, J. F. Harrison, AIP Conference 
Proceedings, Workshop on Mesoscopic Physics, WNMP07 995, 130-134 (Oct. 2007). 

 
127. “Scanning-probe spectroscopy of semiconductor donor molecules” I. Kuljanishvili, C. 

Kayis, J. F. Harrison, C. Piermarocchi, T. A. Kaplan, S.H. Tessmer, L.N. Pfeiffer, K.W. 
West, Nature Physics 4, 227-233 (March 2008). 
See commentary by M.Y. Simmons , Nature Physics, News and Views, 4, 165-166 
(March 2008). 
 

128. “The geometry, vibrational frequencies, thermochemistry, quadrupole moments 
and electronic structure of C2Na2: Comparison with C2Li2, C2H2, C2F2 and C2Cl2” 
Dorothy J. Gearhart, Katharine L.C. Hunt, James F. Harrison * Journal of Molecular 
Structure: THEOCHEM 858 (2008) 31–38 
 

129. “Dipole and quadrupole moment functions of the hydrogen halides, HF, HCl, HBr, and 
HI: A Hirshfeld interpretation” J. F. Harrison, Journal of Chemical Physics, 128, 114320 
(2008) 

 
130. “Nanometer-scale capacitance spectroscopy of semiconductor donor molecules”, S.H. 

Tessmer, I Kuijanishvili,C. Kayis, J. F. Harrison, C. Piermarocchi C.,T. A. Kaplan, 
Physica –Condensed Matter 403, (2008) 3774-3780 

 

 9



  James F. Harrison 

 10

131. “Collision-Induced dipoles and Polarizabilities of Pairs oh Hydrogen Molecules: Ab 
Initio Calculations and Results from Spherical Tensor Analysis”, X. Li, J. F. Harrison, M. 
Gustafsson, F. Wang, M. Abel, L. Frommhold, and K. L. C. Hunt, Proceedings of the 
ICCMSE 2009 

 
132 “A Hirshfeld interpretation of the charge, spin distribution, and polarity of the dipole 

moment of the open shell 3 −Σ  nitrogen halides: NF, NCl, and NBr.” J. F. Harrison, 
Journal of Chemical Physics, 131, 044117 (2009) 

 
133 “Methylene: A Personal Perspective”, James F. Harrison, pages 33-43, “Advances in the 

Theory of Atomic and Molecular Systems: Conceptional and Computational Advances in 
Quantum Chemistry” Edited by P. Piecuch, J. Maruani, G. Delgado-Barrio, and S. 
Wilson, Springer 2009 

 
134 “Single Electron Capacitance Spectroscopy of Individual Dopants in Silicon”, MM. 

Gasseller, R. Loo, J. F. Harrison, M. Caymax, S. Rogge and S. H. Tessmer, Nano 
Letters11, (2011) 5208-5212 

 
135. “A Hirshfeld Interpretation of the charge distribution,dipole and quadrupole moments of 

the halogenated acetylenes, FCCH, ClCCH, BrCCH and ICCH:” J. F. Harrison, J. Chem. 
Phys 133 (2010) 214103 

 
136. “Ab initio investigation of Titanium hydroxide isomers and their cations, (H-Ti-O)+0 and 

(Ti-O-H)+0” ,Milordos E, Harrison J. F. and Hunt K. L. C, J. Chem. Phys. 135 (2011) 
144111 

 
137. “A Hirshfeld interpretation of the local moment composition of the quadrupole moments of 

the halogenated acetylenes FCCF, ClCCCl, BrCCBr, and ICCI”, J. F. Harrison, 
Computational and Theoretical Chemistry 999 (2012) 83-88 

 
138. “The ground and excited states of vanadium hydroxide isomers and their anions and 

cations, (V-OH)0+- and (H-V-O)0+-, Milordos E, Harrison J. F. and Hunt K. L. C.  
 J. Chem. Phys. 138 (2013) 114305 
 
139. “Hirshfeld density partitioning technique: A first application to the transition metal 

compounds, HScO, TiO and VO”, Milordos E and Harrison J. F., J. Chem. Phys 138 
(2013) 184305-7 

 
xxx. "The Molecular Quadrupole Moments of CH2CH2, CF2CF2 and HFCCHF," B. Papas and 

J. F. Harrison, in preparation. 
 
xxx. “The Electronic Structure of LiAl in its Ground and Low Lying Excited States,” D. B. 

Lawson and J. F. Harrison, in preparation. 
 


