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1. Simple expressions for the heat capacities of gases. B.L. Crawford, Jr. and R.G. Parr, J.
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15. National Academy of Sciences conference on quantum-mechanical methods in valence
theory. R.G. Parr and B.L. Crawford, Jr., Proc. Natl. Acad. Sci. USA 38, 547-553 (1952).

16. A method for estimating electronic repulsion integrals over LCAO MOs in complex
unsaturated molecules. R.G. Parr, J. Chem. Phys. 20, 1499 (1952).
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Semi-empirical theory of the electronic spectra and electronic structure of complex
unsaturated molecules. I. R. Pariser and R.G. Parr, J. Chem. Phys. 21, 466-471 (1953).

A semi-empirical theory of electronic spectra and electronic structure of complex
unsaturated molecules. II. R. Pariser and R.G. Parr, J. Chem. Phys. 21, 767-776 (1953).

Electronic states of diatomic molecules: the oxygen molecule. F.G. Fumi and R.G. Parr.
Chem. Phys. 21, 1864-1868 (1953).

On the electronic structure and electronic spectra of ethylene-like molecules. R.G. Parr
and R. Pariser, J. Chem. Phys. 23, 711-725 (1955).

The quantum theory of valence. R.G. Parr and F.O. Ellison, Annu. Rev. Phys. Chem. 6,
171-192 (1955).

Generalized antisymmetrized product wave functions for atoms and molecules. R.G. Parr,
F.O. Ellison and P.G. Lykos, J. Chem. Phys. 24, 1106 (1956).

On the pi-electron approximation and its possible refinement. P.G. Lykos and R.G. Parr,
Chem. Phys. 24, 1166-1173 (1956); 25, 1301 (1956).

Why not use Slater orbitals of non-integral principal quantum number? R.G. Parr and
H.W. Joy, J. Chem. Phys. 26, 424 (1957).

1s orbitals as basis functions for molecular calculations. R.G. Parr, J. Chem. Phys. 26, 428
(1957).

Book review: Mécanique Ondulatoire Appliquée a I'Etude des Atomes et des Molecules,
by Raymond Daudel. R.G. Parr, J. Am. Chem. Soc. 79, 5586 (1957).

Theory of separated electron pairs. J.M. Parks and R.G. Parr, J. Chem. Phys. 28, 335-345
(1958).

On the diamagnetic anisotrophy of benzene. P.G. Lykos and R.G. Parr, J. Chem. Phys.
28, 361 (1958).

A one-center wave function for the hydrogen molecule. H.W. Joy and R.G. Parr, J. Chem.
Phys. 28, 448-453 (1958).

Some extraordinary functions for improving calculations of electronic energies. L.C.
Snyder and R.G. Parr, J. Chem. Phys. 28, 1250-1251 (1958).

Improved simple analytical wave functions for atoms. A.F. Saturno and R.G. Parr, J.
Chem. Phys. 29, 490-493 (1958).

Book review: Molecular Electronic Bibliography, Vol. 1, by L. Kasha and M. Kasha. R.G.
Parr, Spectrochim. Acta 13, 338 (1959).

The theory of electronic excitation and reorganization in the formaldehyde molecule. J.M.
Parks and R.G. Parr, J. Chem. Phys. 32, 1657-1681 (1960).
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Valence. R.G. Parr. Encyclopedia of Science and Technology (McGraw-Hill, New York,
1960), Vol. 15, pp. 256-259.

Conference on Molecular Quantum Mechanics. Introductory Note. R.G. Parr, Rev. Modern
Phys. 32, 169 (1960).

A one-center wave function for the methane molecule. A.F. Saturno and R.G. Parr, J.
Chem. Phys. 33, 22-27 (1960).

Three remarks on molecular orbital theory of complex molecules. R.G. Parr, J. Chem.
Phys. 33, 1184-1199 (1960).

Problems in perturbation theory calculation of diamagnetic susceptibility and nuclear
magnetic shielding in molecules: illustration with the hydrogen atom. L.C. Snyder and
R.G. Parr, J. Chem. Phys. 34, 837-842 (1961).

Extraordinary basis functions in valence theory. L.C. Snyder and R.G. Parr, J. Chem.
Phys. 34, 1661-1665 (1961).

On the introduction of arbitrary angular peakedness into atomic orbitals. O.G. Ludwig
and R.G. Parr, J. Chem. Phys. 35, 754-755 (1961).

Perturbation theory calculations. R.G. Parr and L.C. Snyder, J. Chem. Phys. 35, 1898-
1899 (1961).

Some recent advances in quantum chemistry. R.G. Parr, Sci. Repts. Inst. Super. Sanita 1,
551-559 (1961).

Remark on the Mulliken approximation for two-center electron distributions. A.L.
Companion and R.G. Parr, J. Chem. Phys. 35, 2268-2269 (1961).

Book review: Die Electronenspektren in der Theoretischen Chemie, by Camile Sandorfy.
R.G. Parr, J. Am. Chem. Soc. 84, 2656 (1962).

Book review: Dynamic Physical Chemistry, by J. Rose. R.G. Parr, Chemical Engineering
69, 179 (1962).

Book review: Notes on Molecular Orbital Calculations, by J.D. Roberts, and Molecular
Orbital Theory for Organic Chemists, by A. Streitwieser, Jr. R.G. Parr, American Scientist
50, 316A-318A (1962).

An approach to the internal rotation problem. M. Karplus and R.G. Parr, J. Chem. Phys.
38, 1547-1552 (1963).

Magnetic properties of molecules from one-center wave functions. Theory and application
to the hydrogen molecule. J.R. Hoyland and R. G. Parr, J. Chem. Phys. 38, 2991-2998
(1963).

Simple one-center calculation of breathing force constants and equilibrium internuclear

distances for NH;, H2,, and HF. D.M. Bishop, J.R. Hoyland and R.G. Parr, Mol. Phys. 6,
467-476 (1963).
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The Quantum Theory of Molecular Electronic Structure. (W.A. Benjamin, Inc., New York,
1963). R.G. Parr.

Book review: Theories of Electrons in Molecules, by W.T. Simpson. R.G. Parr, J. Phys.
Chem. Solids 24, 1150-1151 (1963).

Toward an improved n-electron theory. G. Del Re and R.G. Parr, Rev. Modern Phys, 35,
604-611 (1963).

One-center perturbation approach to molecular electronic energies. 1. Exposition of the
method. P. Hauk, R.G. Parr and H.F. Hameka, J. Chem. Phys. 39, 2085-2098 (1963).

Recent advances in the quantum-mechanical calculation of the properties of molecules.
R.G. Parr, in Molecular Orbitals in Chemistry, Physics and Biology-Tribute to R.S. Mulliken
(Academic Press, Inc., New York, 1964), pp. 21-35.

Description of the distribution of electrons in the methane molecule. A.G. Turner, A.F.
Saturno. Hauk, and R.G. Parr, J. Chem. Phys. 40, 1919-1928 (1964).

Off-center hydrogen atom calculations. A.G. Turner, B.H. Honig, R.G. Parr and J.R.
Hoyland, J. Chem. Phys. 40, 3216-3220 (1964).

Book review: Magnetism and the Chemical Bond, by J. Goodenough. R.G. Parr, American
Scientist 51, 301A (1964).

Theorem governing changes in molecular conformation. R.G. Parr, J. Chem. Phys. 40,
3726 (1964).

One-electron perturbations in self-consistent field theory. R.E. Wyatt and R.G. Parr, J.
Chem. Phys. 41, 514-520 (1964).

Approximate Hartree-Fock wave function for the helium atom. J.T. Zung and R.G. Parr, J.
Chem. Phys. 41, 2888-2892 (1964).

Integral Hellmann-Feynman theorem. H. Kim and R.G. Parr, J. Chem. Phys. 41, 2892-
2897 (1964).

Origin of the barrier hindering internal rotation in ethane. R.E. Wyatt and R.G. Parr, J.
Chem. Phys. 41, 3262-3263 (1964).

Range of electron correlation in the helium atom. B.M. Gimarc, W.A. Cooney and R.G.
Parr. J. Chem. Phys. 42, 21-25 (1965).

One-center perturbation approach to molecular electronic energies. II. Exact wave
functions and energies for H,-like molecular puffs. P. Hauk and R.G. Parr, J. Chem. Phys.
43, 548-552 (1965).

The quantum theory of valence. B.M. Gimarc and R.G. Parr, Annu. Rev. Phys. Chem. 16,
451-480 (1965).

Time-dependent Hellmann-Feynman theorems. E.F. Hayes and R.G. Parr, J. Chem. Phys.
43, 1831-1832 (1965).
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74.

75.

76.

77.

78.

79.

80.

81.

82.
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Internal rotation in hydrogen peroxide and methyl alcohol: a simple electrostatic model.
J.P. Lowe and R.G. Parr, J. Chem. Phys. 43, 2565-2566 (1965).

Book review: Molecular Orbital Theory, by C.J. Ballhausen and H.B. Gray. R.G. Parr, J.
Franklin Inst. 280, 287 (1965).

Present status of the theory of electronic structure of molecules. R.G. Parr, in Modern
Quantum Chemistry, Part I (Academic Press, Inc., New York, 1965), pp. 5-14.

Integral Hellmann-Feynman theorem, barriers to internal rotation, and iso-electronic
processes. R.G. Parr, in Modern Quantum Chemistry, Part I (Academic Press, Inc., New
York, 1965), pp. 101-105.

General survey of pi-electron methods and problems. R.G. Parr, in Modern Quantum
Chemistry, Part I (Academic Press, Inc., New York, 1965), pp. 107-112.

Book review:_Electrons and Chemical Bonding, by H.B. Gray, and Chemical Bonding, by
A.L. Companion. R.G. Parr, Science 150, 738 (1965).

Theory of the origin of the internal rotation barrier in the ethane molecule. I. R.E. Wyatt
and R.G. Parr, J. Chem. Phys. 43, S217-S225 (1965).

Chemical bond theory. R.G. Parr, McGraw-Hill Encyclopedia of Science and Technology
(McGraw-Hill Co., Inc., New York, 1965), Vol. 3, pp. 26A-26B.

Book review: Advances in Chemical Physics, Vol. VI, edited by Prigogine, R.G. Parr, Rec.
Chem. Progr. 26, 290 (1965).

Theory of the origin of the internal rotation barrier in the ethane molecule. II. R.E. Wyatt
and R.G. Parr, J. Chem. Phys. 44, 1529-1545 (1966).

Theoretical chemistry: a current review. R.G. Parr, R.B. Bernstein, H.S. Gutowsky,
S.A.Rice, H.E. Simmons and O. Sinanoglu, National Academy of Sciences-National
Research Council Publication 1292-D, 1966.

Book review: Advances in Quantum Chemistry, Vol. I, edited by Lowdin. R.G. Parr,
American Scientist 54, 114A (1966).

A semiempirical treatment of hindered rotation in simple hydrides and halo-substituted
ethane-like molecules. J.P. Lowe and R.G. Parr, J. Chem. Phys. 44, 3001-3009 (1966).

Energy differences from the integral Hellmann-Feynman formula: Application to HeH*.
E.F. Hayes and R.G. Parr, J. Chem. Phys. 44, 4650-4651 (1966).

Configuration interaction wave function for positronium hydride. O.G. Ludwig and R.G.
Parr, Theoret. Chim. Acta 5, 440-445 (1966).

Hulthén orbital and Hulthén correlation factor for the ground state of helium-like
systems. R.G. Parr and J.H. Weare, Prog. Theor. Phys. (Kyoto) 36, 854-855 (1966).

Book review: Methods of Quantum Chemistry, by Veselov et al., R.G. Parr, J. Chem. Ed.
44, A162 (1967).
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88.

89.

90.

91.

92.
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94,

95.

96.

97.

98.

99.

100.

Accurate single-center expansions with Slater-type orbitals: Hydrogen atom and
hydrogen molecule ion. E.F. Hayes and R.G. Parr, J. Chem. Phys. 46, 3577-3585 (1967).

Chemical binding and potential energy functions for molecules. R.G. Parr and R.F.
Borkman. Chem. Phys. 46, 3683-3685 (1967).

Single-center expansions of molecular electronic wave functions. E.F. Hayes and R.G.
Parr, Prog. Theor. Phys. (Kyoto), Supplement 40, 78-105 (1967).

Some integral Hellmann-Feynman calculations on hydrogen peroxide and ammonia. M.P.
Melrose and R.G. Parr, Theoret. Chim. Acta 8, 150-156 (1967).

Integrated and integral Hellmann-Feynman formulas. S.T. Epstein, A.C. Hurley, R.E.
Wyatt and R.G. Parr, J. Chem. Phys. 47, 1275-1286 (1967).

Corresponding orbitals and the nonorthogonality problem in molecular quantum
mechanics. H.F. King, .E. Stanton, H. Kim, R.E. Wyatt and R.G. Parr, J. Chem. Phys. 47,
1926-1941 (1967).

One-center perturbation approach to molecular electronic energies. III. One-electron
systems. P. Hauk, H. Kim, R.G. Parr and H.F. Hameka, J. Chem. Phys. 47, 2677-2684
(1967).

A stationary principle for discontinuous trial functions and a framework for zero-
differential overlap theories of electronic structure. J.H. Weare and R.G. Parr, Chem.
Phys. Lett. 1, 349-350 (1967).

Remark on the analytical form of 1s orbitals in atoms and molecules. J.H. Weare and
R.G. Parr, Intern. J. Quantum Chem. Symposium 1, 163-165 (1967).

Book review: Valence Theory, by J.N. Murrell, S.F.A. Kettle, and J.M. Tedder. R.G. Parr,
American Scientist 55, 489A-490A (1967).

Determination of accurate single-center expansions with Slater-type orbitals: the Hs
system. E.F. Hayes and R.G. Parr, J. Chem. Phys. 47, 3961-3967 (1967).

Toward an understanding of potential-energy curves for diatomic molecules. R.F.
Borkman and R.G. Parr, J. Chem. Phys. 48, 1116-1126 (1968).

Integral virial theorem and generalized differential Hellmann-Feynman formula. R.G. Parr,
F. Borkman and M.T. Marron, J. Chem. Phys. 48, 1425-1426 (1968).

Simple bond-charge model for potential-energy curves of homonuclear diatomic
molecules. R.G. Parr and R.F. Borkman, J. Chem. Phys. 49, 1055-1058 (1968).

Perturbation-theoretic approach to potential-energy curves of diatomic molecules. R.G.
Parr and R.J. White, J. Chem. Phys. 49, 1059-1062 (1968).

One-center perturbation approach to molecular electronic energies. IV. Ten-electron
systems of type MH,. H. Kim and R.G. Parr, J. Chem. Phys. 49, 3071-3083 (1968).

Toward understanding vibrations of polyatomic molecules. R.G. Parr and J.E. Brown, J.
Chem. Phys, 49, 4849-4852 (1968).
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107.

108.

109.
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111.

112.

113.

114.

115.

116.

117.
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Simple bond-charge model for potential-energy curves of heteronuclear diatomic
molecules. R.F. Borkman, G. Simons and R.G. Parr, J. Chem. Phys. 50, 58-65 (1969).

Relationships between vibrational force constants and quadrupole coupling constants for
molecules and solids. A.B. Anderson, N.C. Handy and R.G. Parr, J. Chem. Phys. 50, 3634-
3635 (1969).

Hulthén approximations to 1s and 2p orbitals of atoms. J.H. Weare, T.A. Weber and R.G.
Parr, J. Chem. Phys. 50, 4393-4401 (1969).

On the quantum-mechanical virial theorem for molecular bending motions. Y. Takahata
and R.G. Parr, Chem. Phys. Lett. 4, 109-110 (1969).

Self-consistent-field atomic wave functions from efficient nested basis sets. T.A. Weber,
N.C. Handy and R.G. Parr, J. Chem. Phys. 52, 1501-1507 (1970).

Upper and lower bounds to expectation values. A. Mazziotti and R.G. Parr, J. Chem.
Phys. 51, 1605-1606 (1970).

Dissociation of the hydrogen molecule ion from the viewpoint of the integral Hellmann-
Feynman formula. M.T. Marron and R.G. Parr, J. Chem. Phys. 52, 2109-2127 (1970).

Solution of the Hartree-Fock problem by expansion onto nested bases. M.T. Marron, N.C.
Handy, R.G. Parr and H.J. Silverstone, Int. J. Quantum Chem. 4, 245-255 (1970).

Vibrational force constants from electron densities. A.B. Anderson and R.G. Parr, J.
Chem. Phys. 53, 3375-3376 (1970).

Single-center variational calculations with basis functions depending on r. and r.. A.B.
Anderson and R.G. Parr, J. Chem. Phys. 53, 4098-4100 (1970).

Hartree-Fock theory with exchange cutoff. T.A. Weber and R.G. Parr, Phys. Rev. A3, 81-
86 (1971).

Extensions of the Hulthén orbital concept. T.A. Weber, J.H. Weare and R.G. Parr, J.
Chem. Phys. 54, 1865-1871 (1971).

Walsh's rules as the rule of the closed shell. Y. Takahata, G.W. Schnuelle and R.G. Parr,
J. Am. Chem. Soc. 93, 784-785 (1971).

Vibrational potential functions for CO,, OCS, HCN, and N,O. J.E. Brown and R.G. Parr, J.
Chem. Phys. 54, 3429-3438 (1971).

Universal force constant relationships and a definition of atomic radius. A.G. Anderson
and R.G. Parr, Chem. Phys. Lett. 10, 293-295 (1971).

Development of the bond-charge model for vibrating diatomic molecules. G. Simons and
R.G. Parr, J. Chem. Phys. 55, 4197-4202 (1971).

Remarks. R.G. Parr, Aspects de la Chimie Quantique Contemporaire (Centre National de
laRecherche Scientifique, Paris, 1971), pp. 35, 37, 225 and 255.

Diatomic vibrational potential functions from integration of a Poisson equation. A.B.
Anderson and R.G. Parr, J. Chem. Phys. 55, 5490-5493 (1971); 56, 5204 (1972).
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130.

131.

132.
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134.

135.

On the rules of Scheibe. K. Jug and R.G. Parr, Theoret. Chim. Acta 24, 147-151 (1972).

Static charge distributions which generate exact potential curves for diatomic molecules.
R.G. Parr, J.M. Finlan and G.W. Schnuelle, Chem. Phys. Lett. 14, 72-73 (1972).

Poisson equation for vibrational potentials of diatomic molecules. A.B. Anderson and R.G.
Parr, Theor. Chim. Acta. 26, 301-310 (1972).

On the shapes and energetics of polyatomic molecules. G.W. Schnuelle and R.G. Parr, J.
Am. Chem. Soc. 94, 8974-8993 (1972).

A simple theory of the shapes of small molecules. R.G. Parr and G.W. Schnuelle, pp. 737-
745 in Proceedings of the Fifth Jerusalem Symposium on Quantum Chemistry and
Biochemistry (Academic Press, New York, 1973).

Regional stationary principles and regional virial theorems. A. Mazziotti, R.G. Parr and G.
Simons. Chem. Phys. 59, 939-942 (1973).

Three-dimensional bond-charge models for potential curves of diatomic molecules. G.A.
Henderson and R.G. Parr, Theor. Chim. Acta 31, 103-109 (1973).6.

New alternative to the Dunham potential for diatomic molecules. G. Simons, R.G. Parr
and J.M. Finlan, J. Chem. Phys. 59, 3229-3234 (1973).

Simple bond-charge model for bending force constants of linear symmetric triatomic
molecules. N.K. Ray and R.G. Parr, J. Chem. Phys. 59, 3934-3936 (1973).

Variation-perturbation treatment of the molecular interaction energy in H,. T.-S. Nee,
R.G. Parr and S.Y. Chang, J. Chem. Phys. 59, 4911-4914 (1973).

Discussion remarks. R.G. Parr, Proceedings of the Robert A. Welch Foundation
Conferences on Chemical Research XVI. Theoretical Chemistry (Houston, Texas, 1973),
pp. 32, 37, 40, 56-57.

The scientific contributions of S.F. Boys. R.G. Parr, Int. J. Quantum Chem. Symp. 7, 123-
126 (1973).

Three methods to look at Walsh-type diagrams including nuclear repulsions. Y. Takahata
and R.G. Parr, Bull. Chem. Soc. Japan 47(6), 1380-1386 (1974).

Concerning atomic radii. I.H. Dunbar, R.G. Parr, R.G.A.R. Maclagan, J. Mol. Structure 23,
121-129 (1974).

Some new energy formulas for atoms and molecules. P. Politzer and R.G. Parr, J. Chem.
Phys. 61, 258-4262 (1974).

Calculation of ionization potentials from density matrices and natural functions, and the
long-range behavior of natural orbitals and electron density. M. Morrell, R.G. Parr and M.
Levy, J. Chem. Phys. 62, 549-554 (1975).

The description of molecular structure. R. G. Parr, Proc. Natl. Acad. Sci. USA 72, 763-771
(1975).

Page 10 of 21



136.

137.

138.

139.

140.

141.

142.

143.

144,

145.

146.

147.

148.

149.

150.

151.

152.

153.

Method for direct determination of localized orbitals. M. Levy, T.-S. Nee and R.G. Parr.
Chem. Phys. 63, 316-318 (1975).

Variational principles which are functionals of electron density. H. Nakatsuji and R.G.
Parr. Chem. Phys. 63, 1112-1117 (1975).

Direct determination of the rotational barrier in ethane using perturbation theory. T.-S.
Nee, .G. Parr and R.]J. Bartlett, J. Chem. Phys. 64, 2216-2225 (1976).

Long-range behavior of natural orbitals and electron density. M. Levy and R.G. Parr, J.
Chem. Phys. 64, 2707-2708 (1976).

Separation of core and valence regions in atoms. P. Politzer and R.G. Parr, J. Chem.
Phys. 64, 4634-4637 (1976).

Gradient expansion of the atomic kinetic energy functional. W.-P. Wang, R.G. Parr, D.R.
Murphy and G.A. Henderson, Chem. Phys. Lett. 43, 409-412 (1976).

The New World of Quantum Chemistry. B. Pullman and R.G. Parr, Eds. (Reidel Publishing
Co., Dordrecht, 1976).

Discontinuous approximate molecular electronic wave functions. E.W. Stuebing, J.H.
Weare and R.G. Parr, Int. J. Quantum Chem. 11, 81-102 (1977).

Statistical atomic models with piecewise exponentially decaying electron densities. W.-P.
Wang and R.G. Parr, Phys. Rev. A16, 891-902 (1977).

Use of the virial theorem in construction of potential energy functions for diatomic
molecules. R. Nalewajski and R.G. Parr, J. Chem. Phys. 67, 1324-1334 (1977).

Erich Hickel and Friedrich Hund - Pioneers in quantum chemistry. R.G. Parr, Int. J.
Quantum Chem. Symp. 11, 29-37 (1977).

Polyatomic force constants from charge densities and field gradients. R.J. Bartlett and
R.G. Parr, J. Chem. Phys. 67, 5828-5837 (1977).

Two parameter statistical model for atoms. J.L. Gazquez and R.G. Parr, J. Chem. Phys.
68, 2323-2326 (1978).

Simple electrostatic models for vibrating triatomic molecules and triatomic ions. J.L.
Gazquez, N.K. Ray and R.G. Parr, Theor. Chim. Acta 49, 1-11 (1978).

Electronegativity - the density functional viewpoint. R.G. Parr, R.A. Donnelly, M. Levy and
W.E. Palke, J. Chem. Phys. 68, 3801-3807 (1978).

Simple molecular orbital treatment of diatomic force constants. M.C. Zerner and R.G.
Parr, J. Chem. Phys. 69, 3858-3867 (1978).

Elementary properties of an energy functional of the first-order reduced density matrix.
R.A. Donnelly and R.G. Parr, J. Chem. Phys. 69, 4431-4439 (1978).

Gradient expansion of the kinetic energy density functional: Local behavior of the kinetic
energy density. D.R. Murphy and R.G. Parr, Chem. Phys. Lett. 60, 377-379 (1979).

Page 11 of 21



154.

155.

156.

157.

158.

159.

160.

161.

162.

163.

164.

165.

166.

167.

168.

169.

170.

Studies of electronegativity equalization. N.K. Ray, L. Samuels and R.G. Parr, J. Chem.
Phys. 70, 3680-3684 (1979).

Local density functional theory of atoms and molecules. R.G. Parr, S.R. Gadre, and L.J.
Bartolotti, Proc. Natl. Acad. Sci. USA 76, 2522-2526 (1979).

Universal dissociation energy relationships for diatomic molecules. J.L. Gazquez and R.G.
Parr, Chem. Phys. Lett. 66, 419-422 (1979).

Estimates of helium s-limit energies. G.O. Morrell and R.G. Parr, J. Chem. Phys. 71, 4139-
4141(1979).

On the basic homogeneity characteristic of atomic and molecular electronic energies.
R.G. Parr and S.R. Gadre, J. Chem. Phys. 72, 3669-3673 (1980).

On the quantum-mechanical kinetic energy as a measure of the information in a
distribution. S.B. Sears, R.G. Parr, and U. Dinur, Israel J. Chem. 19, 165-173 (1980).

The concept of pressure in density functional theory. R.G. Parr and J. Bartolotti, J. Chem.
Phys. 72, 1593-1596 (1980).

Electronegativity of the elements from simple Xa theory. R.G. Parr, L.J. Bartolotti and
S.R. Gadre, J. Am. Chem. Soc. 102, 2945-2948 (1980).

Density functional theory of atoms and molecules. R.G. Parr, pp. 5-15 in Horizons of
Quantum Chemistry, (Reidel Publishing Co., Dordrecht, 1980).

Chemical potential, Teller's theorem and the scaling of atomic and molecular energies.
N.H. Marchand R.G. Parr, Proc. Natl. Acad. Sci. USA 77, 6285-6288 (1980).

Diamagnetic shieldings of atoms in molecules and their relation to electronegativity. N.K.
Rayand R.G. Parr, J. Chem. Phys. 73, 1334-1339 (1980).

An atomic kinetic energy functional with full Weizsacker correction. P.K. Acharya, L.J.
Bartolotti, S.B. Sears and R.G. Parr, Proc. Natl. Acad. Sci. USA 77, 6978-6982 (1980).

The bare-nuclear potential as harbinger for the electron density in a molecule. R.G. Parr
and A. Berk, pp. 51-62 in Chemical Applications of Atomic and Molecular Electrostatic
Potentials. Politzer and D.G. Truhlar, Eds. (Plenum Press, New York, 1981).

Concerning the chemical potential of few-electron systems. J. Katriel, R.G. Parr, and M.R.
Nyden, J. Chem. Phys. 74, 2397-2401 (1981).

Circulant orbitals for atoms and molecules. R.G. Parr and M.-B. Chen, Proc. Natl. Acad.
Sci. USA 78, 323-1326 (1981).

Gradient expansion of the classical Coulomb energy of an atomic charge distribution. L.J.
Bartolotti and R.G. Parr, J. Chem. Phys. 75, 4553-4555 (1981).

The kinetic energy change on covalent bond formation. N.H. March, R.G. Parr, and J.F.
Mucci, Proc. Natl. Acad. Sci. USA 78, 5942-5945 (1981).

Page 12 of 21



171. Non-Born-Oppenheimer density functional theory of molecular systems. R.F. Capitani,
R.F. Nalewajski, and R.G. Parr, J. Chem. Phys. 76, 568-573 (1982).

172. Circulant orbitals and the electron-correlation problem. R. Pauncz, M.-B. Chen, and R.G.
Parr, Proc. Natl. Acad. Sci. USA 79, 705-709 (1982)

173. On the geometric mean principle for electronegativity equalization. R.G. Parr and L.J.
Bartolotti. Am. Chem. Soc. 104, 3801-3803 (1982).

174. Legendre transforms and Maxwell relations in density functional theory. R.F. Nalewajski
and R.G. Parr, J. Chem. Phys. 77, 399-407 (1982).

175. Density functional theory. R.G. Parr, pp. 95-100 in Electron Distributions and the
Chemical Bond, M.B. Hall and P. Coppens, Eds. (Plenum Press, New York, 1982).

176. Book review: Quantum Chemistry Symposium No. 14, 1980 (Proceedings of the
International Symposium on Atomic, Molecular and Solid-State Theory, Collision
Phenomena, Quantum Statistics and Computational Methods), P.-O. Lowdin and Y. Ohrn,
Eds. R.G. Parr, J. Am. Chem. Soc. 104, 6481 (1982).

177. Density-functional theory for fractional particle number: derivative discontinuities of the
energy. J.P. Perdew, R.G. Parr, M. Levy, and J.L. Balduz, Jr., Phys. Rev. Lett. 49, 1691-
1694 (1982).

178. Restatement of conventional electronic wave function determination as a density
functional procedure. M.R. Nyden and R.G. Parr, J. Chem. Phys. 78, 4044-4047 (1983).

179. Some remarks on the density functional theory of few-electron systems. R.G. Parr and
L.J. Bartolotti. Phys. Chem. 87, 2810-2815 (1983).

180. Density functional theory. R.G. Parr, Annu. Rev. Phys. Chem. 34, 631-656 (1983).

181. Relationships between atomic chemical potentials, electrostatic potentials, and covalent
radii. P. Politzer, R.G. Parr, and D.R. Murphy, J. Chem. Phys. 79, 3859-3861 (1983).

182. Absolute hardness: Companion parameter to absolute electronegativity. R.G. Parr and
R.G. Pearson, J. Am. Chem. Soc. 105, 7512-7516 (1983).

183. Aspects of density functional theory. R.G. Parr, pp. 21-31 in Local Density
Approximations in Quantum Chemistry and Solid State Physics, J. P. Dahl and J. Avery,
Eds. (Plenum Press, New York, 1984).

184. Density functional approach to the frontier-electron theory of chemical reactivity. R.G.
Parr and W. Yang, J. Am. Chem. Soc. 106, 4049-4050 (1984).

185. Remarks on the concept of an atom in a molecule and on charge transfer between atoms
on molecule formation. R.G. Parr, Int. J. Quantum Chem. 26, 687-692 (1984).

186. Electron density, Kohn-Sham frontier orbitals and Fukui functions. W. Yang, R.G. Parr,
and R. Pucci, J. Chem. Phys. 81, 2862-2863 (1984).

187. Transcription of ground-state density functional theory into a local thermodynamics. S.K.
Ghosh, Berkowitz and R.G. Parr, Proc. Natl. Acad. Sci. USA 81, 8028-8031 (1984).

Page 13 of 21



188.

189.

190.

191.

192.

193.

194.

195.

196.

197.

198.

199.

200.

201.

202.

203.

204.

A constant-denominator perturbation theory using circulant orbitals. M.-B. Chen and R.G.
Parr, nt. J. Quantum Chem. 27, 731-741 (1985).

Possible universal scaling properties of potential energy curves for diatomic molecules.
J.L. Graves and R.G. Parr, Phys. Rev. A 31, 1-4 (1985).

Electronegativity and hardness as coordinates in structure stability diagrams. S. Shankar
and R.G. Parr, Proc. Natl. Acad. Sci. USA 82, 264-266 (1985).

Density-determined orthonormal orbital approach to atomic energy functionals. S.K.
Ghosh and R.G. Parr, J. Chem. Phys. 82, 3307-3315 (1985).

Approximate determination of Wigner-Seitz radii from free atom wave functions. P.
Politzer, R.G. Parr, and D.R. Murphy, Phys. Rev. B 31, 6809-6810 (1985).

A new functional with homogeneous coordinate scaling in density functional theory:
F[p,A]. M. Levy, W. Yang, and R.G. Parr, J. Chem. Phys. 83, 2334-2336 (1985).

Hardness, softness and the Fukui function in the electronic theory of metals and
catalysis, W. Yang and R.G. Parr, Proc. Natl. Acad. Sci. USA 82, 6723-6726 (1985).

Density functional theory in chemistry. R.G. Parr, pp. 141-158 in Density Functional
Methods in Physics, .M. Dreizler and J. Da Providencia, Eds. (Plenum Press, New York,
1985).

Book review: Conceptual Quantum Chemistry. Models and Applications. Special Subject
issue of Croatia Chemica Acta 77, 765-1679 (1984), Z.B. Maksic, Ed. R.G. Parr, J. Am.
Chem. Soc. 107, 6747 (1985).

On the concept of local hardness in chemistry. M. Berkowitz, S.K. Ghosh, and R.G. Parr,
J. Am. Chem. Soc. 107, 6811-6814 (1985).

The atom in a molecule: a wave function approach. J. Rychlewski and R.G. Parr, J.
Chem. Phys. 84, 1696-1703 (1986).

The atom in a molecule: a density matrix approach. L. Li and R.G. Parr, J. Chem. Phys.
84, 1704-1711 (1986).

Thomas-Fermi theory for atomic systems. R.G. Parr and S.K. Ghosh, Proc. Natl. Acad.
Sci. USA 83, 3577-3579 (1986).

Phase-space approach to the density functional calculation of Compton profiles of atoms
and molecules. R.G. Parr, K. Rupnik, and S.K. Ghosh, Phys. Rev. Lett. 56, 1555-1558
(1986).

Phase-space approach to the exchange energy functional of density functional theory.
S.K. Ghosh and R.G. Parr, Phys. Rev. A 34, 785-791 (1986).

Atoms in molecules: Reply to Bader's comment. R.G. Parr, J. Chem. Phys. 85, 3135
(1986).

Various functionals for the kinetic energy density of an atom or molecule. W. Yang, R.G.
Parr, and C. Lee, Phys. Rev. A 34, 4586-4590 (1986).

Page 14 of 21



205.

206.

207.

208.

209.

210.

211.

212.

213.

214.

215.

216.

217.

218.

219.

220.

Improved Thomas-Fermi theory for atoms. S.K. Ghosh and R.G. Parr, pp. 663-676 in
Density Matrices and Density Functionals, R. Erdahl and V.H. Smith, Jr., Eds. (Reidel,
Dordrecht, 1987).

Gaussian and other approximations to the first-order density matrix of electronic
systems, and the derivation of various local density functional theories. C. Lee and R.G.
Parr, Phys. Rev. A 35, 2377-2383 (1987).

New relation between hardness and compressibility of minerals. W. Yang, R.G. Parr, and
L. Uytterhoeven, Phys. Chem. Minerals 15, 191-195 (1987).

Toward a semiempirical density functional theory of chemical binding. S.K. Ghosh and
R.G. Parr, Theor. Chim. Acta 72, 379-391 (1987).

Development of the Colle-Salvetti correlation energy formula into a functional of the
electron density. C. Lee, W. Yang, and R.G. Parr, Phys. Rev. B 37, 785-789 (1988).

Local softness and chemical reactivity in molecules CO, SCN™ and H,CO. C. Lee, W. Yang
and R. G. Parr, Theochem 163, 305-313 (1988).

Molecular hardness and softness, local hardness and softness, hardness and softness
kernels, and relations among these quantities. M. Berkowitz and R.G. Parr, J. Chem.
Phys. 88, 2554-2557 (1988).

Derivation of a local formula for electron-electron repulsion energy. R.G. Parr, J. Phys.
Chem. 92, 3060-3061 (1988).

Thomas-Fermi theory from a perturbative treatment of the hydrogenic limit energy
density functional: A possible link to local density functional theory. L. J. Bartolotti, R. G.
Parr, and Y. Tal, Int. J. Quantum Chem. 34, 509-515 (1988).

Absolute hardness as a measure of aromaticity. Z. Zhou, R.G. Parr, and J.F. Garst,
Tetrahedron Lett. 29, 4843-4846 (1988).

The problem of unification of theoretical chemistry in the age of computational
Chemistry. R.G. Parr, in Proceedings of the 4th IFC Symposium (Institute for
Fundamental Chemistry, Kyoto, 1988), pp. 37-57.

Density-Functional Theory of Atoms and Molecules. (Oxford University Press, New York,
1989).R. G. Parr and W. Yang.

New measures of aromaticity: Absolute hardness and relative hardness. Z. Zhou and R.G.
Parr. Am. Chem. Soc. 111, 7371-7379 (1989).

Alternative algebraic method to solve the Schrédinger equation. Z. Zhou and R.G. Parr,
Phys. Rev. A 41, 495-497 (1990).

Additivity of the one-third power of the electron density in the hydrogen molecule-ion
and hydrogen molecule. C. Lee, S. Zdravkovic, and R.G. Parr, J. Chem. Phys. 92, 2114-
2115 (1990).

On the genesis of a theory. R.G. Parr, Int. J. Quantum Chem. 37, 327-347 (1990).

Page 15 of 21



221. Activation hardness: New index for describing the orientation of electrophilic aromatic
substitution. Z. Zhou and R.G. Parr, J. Am. Chem. Soc. 112, 5720-5724 (1990).

222. Exchange-correlation functional for atoms and molecules. C. Lee and R.G. Parr, Phys.
Rev. A 42, 93-200 (1990).

223. Local virial theorem in density functional theory. A Nagy and R.G. Parr, Phys. Rev. A 42,
201-203 (1990).

224, Approximate density matrices and Wigner distribution functions from density, kinetic
energy density, and idempotency constraints. R.C. Morrison, W. Yang, C. Lee and R.G.
Parr, Int. J. Quantum Chem. 38, 819-830 (1990).

225. Introduction of Walter Kohn. R.G. Parr, in Proceedings of the 6th IFC Symposium
(Institute for Fundamental Chemistry, Kyoto, 1990), pp. 10-12.

226. Approximate density matrices and Husimi functions using the maximum entropy
formulation and idempotency constraints. R.C. Morrison and R.G. Parr, Int. J. Quantum
Chem. 39, 823-837 (1991).

227. Higher-order derivatives in density-functional theory, especially the hardness derivative
an/oN.P. Fuentealba and R.G. Parr, J. Chem. Phys. 93, 5559-5564 (1991).

228. Principle of maximum hardness. R.G. Parr and P.K. Chattaraj, J. Am. Chem. Soc. 113,
1854-1855 (1991).

229. HSAB Principle. P.K. Chattaraj, H. Lee and R.G. Parr, J. Am. Chem. Soc. 113, 1855-1856
(1991).

230. Hardnesses from electrostatic potentials. M.K. Harbola, R.G. Parr and C. Lee, J. Chem.
Phys. 94, 6055-6056 (1991).

231. Aspects of the softness and hardness concepts in density-functional theory. M.K. Harbola,
P.K. Chattaraj and R.G. Parr, Israel J. Chem. 31, 395-402 (1991).

232. Conjoint gradient correction to the Hartree-Fock kinetic and exchange energy density
functionals. H. Lee, C. Lee and R.G. Parr, Phys. Rev. A 44, 768-770 (1991).

233. The covalent radius in density-functional theory. M.K. Harbola and R.G. Parr, in Molecules
in Science and Medicine, Z.B. Maksic and M.E. Maksic, Eds. (Springer-Verlag, Berlin,
1991), pp. 301-307.

234. On the redistribution of electrons for chemical reaction systems. A. Tachibana and R.G.
Parr, Int. J. Quantum Chem. 41, 527-555 (1992).

235. Thomas-Fermi-Dirac models of atoms constrained by nuclear cusp and long-range
conditions. Z. Zhou and R.G. Parr, Int. J. Quantum Chem. 42, 1759-1769 (1992).

236. Density-functional theory and the concepts of chemistry. R.G. Parr, Coochbehar
Professorship Lecture of the Indian Association for the Cultivation of Science, Proc. Ind.
Assoc. Cult. Sci. 75B (1), 1-37 (1992).

237. Implications of the virial theorem for quantum-chemical calculations of vibrational
frequencies and equilibrium distances. R.G. Parr, Chem. Phys. Lett., 198, 25-26 (1992).

Page 16 of 21



238.

239.

240.

241.

242.

243.

244,

245.

246.

247.

248.

249.

250.

251.

252.

253.

254.

255.

Introduction of Klaus Ruedenberg. R.G. Parr, Theor. Chimica Acta 83, 5-13 (1992).

Quantities Ts[n] and T.[n] in density-functional theory. Q. Zhao and R.G. Parr, Phys. Rev.
A 46, 2337-2343 (1992).

Local exchange-correlation functional: Numerical test for atoms and ions. Q. Zhao and
R.G. Parr, Phys. Rev. A 46, R5320-R5323 (1992).

First-order gradient correction for the exchange-energy density functional for atoms. Z.
Zhou, P.K. Chattaraj, R.G. Parr and Chengteh Lee, Theor. Chimica Acta 84, 237-243
(1992).

Chemical bonding. R.G. Parr, McGraw-Hill Encyclopedia of Science and Technology, 7th
Ed.(McGraw-Hill, New York, 1992), Vol. 3, pp. 497-499.

Delocalization. R.G. Parr, McGraw-Hill Encyclopedia of Science and Technology, 7th Ed.
(McGraw-Hill, New York, 1992), Vol. 5, pp. 90-91.

Valence. R.G. Parr, McGraw-Hill Encyclopedia of Science and Technology, 7th Ed.
(McGraw-Hill, New York, 1992), Vol. 19, pp. 140-142.

Density functional theory of chemical hardness. P.K. Chattaraj and R.G. Parr, in Chemical
Hardness, structure and Bonding, Volume 80, K.D. Sen, Ed. (Springer-Verlag, Berlin,
1993), pp. 11-25.

Book review: Atoms in Molecules, by R.F.W. Bader. R.G. Parr, American Scientist 81, 183
(1993).

Book review: The Electronic Structure of Atoms, by L. Szasz. R.G. Parr, American
Scientist 81, 84 (1993).

Constrained search method to determine electronic wave functions from electron
densities. Q. Zhao and R.G. Parr, J. Chem. Phys. 98, 543-548 (1993).

The question of the completeness of the occupied natural orbitals for atoms and
molecules. R.C. Morrison, Z. Zhou and R.G. Parr, Theor. Chim. Acta, 86, 3-11 (1993).

Applications of coordinate scaling procedures to the exchange-correlation energy. Q.
Zhao. Levy and R.G. Parr, Phys. Rev. A 47, 918-922 (1993).

Absolute hardness: unifying concept for identifying shells and subshells in nuclei, atoms,
molecules, and metallic clusters. R.G. Parr and Z. Zhou, Acc. Chem. Res. 26, 256-258
(1993).

Construction of exact Kohn-Sham orbitals from a given electron density. Y. Wang and
R.G. Parr, Phys. Rev. A 47, R1591 - R1593 (1993).

Hardness functional. R.G. Parr and J.L. Gazquez, J. Phys. Chem. 97, 3939-3940 (1993).
Companions in the search. R.G. Parr, Int. J. Quantum Chem. 49, 739-770 (1994).

Aspects of density functional theory. R.G. Parr, Phil. Mag. B 69, 737-743 (1994).

Page 17 of 21



256.

257.

258.

259.

260.

261.

262.

263.

264.

265.

266.

267.

268.

269.

270.

271.

Reply to "Comment on Local exchange-correlation functional: Numerical test for atoms
and ions." Q. Zhao and R.G. Parr, Phys. Rev. A 49, 5156 (1994).

Density functional theory as thermodynamics. A. Nagy and R.G. Parr, Proc. Indian Acad.
Sci. (Chem. Sci.) 106, 217-227 (1994).

From electron densities to Kohn-Sham kinetic energies, orbital energies, exchange-
correlation potentials, and exchange-correlation energies. Q. Zhao, R.C. Morrison, and
R.G. Parr, Phys. Rev. A 50, 2138-2142 (1994).

On atomic and orbital electronegativities and hardnesses. G.H. Liu and R.G. Parr, J. Am.
Chem.Soc. 117, 3179-3188 (1995).

The maximum hardness principle in the Gyftopoulos-Hatsopoulos three-level model for
anatomic or molecular species and its positive and negative ions. P.K. Chattaraj, G.H. Liu,
and R.G. Parr, Chem. Phys. Lett. 237, 171-176 (1995).

Toward understanding the exchange-correlation energy and total-energy density
functionals. R.G. Parr and S.K. Ghosh, Phys. Rev. A 51, 3564-3570 (1995).

Some identities in density-functional theory. R.G. Parr, S. Liu, A.A. Kugler, and A. Nagy,
Phys. Rev. A 52, 969-976 (1995).

Appraisal of chemical bond-making, bond-breaking, and electron transfer in solution in
the light of the principle of maximum hardness. P.K. Chattaraj, A. Cedillo, R.G. Parr, and
E.M. Arnett. Org. Chem. 60, 4707-4714 (1995).

Variational method for determining the Fukui function and chemical hardness for an
electronic system. P.K. Chattaraj, A. Cedillo, and R.G. Parr, J. Chem. Phys. 103, 7645-
7646 (1995).

Cusp relations for local strongly decaying properties in electronic systems. S. Liu, R.G.
Parr, and A. Nagy, Phys. Rev. A 52, 2645-2651 (1995).

Reactivity indices and fluctuation formulas in density functional theory: Isomorphic
ensembles and a new measure of local hardness. B.G. Baekelandt, A. Cedillo, and R.G.
Parr, J. Chem. Phys. 103, 8548-8556 (1995).

Density-functional theory of the electronic structure of molecules. R.G. Parr and W. Yang,
Annu. Rev. Phys. Chem. 46, 701-728 (1995).

Book review: Modern Density Functional Theory. A Tool for Chemistry, J.M. Seminario
and P. Politzer, Eds. R.G. Parr, J. Am. Chem. Soc. 117, 12904 (1995).

Fukui function from a gradient expansion formula, and estimate of hardness and covalent
radius or an atom. P.K. Chattaraj, A. Cedillo, and R.G. Parr, J. Chem. Phys. 103, 10621-
10626 (1995).

Information entropy as a measure of the quality of an approximate electronic wave
function. A. Nagy and R.G. Parr, Int. J. Quantum Chem. 58, 323-327 (1996).

Chemical softness in model electronic systems: Dependence on temperature and

chemical potential. P.K. Chattaraj, A. Cedillo, and R.G. Parr, Chem. Phys. 204, 429-437
(1996).

Page 18 of 21



272. Employing homogeneity properties of density functionals to determine the total electronic
energy. R.C. Morrison and R.G. Parr, Phys. Rev. A 53, R2918-R2920 (1996).

273. Expansions of the correlation-energy density functional E.[p] and its kinetic-energy
component T[p]in terms of homogenous functionals. S. Liu and R.G. Parr, Phys. Rev. A
53, 2211-2219 (1996).

274. Local temperature in an electronic system. A. Nagy, R.G. Parr, and S. Liu, Phys. Rev. A
53, 3117-3121 (1996).

275. Exchange-correlation potential and excited-state density-functional theory. P.K.
Chattaraj, S.K. Ghosh, S. Liu, and R.G. Parr, Int. J. Quantum Chem. 60, 535-543 (1996).

276. Preface. R.G. Parr, in Density Functional Theory (Springer-Verlag, Berlin, Topics in
Current Chemistry180 (1996), pp. viii-ix.

277. Density functional theory of electronic structure. W. Kohn, A.D. Becke, and R.G. Parr, J.
Phys. Chem 100, 12974-12980 (1996).

278. Hickel-type semiempirical implementation of a variational method for determining
electronic band gaps. A. Cedillo and R.G. Parr, J. Chem. Phys. 105, 9557-9560 (1996).

279. Book review: Density Functional Theory (NATO ASI Series B: Physics 337), E.K.U. Gross
and R.M. Dreizler, Eds. R.G. Parr, American Scientist 84, 497 (1996).

280. Kohn-Sham method as a free energy minimization at infinite temperature. R.G. Parr and
Y.A. Wang, Phys. Rev. A 55, 3226-3228 (1997).

281. Expansions of density functionals in terms of homogeneous functionals: Justification and
nonlocal representation of the kinetic energy, exchange energy, and classical Coulomb
repulsion energy for atoms. S. Liu and R.G. Parr, Phys. Rev. A 55, 1792-1798 (1997).

282. Laurent series expansions in density functional theory. Y.A. Wang, S. Liu, and R.G. Parr,
Chem. Phys. Lett. 267, 14-22 (1997).

283. Second-order density-functional description of molecules and chemical changes. S. Liu
and R.G. Parr, J. Chem. Phys. 106, 5578-5586 (1997).

284. Calculating electronic energies from Kohn-Sham effective potentials. R.C. Morrison and
R.G. Parr, p. 125-131 in Electronic Density Functional Theory, J.F. Dobson, G. Vignale,
and M.P. Das, eds.(Plenum 1997).

285. Chemical potential, hardness, hardness and softness kernel and local hardness in the
isomorphic ensemble of density functional theory. F. DeProft, S. Liu, and R.G. Parr, J.
Chem. Phys. 107, 3000-3006 (1997).

286. Some functional relations in the density functional theory of finite interacting electronic
systems. R.G. Parr and S. Liu, Chem. Phys. Lett. 276, 164-166 (1997).

287. Additional functional relations in the density functional theory of finite interacting
electronic systems. S. Liu and R.G. Parr, Chem. Phys. Lett. 278, 341-344 (1997).

Page 19 of 21



288.

289.

290.

291.

292,

293.

294,

295.

296.

297.

298.

299.

300.

301.

302.

303.

Consequences for finite electronic systems of homogeneity properties of density-
functional energy components. R.G. Parr and S. Liu, Chem. Phys. Lett. 280, 159-166
(1997).

Simplified models for hardness kernel and calculations of global hardness. S. Liu, F.
DeProft, and R.G. Parr, J. Phys. Chem. 101, 6991-6997 (1997).

Variational calculation of the global hardness and the Fukui function via an approximation
for the hardness kernel. F. DeProft, P. Geerlings, S. Liu, and R.G. Parr, Pol. J. Chem. 72,
1737-1746(1998).

Consequences for exchange energy density functional of the exponentially decaying
nature of atomic electron density. S. Liu and R.G. Parr, J. Comput. Chem. 20, 2-11
(1999).

Expansion of the density functional energy components E. and T in terms of moments
of the electron density. S. Liu, A. Nagy, and R.G. Parr, Phys. Rev. A 59, 1131-1134
(1999).

Kenichi Fukui: Recollections of a friendship. R.G. Parr and J.B. Parr, Theor. Chem.
Accounts, Theor. Chem. Acc. 103, 4-6 (1999).

Electrophilicity index. R.G. Parr, Laszld v. Szentpaly, and S. Liu, J. Am. Chem. Soc. 121,
922-1924 (1999).

Density-functional formulas for atomic electronic energy components in terms of
moments of the electron density. A Nagy, S. Liu, and R.G. Parr, Phys. Rev. A 59 3349-
3354 (1999).

Alternative definition of exchange-correlation charge and hole in density functional
theory. S. Liu. Ayers, and R.G. Parr, J. Chem. Phys., 111, 6197-6203 (1999).

Exchange-energy density functionals as linear combinations of homogeneous functionals
of density. S. Liu, F. DeProft, A. Nagy, and R.G. Parr, Adv. Quantum Chem. 36, 77-91
(2000).

Homogeneities in density of various LDA energy functionals. S. Liu and R.G. Parr,
Theochem 501-502, 29-34 (2000).

Remarks on density functional theory as a thermodynamics. A. Nagy and R.G. Parr,
Theochem, 501-502, 101-108 (2000).

Variational principles for describing chemical reactions: The Fukui function and chemical
hardness revisited. P.W. Ayers and R.G. Parr, J. Am. Chem. Soc. 122, 2010-2018 (2000).

A theoretical perspective on the bond length rule of Grochala, Albrecht, and Hoffmann.P.
W. Ayers and R. G. Parr, J. Phys. Chem. 104, 2211-2220 (2000).

Atoms-in-molecules partitioning of a molecular density. A. Cedillo, P.K. Chattaraj, and
R.G. Parr, Int. J. Quantum Chem. 77, 403-407 (2000).

Information theory, atoms in molecules, and molecular similarity. R. F. Nalewajski and
R.G. Parr, Proc. Nat. Acad. Sci. USA, 97, 8879-8882 (2000).

Page 20 of 21



304.

305.

306.

307.

308.

309.

310.

311.

312.

313.

314.

315.

316.

Density-functional theory and chemistry. R. G. Parr, pp. 297-302 in Condensed Matter
Theories, Volume 15, G. S. Anagnostatos et al., eds.(Nova Science 2000).

Variational principles for describing chemical reactions. Reactivity indices based on the
external potential. P. W. Ayers and R. G. Parr, J. Am. Chem. Soc. 123, 2007-2017 (2001).

Book review: Quantum Chemistry: Classic Scientific Papers, by H. Hettema. R.G. Parr,
Physics Today 54, 63-64 (2001).

Information theory thermodynamics of molecules and their Hirshfeld fragments. R.F.
Nalewajski and R.G. Parr, J. Phys. Chem. 105, 7391-7400 (2001).

Representing potential energy functions by expansions in orthogonal polynomials.
Generalized SPF potentials. R.G. Parr and P.W. Ayers, J. Phys. Chem. 106, 5060-5062
(2002).

Local kinetic energy and local temperature in the density-functional theory of electronic
structure. P.W. Ayers, R.G. Parr, and A. Nagy, Int. J. Quantum Chem. 90, 309-326
(2002).

Constructing exact density functionals from the moments of the electron density. P.W.
Ayers, 1.B. Lucks, and R.G. Parr, Acta Physica et Chimica Debrecina 34-35, 223-248
(2002).

The bonding of quantum physics with quantum chemistry. R.G. Parr, pp. 187-193 in
Walter Kohn, M. Scheffler and P. Weinberger, Eds. (Springer-Verlag, Berlin; 2003).

Sufficient condition for monotonic electron density decay in many-electron systems. P.W.
Ayers, and R.G. Parr, Int. J. Quantum Chem. 95, 877-881 (2003).

Fermi-Amaldi model for exchange — correlation: Atomic excitation energies from orbital
energy differences. P.W. Ayers, R.C. Morrison, and R.G. Parr, Molecular Physics, 103,
2061-2072 (2005).

What is an atom in a molecule. R.G. Parr, P.W. Ayers, and R.F. Nalewajski, J. Phys.
Chem. A 109, 3957-3959 (2005).

Some late-term thoughts of a density-functional theorist. R.G.Parr, J. Chem. Sci. [India],
117, 613-615 (2005).

Describing hard-soft acid-base exchange using half-reactions. P.W. Ayers, R. G. Parr, and
R. G. Pearson, J. Chem Phys., in press.

Page 21 of 21



