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Chromatography. Journal of Physical Chemistry A, 1997, 101, 5374-5377 28 18

Theoretical Study of the Effects of Protonation and Deprotonation on Bond Dissociation Energies
of Second-Row Elements: Comparison with First-Row Elements. Journal of the American Chemical
Society, 1997, 119, 4214-4219

An orbital-based density difference index for the comparison of electron density distributions.
Journal of Chemical Physics, 1997, 107, 6693-6698 39 3

Density functional theory studies of the quadrupole moments of benzene and naphthalene.
Chemical Physics Letters, 1997, 277, 252-256

Electronegativity and Hardness of Disjoint and Transferable Molecular Fragments. The Journal of

Physical Chemistry, 1996, 100, 3448-3453 =

The 28-Electron Tetraatomic Molecules: N4, CN20O, BFN2, C202, B2F2, CBFO, C2FN, and BNO2.
Challenges for Computational and Experimental Chemistry. The Journal of Physical Chemistry, 1996,
100, 5702-5714

Electron Densities of Homonuclear Diatomic Molecules As Calculated from Density Functional

Theory. The Journal of Physical Chemistry, 1996, 100, 5274-5280 20

Tautomeric Equilibria of Hydroxypyridines in Different Solvents: An ab Initio Study. The Journal of
Physical Chemistry, 1996, 100, 16141-16146

Topological properties of the electronic structures of the reactants, transition states, and products
of the reactions of the hydroxyl radical with the series C2HnF60, n = 1B. Canadian Journal of 09 4
Chemistry, 1996, 74, 786-800

A hybrid quantum mechanical force field molecular dynamics simulation of liquid methanol:
Vibrational frequency shifts as a probe of the quantum mechanical/molecular mechanical coupling.
Journal of Chemical Physics, 1996, 104, 7261-7269

Mechanism of C2H4 dehydrogenation to C2H2 on the Ni(111) surface. Chemical Physics Letters,
1996, 253, 129-134 25 3

A theoretical study of proton transfers in aqueous para-, ortho-hydroxypyridine and para-,
ortho-hydroxyquinoline. Chemical Physics Letters, 1996, 259, 647-653

Electron Densities of Several Small Molecules As Calculated from Density Functional Theory. The
Journal of Physical Chemistry, 1996, 100, 6317-6324 33

The 2H states of HBeO, HMgO, and HCaO. Journal of Chemical Physics, 1996, 104, 4055-4060

Polarizable point-charge model for water: Results under normal and extreme conditions. Journal of

Chemical Physics, 1996, 105, 4742-4750 39 162

CaOH has a second linear structure HCaO. Journal of Chemical Physics, 1995, 103, 10070-10073

10



(1994-1995])

152 Re-examination of the hyperfine structure of 14NH2. Journal of Chemical Physics, 1995, 102, 3674-3678 3.9 8

Internal motion and the tunneling rates of CH+4 and CD+4. Journal of Chemical Physics, 1995, 103, 8166-8473 7

Trans-stilbene in methanol solution On the effect of flexible atomic charges in computer

159 simulations. Molecular Physics, 1995, 86, 327-346 17

Ab initio studies of reactions of hydroxyl radicals with fluorinated ethanes. The Journal of Physical
Chemistry, 1995, 99, 13402-13411

148 A Theoretical Study of the Effects of Protonation and Deprotonation on Bond Dissociation 6
4 Energies. Journal of the American Chemical Society, 1995, 117, 8816-8822 4 35

Properties of Transition Species in the Reaction of Hydroxyl with Ethane from ab Initio Calculations

and Fits to Experimental Data. The Journal of Physical Chemistry, 1995, 99, 8661-8668

Hyperfine Structures of the Series C2HNnF5-n, n = 0-5: A Density Functional Theory Study. The

Journal of Physical Chemistry, 1995, 99, 623-629 e

146

The Electron Density as Calculated From Density Functional Theory. Recent Advances in
Computational, 1995, 369-401

L Structure of PLi4 and Its Comparison with SiLi4, CLi4, and Li4: The Importance of Li-Li Interactions.
44 The Journal of Physical Chemistry, 1995, 99, 4941-4946

The interactions between alkali metals and C2H2. Density functional theory as an analytic tool.
Chemical Physics Letters, 1995, 235, 422-429

Internal motion of benzene. A molecular dynamics simulation study. Chemical Physics Letters, 1995,

142 241,380-386 25 10

Trans -stilbene in methanol solution. Molecular Physics, 1995, 86, 327-346

A comparative study of the hyperfine structures of neutral nitrogen oxides: DFT vs CISD results.

149 The Journal of Physical Chemistry, 1994, 98, 792-799 40

A Comparative Study of Electron Densities in Carbon Monoxide Calculated from Conventional ab
Initio and Density Functional Methods. The Journal of Physical Chemistry, 1994, 98, 6988-6994

Ab initio and molecular dynamics study of dibenzotricyclic calcium antagonists: A rigid model

approach. International Journal of Quantum Chemistry, 1994, 52, 17-31 21 6

138

A density functional theory study of the hyperfine structures of the atoms B to O and the species
NH2 and NH+3. Chemical Physics Letters, 1994, 217, 24-30

Theoretical study of metastable N2CO isomers. New candidates for high energy materials?.

136 Chemical Physics Letters, 1994, 227, 312-320 25 35

Diazasilene (SiNN): a comparative study of electron density distributions derived from

Hartree-Fock, second-order Moller-Plesset perturbation theory, and density functional methods.
The Journal of Physical Chemistry, 1994, 98, 1844-1850

11



RusseLL J Boyp

L A Theoretical Study of Spin Trapping by Nitrone: Trapping of Hydrogen, Methyl, Hydroxyl, and L
34 Peroxyl Radicals. The Journal of Physical Chemistry, 1994, 98, 11705-11713 3

Electronic structures and bonding in Rydberg molecules: NH4, H30 and related molecules.
Canadian Journal of Physics, 1994, 72, 851-855

L A density functional theory study of the free radicals NH2, NF2, NCI2, PH2, PF2, and PCl2. Canadian
32 Journal of Chemistry, 1994, 72, 695-704 9 30

Effect of an adding radical’s electronegativity on the geometries and formation energies of nitroso

spin adducts. The Journal of Physical Chemistry, 1994, 98, 1856-1863

On the choice of the active space and the basis set for MCSCF calculations on small molecules and
139 reactive surfaces. The Journal of Physical Chemistry, 1993, 97, 11969-11973
A theoretical investigation of the 1,3-migration in allylperoxyl radicals. Journal of the American
Chemical Society, 1993, 115, 687-693

Electronic structure calculations of hydrocarbon radical cations: a density functional study. Journal

128 fthe American Chemical Society, 1993, 115, 6896-6900 164 43

Stereoselectivity of nucleophilic addition to substituted cyclohexanones: a structure and charge
density study. Journal of the American Chemical Society, 1993, 115, 9614-9619

Secondary H/D isotope effects and transition state looseness in nonidentity methyl transfer
126 reactions. Implications for the concept of enzymic catalysis via transition state compression. 16.4 30
Journal of the American Chemical Society, 1993, 115, 10147-10152

Effects of electron correlation on the series C2HnF6-n (n = 0-6): geometries, total energies, and C-C
and C-H bond dissociation energies. The Journal of Physical Chemistry, 1993, 97, 7208-7215

Charge and intracule densities in singly excited heliumlike ions. Journal of Chemical Physics, 1993,
124 98 71327139 o

The effect of a neon matrix on the hyperfine structure of CH+4. A model study. Chemical Physics
Letters, 1993, 211, 88-93

Electron correlation effects in the Rydberg-like 33D and 31D states of helium-like ions.

122 International Journal of Quantum Chemistry, 1993, 48, 1-14

2.1 10

Statistical electron correlation coefficients for 29 states of the heliumlike ions. /nternational
Journal of Quantum Chemistry, 1993, 48, 33-42

An ab initio study of the series of fluorinated ethanes C2HnF6-n (n = 0-6): geometries, total
120 energies, and carbon-carbon bond dissociation energies. The Journal of Physical Chemistry, 1992, 25
96, 6287-6290

The first-order Jahneller distortion and the symmetry of the electron density in the BH+3 radical.
Journal of Chemical Physics, 1992, 96, 1232-1239

The relationship between the rateBquilibrium coefficient B and transition state properties: a
118 second-order MllerPlesset perturbation study of SN2 reactions. Canadian Journal of Chemistry, 09 4
1992, 70, 450-455

Group electronegativities from the bond critical point model. Journal of the American Chemical

Society, 1992, 114, 1652-1655

12



(1989-1991)

The Laplacian of the charge density as a probe of reaction paths and reactivity: a comparison of SN2

116 reactions at carbon and silicon. The Journal of Physical Chemistry, 1991, 95, 4698-4701 34

Singlet-triplet energy component differences in homonuclear diatomics: A multi-reference
configuration interaction study of Hund's rule. Chemical Physics, 1991, 157, 99-104

Multiplicities of Bylide ground states: Computational evidence for a breakdown of aromaticity

114 arguments. Journal of Physical Organic Chemistry, 1991, 4, 566-572

21 3

Cleavage of the radical cations of alkenes; 1-butene and 4,4-dimethyl-1-pentene. Ab initio
calculations on the interaction between the allyl and alkyl radical and carbocation moieties.
Canadian Journal of Chemistry, 1991, 69, 1365-1375

Energy component analysis of the JahnMeller effect in the methane radical cation. Journal of

12 Cchemical Physics, 1991, 94, 8083-8088 39 30

Charge development at the transition state: a second-order Moeller-Plesset perturbation study of
gas-phase SN2 reactions. Journal of the American Chemical Society, 1991, 113, 1072-1076

Intrinsic barriers of some model SN2 reactions: second-order Moeller-Plesset perturbation

IO calculations. Journal of the American Chemical Society, 1991, 113, 2434-2439

16.4 30

Interpretation of Hund’s rule for first-row hydrides AH (A = lithium, boron, nitrogen, fluorine). The
Journal of Physical Chemistry, 1990, 94, 3480-3484

Topological evidence for an N?N bond in cis-1,2-dinitrosoethene: The remarkable structure of the

108 di-N-oxide of 1,2-diazacyclobutadiene. Journal of Physical Organic Chemistry, 1990, 3, 143-146

The evaluation of extracule and intracule densities in the first-row hydrides, LiH, BeH, BH, CH, NH,
OH and FH, from self-consistent field molecular orbital wavefunctions. Journal of Physics B: Atomic,
Molecular and Optical Physics, 1990, 23, 1095-1105

A theoretical investigation of the structures and properties of peroxyl radicals. Journal of the

106 American Chemical Society, 1990, 112, 5724-5730

16.4 82

An ab initio study of model SN2 reactions with inclusion of electron correlation effects through
second-order Moeller-Plesset perturbation calculations. Journal of the American Chemical Society,
1990, 112, 6789-6796

HundB rule and singletbriplet energy differences for the lowest nf states of formaldehyde,

194 H2co. Journal of Chemical Physics, 1989, 90, 5638-5643 39 25

The effect of electron correlation on the topological and atomic properties of the electron density
distributions of molecules. Journal of Computational Chemistry, 1989, 10, 367-375

The effect of electron correlation on the electron density distributions of molecules: Comparison

102 of perturbation and configuration interaction methods. Journal of Chemical Physics, 1989, 90, 1083-1 090’9  3°

A theoretical study of the change in homolytic bond dissociation energy on conversion of A-B to

A-B+H. Journal of the American Chemical Society, 1989, 111, 5152-5155 16.4

Transition-state electronic structures in SN2 reactions. Journal of the American Chemical Society,

199 1989,111, 1575-1579 164 53

The lone electron pair and crystal packing: observations on pyramidal YEL3[$pecies, abinitio

calculations, and the crystal structures of Me3SOl, Et3SI, (Me3S)2SnCl6, (Me3S0)2SnCl6, and
(EE3S)2SnCl6. Canadian Journal of Chemistry, 1989, 67, 1984-2008

L



94

92

90

88

86

RusseLL J Boyp

Recombination of methyl radicals: ab initio potential and transition-state theory calculations. The

Journal of Physical Chemistry, 1989, 93, 4772-4779 28

Electronically excited states of chlorine monofluoride: A multi-reference configuration interaction
study. Chemical Physics, 1988, 121, 361-369

Sulfur-sulfur bond lengths, or can a bond length be estimated from a single parameter?. Journal of

the American Chemical Society, 1988, 110, 7299-7301 16.4 164

Atomic and group electronegativities from the electron-density distributions of molecules. Journal 6
of the American Chemical Society, 1988, 110, 4182-4186 4

A 6-31G* chemistry of isoelectronic tetrahedral XL4lhnd YL4[{X =LitoF;Y=Nato Cl;L=H,F, Cl)
species. Part 2. Energies, bond lengths, and critical radii. Canadian Journal of Chemistry, 1988, 66, 2465-29%5

The shell structure of atoms and the Laplacian of the charge density. Journal of Chemical Physics,
1988, 88, 4375-4377

Intracule densities and electron correlation in the hydrogen molecule. Journal of Physics B: Atomic, L 3
Molecular and Optical Physics, 1988, 21, 2555-2561 33

HundB rule and singletbriplet energy differences for molecular systems. Journal of Chemical
Physics, 1987, 87, 5329-5332

Angular aspects of electron correlation and the Coulomb hole. Il. The 2 1S and the 2 3S excited L
states of helium. Journal of Chemical Physics, 1987, 87, 1216-1219 39 1

How does the geometry of the tetrahedral XF4BCIn[{X = Al, Si, P) species depend on composition,
or abinitiosicertumnescio. Canadian Journal of Chemistry, 1987, 65, 1109-1123

Atomic orbital populations and atomic charges from self-consistent field molecular orbital L
wavefunctions. Journal of the Chemical Society, Faraday Transactions 2, 1987, 83, 1307 7

Bond critical points in the electronic structures of the main group diatomic hydrides of lithium
through bromine. Journal of Computational Chemistry, 1987, 8, 489-498

Hydrogen bonding between nitriles and hydrogen halides and the topological properties of ;
molecular charge distributions. Chemical Physics Letters, 1986, 129, 62-65 25 27

An ab initio SCF calculation of the effect of water-anion and water-cation interactions on the
vibrational frequencies of water. Spectrochimica Acta Part A: Molecular Spectroscopy, 1986, 42, 175-180

On the relationship between the electron-pair distribution function and the correlation energy of

an atom. /nternational Journal of Quantum Chemistry, 1986, 29, 1-9 2117

Bond critical points in the electronic structures of binary hydrides. International Journal of Quantum
Chemistry, 1986, 29, 959-973

Analysis of intramolecular hydrogen bonding in terms of the topological properties of the charge o
density. The protonated fluoroacetones. Canadian Journal of Chemistry, 1986, 64, 2042-2047 9 4

Angular aspects of exchange correlation and the fermi hole. International Journal of Quantum

Chemistry, 1985, 27, 439-449

14



(1982-1985)

The effect of electron correlation on one-electron properties in the 2 3S and 2 1S excited states of

80 the helium atom. Chemical Physics Letters, 1985, 114, 197-200 25 4

A bond-length-bond-order relationship for intermolecular interactions based on the topological
properties of molecular charge distributions. Chemical Physics Letters, 1985, 120, 80-85

78  The radius of the Fermi hole in atoms. Journal of Physics B: Atomic and Molecular Physics, 1985, 18, L701-L705 4

1,n-Radical ions: an abinitio study of racemization and isomerization of the cyclopropane radical
cation. Canadian Journal of Chemistry, 1985, 63, 3283-3289

Equilibrium structures, proton affinities, and ionization potentials of the fluoroacetones. Canadian o 3
Journal of Chemistry, 1985, 63, 836-842 9
One-proton and multiproton hydrogen bonds between ammonium ions and hydrogen fluoride.

Canadian Journal of Chemistry, 1985, 63, 1562-1567

The effect of protonic motion on the electronic properties of hydrogen-bonded complexes.
74 Computational and Theoretical Chemistry, 1985, 133, 45-58

Electronic and structural properties of borazine and related molecules. Chemical Physics Letters,
1984, 112, 136-141

Molecular orbital treatment of substituent effects. Il. Structures of some carboxylic Acids and their
72 conjugate bases. Canadian Journal of Chemistry, 1984, 62, 2881-2886 ©9 9

Molecular orbital treatment of substituent effects. Ill. Proton affinities of some methyl and
carboxylate anions. Canadian Journal of Chemistry, 1984, 62, 2887-2891

70 A quantum mechanical explanation for Hund's multiplicity rule. Nature, 1984, 310, 480-481 50.4 84

Density difference representation of the charge clouds of the monatomic ions of the alkali halides.
Journal of Molecular Structure, 1983, 92, 167-171

68 Conformations of simple disulfides and L-cystine. Canadian Journal of Chemistry, 1983, 61, 1082-1085 0.9 23

Molecular orbital treatment of substituent effects. I. Structures of some carbon acids and their
conjugate bases. Canadian Journal of Chemistry, 1983, 61, 45-49

Density difference representation of the charge clouds of the monatomicions of the alkali halides.
Computational and Theoretical Chemistry, 1983, 92, 167-171

1,n-Radical ions: the nature of the one-electron two-centre bond in cyclopropane radical cations. An
abinitio SCF MO approach. Canadian Journal of Chemistry, 1983, 61, 2310-2315

64 On the possibility of isolating diazirine N-oxides. Journal of Heterocyclic Chemistry, 1983, 20, 767-768 19 1

Angular aspects of electron correlation and the Coulomb hole. Journal of Chemical Physics, 1982,

77,3578-3582

1y



RusseLL J Boyp

Thermochemical parameters for organic radicals and radical ions. Part 2. The protonation of

62 hydrocarbon radicals in the gas phase. Canadian Journal of Chemistry, 1982, 60, 3011-3018 09 25

Molecular orbital structures of sulfones. Canadian Journal of Chemistry, 1982, 60, 730-734

AB initio calculations of 2H and 14N quadrupolar coupling constants in hydrogen bonded dimers.

6o Chemical Physics Letters, 1982, 89, 478-482

25 18

Conformational aspects of L-histidine. Canadian Journal of Chemistry, 1981, 59, 3232-3236

Photochemical reactions of charge-transfer complexes. lll. Molecular orbital studies of the
58 charge-transfer complexes between 1,2-dimethoxyethylenes and 1,2-dicyanoethylenes. Canadian 09 6
Journal of Chemistry, 1981, 59, 974-981

Ab-initio molecular orbital study of the cis/trans conformations of the peptide bond. /nternational
Journal of Quantum Chemistry, 1981, 20, 117-127

56 Geometries, energies and polarities of cyanopolyynes. Chemical Physics, 1981, 58, 203-210 23 10

Electronegativities of the elements from a nonempirical electrostatic model. Journal of Chemical
Physics, 1981, 75, 5385-5388

Spin density distributions in radical anions of heterocyclic amine N-oxides. Theoretica Chimica Acta,
54 1980, 57, 163-168

Electron correlation, isoelectronic, isonuclear, spin, and excitation aspects of PolitzerParr
partitioning. Journal of Chemical Physics, 1980, 72, 5399-5404

Sulfonyl radicals, sulfinic acid, and related species: an abinitio molecular orbital study. Canadian 6
52 Journal of Chemistry, 1980, 58, 331-338 °9 4

Additivity model calculations of UHF spin densities and charge densities in methyl-substituted
radical cations. Theoretica Chimica Acta, 1979, 53, 309-317

° Spin density distributions in some methyl substituted radical anions and cations. Journal of the
5 Chemical Society, Faraday Transactions 2, 1979, 75, 494 4

The radial density function and expectation values for ions. Canadian Journal of Physics, 1978, 56, 780-7801

On the systematic behaviour of certain Hartree-Fock expectation values. Journal of Physics B:

48 Atomic and Molecular Physics, 1978, 11, L655-L658 16

Density difference representation of electron correlation. Journal of Chemical Physics, 1978, 68, 1951-1953

46 Therelative sizes of atoms. Journal of Physics B: Atomic and Molecular Physics, 1977, 10, 2283-2291 55

Thermal and photochemical reactivity of cyclopropene derivatives: a semi-empirical molecular

orbital study. Canadian Journal of Chemistry, 1977, 55, 2482-2491

16



(1972-1977)

The radial density function for the neutral atoms from helium to xenon. Canadian Journal of Physics, 11
44 1977, 55, 452-455 39

Electron density partitioning in atoms. Journal of Chemical Physics, 1977, 66, 356-358

Fermi and Coulomb correlations in the 21 S state of the helium isoelectronic sequence. Theoretica L
4% Chimica Acta, 1977, 45, 61-67 5

Photoelectron spectra of diazabasketene, diazadeltacyclene, and related polycyclic cis-azoalkanes.
Journal of the American Chemical Society, 1976, 98, 2398-2406

40  The effect of electron correlation on one-electron distributions. Chemical Physics Letters, 1976, 44,363-365 25

The shell structure of atoms. Journal of Physics B: Atomic and Molecular Physics, 1976, 9, L69-L72

38 On the Fermi hole in atoms. Journal of Physics B: Atomic and Molecular Physics, 1975, 8, L130-L133 12

The Radius of the Coulomb Hole. Canadian Journal of Physics, 1975, 53, 592-597

36 The Fermi hole in atoms. Journal of Physics B: Atomic and Molecular Physics, 1974, 7, 1805-1816 67

Scaling in the S and P states of the helium isoelectronic sequence. Theoretica Chimica Acta, 1974,
33,79-86

The Coulomb hole in the 23S state of the helium isoelectronic sequence. International Journal of

34 Quantum Chemistry, 1974, 8, 255-261 21 28

Relative sizes of high and low spin states of atoms. Nature, 1974, 250, 566-567

On the Bond Order between Atoms in Approximate SCF-MO Theory. Canadian Journal of Chemistry,

3% 1973,51,1151-1154 °9 10

Photoelectron spectra of 2,3-diazabicyclo[2.2.n]alk-2-enes (n = 1,2,3,4). Journal of the American
Chemical Society, 1973, 95, 6478-6480

Coulomb hole in some excited states of helium. Journal of Physics B: Atomic and Molecular Physics, 36
39 1973, 6,782-793
An SCFMOIINDO study of equilibrium geometries, force constants, and bonding energies:
CNDO/BW. Part Ill. Triatomics and polyatomics. Journal of the Chemical Society Dalton Transactions,
1972, 81-87

cis-Azoxyalkanes. Ill. Dichotomy in the thermal stability of azo- and azoxyalkanes. Journal of the

28 American Chemical Society, 1972, 94, 3260-3261 164 17

An SCFMOINDO study of equilibrium geometries, force constants, and bonding energies:

CNDO/BW. Part Il. Diatomics. Journal of the Chemical Society Dalton Transactions, 1972, 78-81

L7



RusseLL J Boyp

An SCFMOINDO study of equilibrium geometries, force constants, and bonding energies:

26 CNDO/BW. Part |. Parameterization. Journal of the Chemical Society Dalton Transactions, 1972, 73-77 89

Chelotropic reactions: The thermal destruction of diazirine. Tetrahedron Letters, 1972, 13, 4347-4350 2

An SCFMOINDO study of ionization potentials and orbital energies by the CNDO/BW theory. The

24 Journal of the Chemical Society A, Inorganic, Physicaloretical, 1971, 3579-3589 12

Refinement of the SAVEBCFMOINDO theory. Part I. Bonding parameters. The Journal of the
Chemical Society A, Inorganic, Physicaloretical, 1969, 2598-2600

22 The lonezation Potentials of BF3, BC13 and BBr3. Chemical Physics Letters, 1968, 1, 649-650 25 27

Orbital energie and charge densities in borazine. Chemical Physics Letters, 1968, 2, 227-229

20 Fundamentals in Tin Chemistry17-283 7

An Introduction to the Quantum Theory of Atoms in Molecules1-34

18 Interpretation of Experimental Electron Densities by Combination of the QTAMC and DFT257-283 9

Topological Analysis of Proteins as Derived from Medium and High-resolution Electron Density:
Applications to Electrostatic Properties285-315

Fragment Transferability Studied Theoretically and Experimentally with QTAIM mplications for

16 Electron Density and Invariom Modeling317-341

Interactions Involving Metals [From Chemical Categorieslto QTAIM, and Backwards343-374

L Applications of the Quantum Theory of Atoms in Molecules in Organic Chemistry [Charge
4 Distribution, Conformational Analysis and Molecular Interactions375-397

Aromaticity Analysis by Means of the Quantum Theory of Atoms in Molecules399-423

12 Topological Properties of the Electron Distribution in Hydrogen-bonded Systems425-451 9

Relationships between QTAIM and the Decomposition of the Interaction Energy [Comparison of
Different Kinds of Hydrogen Bond453-469

10 QTAIM in Drug Discovery and Protein Modeling471-498 11

Fleshing-out Pharmacophores with Volume Rendering of the Laplacian of the Charge Density and

Hyperwall Visualization Technology499-514

18



LIST OF PUBLICATIONS

8 The Lagrangian Approach to Chemistry35-59 5

Atomic Response Properties61-94

QTAIM Analysis of Raman Scattering Intensities: Insights into the Relationship Between Molecular
Structure and Electronic Charge Flow95-120

Topological AtomBtom Partitioning of Molecular Exchange Energy and its Multipolar Convergence121-140

4 The ELF Topological Analysis Contribution to Conceptual Chemistry and Phenomenological Models141-162 3

Solid State Applications of QTAIM and the Source Function [Molecular Crystals, Surfaces,
Hostluest Systems and Molecular Complexes163-206

2 Topology and Properties of the Electron Density in Solids207-229 1

Atoms in Molecules Theory for Exploring the Nature of the Active Sites on Surfaces231-256

19



