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2919-2926 (2003).

Performance of the RB3-LYP, RMP2 and UCCSD(T) Procedures in Calculating
Radical Stabilization Energies for ®NHX Radicals

G.P.F. Wood,D.J. Henry,and L. Radom, J. Phys. Chem. A, 107, 7985-7990
(2003).

Interactions Between Neutral Molecules and Ca®: An Assessment of Theoretical
Procedures

I. Corral, O. M6, M. Yéiez, A.P. Scott,and L. Radom. J. Phys. Chem. A, 107,
10456-10461 (2003).

Variable Trends in R—X Bond Dissociation Energies (R = Me, Et, iso-Pr, tert-Bu)
M.L. Coote, A. Pross, and L. Radom, Org. Lett., 5,4689-4692 (2003).
Comparison of the Kinetics and Thermodynamics for Methyl Radical Addition to
C=C, C=0, and C=S Double Bonds

D.J. Henry, M.L. Coote, R. Gébmez-Balderas, and L. Radom, J. Am. Chem. Soc.,
126, 1732-1740 (2004).

Reliable Theoretical Procedures for Calculating the Rate of Methyl Radical
Addition to Carbon-Carbon Double and Triple Bonds

R. Gémez-Balderas, M.L. Coote,D.J. Henry and L. Radom, J. Phys. Chem. A,
108, 2874-2883 (2004).

Substituent Effects in Xanthate-Mediated Polymerization of Vinyl Acetate: Ab
Initio Evidence for an Alternative Fragmentation Pathway

M.L. Coote and L. Radom, Macromolecules, 37, 590-596 (2004).

Understanding Alkyl Substituent Effects in R-O Bond Dissociation Reactions in
Open- and Closed-Shell Systems

M.L. Coote, A. Pross, and L. Radom, In "Fundamental World of Quantum
Chemistry: A Tribute to the Memory of Per-Olov Lowdin", Volume 3, Edited by
EJ. Brindas and E.S. Kryachko, Kluwer-Springer, Dordrecht, pp 581-595, 2004.
Understanding Metal-Free Catalytic Hydrogenation: A Systematic Theoretical
Study of the Hydrogenation of Ethene

B. Chan and L. Radom, Aust. J. Chem., 57, 659-663 (2004).

The Unusual Bifunctional Catalysis of Epimerization and Desaturation by
Carbapenem Synthase

M. Topf, G.M. Sandala, D.M. Smith, C.J. Schofield, C.J. Easton and L. Radom,
J. Am. Chem. Soc., 126, 9932-9933 (2004).

Suicide Inactivation of Dioldehydratase by Glycolaldehyde and
Chloroacetaldehyde: An Examination of the Reaction Mechanism

G.M. Sandala, D.M. Smith, M.L. Coote and L. Radom, J. Am. Chem. Soc., 126,
12206-12207 (2004).

Inhibition of Peptidylglycine a-Amidating Monooxygenase by Exploitation of
Factors Affecting the Stability and Ease of Formation of Glycyl Radicals

B.J.W. Barratt, C.J. Easton, D.J. Henry,LH.W. Li, L. Radom and J.S. Simpson, J.
Am. Chem. Soc. 126, 1330613311 (2004).

Gas-Phase Reactions Between Urea and Ca®*: The Importance of Coulomb
Explosions

I. Corral, O. M6, M. Yiiez,J.-Y. Salpin, J. Tortajada and L. Radom, J. Phys.
Chem. A, 108, 10080-10088 (2004).
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Base-Catalyzed Hydrogenation: Rationalizing the Effects of Catalyst and
Substrate Structures, and Solvation

B. Chan and L. Radom, J. Am. Chem. Soc., 127, 2443-2454 (2005).

Why are the Ca** and K* Binding Energies of Formaldehyde and Ammonia
Reversed With Respect to Their Proton Affinities?

I. Corral, O. M6, M. Yéinez and L. Radom, J. Phys. Chem. A, 109, 6735-6742
(2005).

On the Relationship Between the Preferred Site of Hydrogen Bonding and
Protonation

B. Chan, J.E. Del Bene, J. Elguero and L. Radom, J. Phys. Chem. A, 109, 5509—
5517 (2005).

Divergent Mechanisms of Suicide Inactivation for Ethanolamine Ammonia-Lyase
G.M. Sandala, D.M. Smith and L. Radom, J. Am. Chem. Soc., 127, 8856—8864
(2005).

. Bond Dissociation Energies and Radical Stabilization Energies Associated with

Model Peptide-Backbone Radicals
G.P.F. Wood, D. Moran, R. Jacob and L. Radom, J. Phys. Chem. A, 109, 6318—
6325 (2005).

. Trends in R—X Bond Dissociation Energies (R = Me, Et, i-Pr, -Bu; X = H, CHj;,

OCH;, OH, F): A Surprising Shortcoming of Density Functional Theory

E.I. Izgorodina, M.L. Coote, and L. Radom, J. Phys. Chem. A, 109, 7558-7566
(2005).

Structures and Thermochemistry of Calcium-Containing Molecules

N.L. Haworth, M.B. Sullivan, A K. Wilson, J.M.L. Martin, and L. Radom, J.
Phys. Chem. A, 109, 9156-9168 (2005).

Modelling 3-Scission Reactions of Peptide Backbone Alkoxy Radicals: Backbone
C-C Bond Fission

G.P.F. Wood, A. Rauk and L. Radom, J. Chem. Theor. Comput., 1, 889—-899
(2005).

Transfer Hydrogenation Between Ethane and Ethene: A Critical Assessment of
Theoretical Procedures

D.J. Miller, D.M. Smith, B. Chan and L. Radom, Mol. Phys., 104, 777-794
(20006).

[Special issue in honour of Professor Michael A. Robb]

An Experimental and Theoretical Investigation of Gas-Phase Reactions of Ca**
With Glycine

I. Corral, O. M6, M. Yiiez,J.-Y. Salpin, J. Tortajada, D. Moran and L. Radom,
Chem. Eur. J. 12, 6787-6796 (2006).

Metal-Mediated Formation of Gas-Phase Amino Acid Radical Cations

C K. Barlow, D. Moran, L. Radom,W.D. McFadyen and R.A.J. O’Hair, J. Phys.
Chem. A, 110, 8304-8315 (2006).

Insights into the Hydrogen-Abstraction Reactions of Diol Dehydratase:
Relevance to the Catalytic Mechanism and Suicide Inactivation

G.M. Sandala, D.M. Smith, M.L. Coote, B.T. Golding and L. Radom, J. Am.
Chem. Soc., 128, 3433-3444 (2006).

[Highlighted in Chem. Aust., 73 (4), 32 (2006)]

Design of Effective Zeolite Catalysts for the Complete Hydrogenation of CO,
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B. Chan and L. Radom, J. Am. Chem. Soc., 128, 5322-5323 (2006).
[Highlighted in Chem. Aust., 73 (6), 32 (2006)]

An Assessment of Theoretical Procedures for Predicting the Thermochemistry
and Kinetics of Hydrogen Abstraction by Methyl Radical from Benzene

K. Hemelsoet, D. Moran, V. Van Speybroeck, M. Waroquier and L. Radom, J.
Phys. Chem. A, 110, 8942-8951 (2006).

Rearrangements in Model Peptide-Type Radicals via Intramolecular Hydrogen-
Atom Transfer

D. Moran, R. Jacob, G.P.F. Wood, M.L.. Coote, M.J. Davies, R.A.J. O’Hair, C.J.
Easton, and L. Radom, Helv. Chim. Acta, 89, 2254-2272 (20006).

Suicide Inactivation in the Coenzyme B,,-Dependent Enzyme Diol Dehydratase
G.M. Sandala, D.M. Smith, M.L. Coote and L. Radom, In "Modelling Molecular
Structure and Reactivity in Biological Systems", Edited by K.J. Naidoo, M. Hann,
J. Gao, M. Field, and J. Brady, Royal Society of Chemistry, pp 174-180, 2006.
A Restricted-Open-Shell Complete-Basis-Set Model Chemistry

G.PF. Wood, L. Radom, G.A. Petersson, E.C. Barnes, M.J. Frisch and J.A.
Montgomery, Jr., J. Chem. Phys., 125,094106-1-094106-16 (2006).

Effect of Side Chains on Competing Pathways for $-Scission Reactions of
Peptide-Backbone Alkoxyl Radicals

G.P.F. Wood, CJ. Easton, A. Rauk, M.J. Davies and L. Radom, J. Phys. Chem.
A, 110, 10316-10323 (2006).

Thermochemistry and Kinetics of Hydrogen Abstraction by Methyl Radical from
Polycyclic Aromatic Hydrocarbons

K. Hemelsoet, V. Van Speybroeck, D. Moran, G. B. Marin, L. Radom and M.
Waroquier, J. Phys. Chem. A, 110, 13624-13631 (2006).

Gas-phase Regiocontrolled Generation of Charged Amino Acid and Peptide
Radicals

S. Wee, A. Mortimer, D. Moran, A. Wright, C K. Barlow, R.A.J. O’Hair, L.
Radom and C.J. Easton, Chem. Comm., 4233-4235 (2006).

In Search of Radical Intermediates in the Reactions Catalyzed by Lysine 2,3-
Aminomutase and Lysine 5,6-Aminomutase

G.M. Sandala, D.M. Smith and L. Radom, J. Am. Chem. Soc., 128, 16004—16005
(20006).

[Highlighted in Chem. Aust., 74 (3), 29-30 (2007)]

Hydrogenation of Simple Aromatic Molecules: A Computational Study of the
Mechanism

G. Zhong, B. Chan and L. Radom, J. Am. Chem. Soc., 129, 924-933 (2007).
[Highlighted in Chem. Aust., 74 (4), 31-32 (2007)]

Toward an Improved Understanding of the Glutamate Mutase System

G.M. Sandala, D.M. Smith, EN.G. Marsh and L. Radom, J. Am. Chem. Soc.,
129, 1623-1633 (2007).

[Highlighted in Chem. Aust., 74 (5), 32 (2007)]

Uncatalyzed 1,4-Hydrogenation of Polycyclic Aromatic Hydrocarbons: A
Computational Study

G. Zhong, B. Chan and L. Radom, Theochem, 811, 13—17 (2007).

Uncatalyzed Transfer Hydrogenation of Quinones and Related Systems: A
Theoretical Mechanistic Study
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B. Chan and L. Radom, J Phys. Chem. A, 111, 64566467 (2007).

Proton-Bound Homodimers: How Are the Binding Energies Related to Proton
Affinities?

B. Chan, J.E. Del Bene and L. Radom, J. Am. Chem. Soc., 129, 12197-12199
(2007).

An Evaluation of Harmonic Vibrational Frequency Scale Factors

J.P. Merrick, D. Moran and L. Radom, J. Phys. Chem. A, 111, 11683-11700
(2007).

Bond Dissociation Energies and Radical Stabilization Energies: An Assessment
of Contemporary Theoretical Procedures

A.S. Menon, G.P.F. Wood, D. Moran and L. Radom, J. Phys. Chem. A, 111,
13638-13644 (2007).

Lithium Monoxide Anion: A Ground-State Triplet with the Strongest Base to
Date

Z. Tian,B. Chan, M.B. Sullivan, L. Radom, and S.R. Kass, Proc. Nat. Acad. Sci.,
105, 7647-7651 (2008).

[Highlighted in Chem. Aust., 75 (9), 38 (2008)]

Zeolite-Catalyzed Hydrogenation of Carbon Dioxide and Ethene

B. Chan and L. Radom, J. Am. Chem. Soc., 130, 9790-9799 (2008).
[Highlighted in Chem. Aust.,75 (10), 32 (2008)]

The Carbon-Skeleton Rearrangement in Tropane Alkaloid Biosynthesis

G.M. Sandala, D.M. Smith and L. Radom, J. Am. Chem. Soc., 130, 10684—10690
(2008).

[Highlighted in Chem. Aust., 75 (11), 32-33 (2008)]

The Nature of Glycine and its a-Carbon Radical in Aqueous Solution: A
Theoretical Investigation

G.P.F. Wood, M.S. Gordon, L. Radom and D.M. Smith, J. Chem. Theory
Comput., 4, 1788—-1794 (2008).

Consequences of Spin Contamination in Unrestricted Calculations on Open-Shell
Species: Effect of Hartree—Fock and Mgller—Plesset Contributions in Hybrid and
Double-Hybrid Density Functional Theory Approaches

A.S. Menon and L. Radom, J. Phys. Chem. A, 112, 13225-13230 (2008).
[Special issue in honour of Professor Sason Shaik]

What Factors Determine Whether a Proton-Bound Homodimer Has a Symmetric
or an Asymmetric Hydrogen Bond?

B. Chan, J.E. Del Bene and L. Radom, Mol. Phys. 107, 1095-1105 (2009).
[Special issue in honour of Professor H.F. Schaefer I11I]

Low Barrier Hydrogenolysis of the Carbon—Heteroatom Bond as Catalyzed by
HAIF,

G. Zhong, B. Chan and L. Radom, Org. Lett., 11, 749-751 (2009).

Ab Initio Investigation of the Fragmentation of 5,5-Diamino-Substituted 1,4,2-
Oxathiazoles

R.J. OReilly and L. Radom, Org. Lett. 11, 1325-1328 (2009).

On the Reaction of Glycerol Dehydratase and But-3-ene-1,2-diol

G.M. Sandala, B. Kovacevi¢, D. Bari¢, D.M. Smith and L. Radom, Chem. Eur. J.,
15, 4865-4873 (2009).
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Hydrogen Abstraction by Chlorine Atom from Small Organic Molecules
Containing Amino Acid Functionalities: An Assessment of Theoretical
Procedures

M.S. Taylor, S.A. Ivanic, G.P.F. Wood,C.J. Easton, G.B. Bacskay and L. Radom,
J. Phys. Chem. A, 113, 11817-11832 (2009).

[Special issue in honour of Professor Walter Thiel]

On the Importance of Ribose Orientation in the Substrate Activation of the
Coenzyme B ,-Dependent Mutases

B. Durbeej, G.M. Sandala, D. Bucher, D. M. Smith and L. Radom, Chem. Eur. J.
15, 8578-8585 (2009).

[Special issue in honour of Professor Itzhak Apeloig]

Structures and Thermochemistry of the Alkali Metal Monoxide Anions (MO"),
Monoxide Radicals (MO®) and Hydroxides (MOH)

B. Mintz, B. Chan, M.B. Sullivan, T. Buesgen, A.P. Scott, S.R. Kass, L. Radom
and A K. Wilson, J. Phys. Chem. A, 113, 9501-9510 (2009).

Optimization and Basis-Set Dependence of a Restricted Open-Shell Form of B2-
PLYP Double-Hybrid Density Functional Theory

D.C. Graham, A.S. Menon, L. Goerigk, S. Grimme and L. Radom, J. Phys.
Chem. A, 113,9861-9873 (2009).

[Cover article for the September 10, 2009 issue of the Journal of Physical
Chemistry A]

Modeling the Reactions Catalyzed by Coenzyme B,,-Dependent Enzymes

G.M. Sandala, D.M. Smith and L. Radom, Accounts Chem. Res., 43, 642—651
(2010).

A Computational Study of Methanol-To-Hydrocarbon Conversion: Towards the
Design of a Low-Barrier Process

B. Chan and L. Radom, Can. J. Chem., 88, 866-876 (2010).

[Special issue in honour of Professor Russell Boyd]

Gas-Phase Synthesis and Reactivity of Lithium Acetylide Anion, Li-C=C"

M.M. Meyer, B. Chan, L. Radom and S.R. Kass, Angew. Chem. Int. Ed. Engl.,
49,5161-5164 (2010).

G4-SP, G4(MP2)-SP, G4-sc and G4(MP2)-sc: Modifications to G4 and G4(MP2)
for the Treatment of Medium-Sized Radicals

B. Chan, M.L. Coote and L. Radom, J. Chem. Theory Comput., 6,2647-2653
(2010).

One-Electron Reduction of N-Chlorinated and N-Brominated Species is a
Potential Source of Radicals and Bromine Atom Formation in Inflammatory
Diseases

D.I. Pattison, R.J. O'Reilly, O. Skaff, L. Radom, R.F. Anderson, and M.J. Davies,
Chem. Res. Toxicol.,24,371-382 (2011).

G4(MP2)-6X: A Cost-Effective Improvement to G4(MP2)

B. Chan, J. Deng and L. Radom, J. Chem. Theory Comput.,7,112-120 (2011).
O-H Bond Dissociation Energies

B. Chan, M. Morris, and L. Radom, Aust. J. Chem., 64, 394-402 (2011).
[Special issue in memory of Professor Athel Beckwith]

Model for the Exceptional Reactivity of Peroxiredoxins 2 and 3 with Hydrogen
Peroxide: A Kinetic and Computational Study
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P. Nagy, A. Karton, A. Betz, A.V. Peskin, P. Pace, R. O'Reilly, M.B. Hampton,
L. Radom, and C.C. Winterbourn, J. Biol. Chem., 286, 18048-18055 (2011).
Effect of Substituents on the Stabilities of Multiply-Substituted Carbon-Centered
Radicals

A.S.Menon, D. J. Henry, T. Bally and L. Radom, Org. Biomol. Chem., 9, 3636—
3657 (2011).

[Cover Article, also selected as an OBC Hot Article]

Effect of Substituents on the Strength of N-X (X = H, F and Cl) Bond
Dissociation Energies: A High-Level Quantum Chemical Study

R.J. OReilly, A. Karton and L. Radom, J. Phys. Chem. A, 115, 5496-5504
(2011).

The Spectroscopy and Thermochemistry of Phenylallyl Radical Chromophores
T.P. Troy,N. Chalyavi, A.S. Menon,G.D. O’Connor, B. Fiickel, K. Nauta, L.
Radom and T.W. Schmidt, Chem. Science, 2, 1755-1765 (2011).

Obtaining Good Performance With Triple-Zeta-Type Basis Sets in Double-
Hybrid Density Functional Theory Procedures

B. Chan and L. Radom, J. Chem. Theory Comput., 7,2852-2863 (2011).
Hydrogen Abstraction by Chlorine Atom from Amino Acids: The Remarkable
Influence of Polar Effects on Regioselectivity

R.J. O’Reilly, B. Chan, M.S. Taylor, S. Ivanic, G.B. Bacskay, C.J. Easton, and L.
Radom, J. Am. Chem. Soc., 133, 16553-16559 (2011).

[Highlighted in Chem. Aust., 79 (2), 10 (2012)]

Spectroscopy and Thermochemistry of a Jet-Cooled Open-Shell Polyene: 1,4-
Pentadienyl Radical

N. Chalyavi, G. B. Bacskay, A. S. Menon, T. P. Troy, N. J. L. K. Davis, L.
Radom, S. A. Reid, and T. W. Schmidt, J. Chem. Phys., 135, 124306-1-124306-7
(2011).

Assessment of Theoretical Procedures for Hydrogen-Atom Abstraction by
Chlorine, and Related Reactions

B. Chan and L. Radom, Theor. Chem. Acc.,130,251-260 (2011).

[Special issue in honour of Professor Shigeru Nagase]

Theoretical Studies on Radical Enzymes

G.M. Sandala, D.M Smith and L. Radom, in Encyclopedia of Radicals in
Chemistry, Biology and Materials, C. Chatgilialoglu and A. Studer, editors, pp
1547-1576, John Wiley & Sons, Chichester, UK (2012).

N-H and N-CI Homolytic Bond Dissociation Energies and Radical Stabilization
Energies: An Assessment of Theoretical Procedures Through Comparison With
Benchmark-Quality W2w Data

R.J. O'Reilly, A. Karton and L. Radom, Int. J. Quantum Chem., 112, 1862—1878
(2012).

(Special issue on radicals)

Proton-Bound Homodimers Involving Second-Row Atoms

B. Chan, J.E. Del Bene and L. Radom, Theor. Chem. Acc., 131, 1088—1096
(2012).

[Special issue in honour of Professor E.D. Jemmis]

The Elusive 5'-Deoxyadenosyl Radical in Coenzyme-B ,,-Mediated Reactions
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D. Bucher, G.M. Sandala, B. Durbeej, L. Radom and D.M. Smith, J. Am. Chem.
Soc., 134, 1591-1599 (2012).

[Highlighted in Chem. Aust.,79 (3), 12 (2012)]

Approaches for Obtaining Accurate Rate Constants for Hydrogen Abstraction by
Chlorine Atom

B. Chan and L. Radom, J. Phys. Chem. A, 116, 3745-3752 (2012).

Assessment of Theoretical Procedures for Calculating Barrier Heights for a
Diverse Set of Water-Catalyzed Proton-Transfer Reactions

A. Karton, R.J. O'Reilly and L. Radom, J. Phys. Chem. A, 116,4211-4221
(2012).

BDE261: A Comprehensive Set of High-Level Theoretical Bond Dissociation
Energies

B. Chan and L. Radom, J. Phys. Chem. A, 116, 4975-4986 (2012).
Determination of Barrier Heights for Proton Exchange in Small Water Clusters
with G4(MP2)-Type, MPn, and SCS-MPn Procedures—A Caveat

A. Karton, R.J. O'Reilly, B. Chan and L. Radom, J. Chem. Theory Comput., 8,
3128-3136 (2012).

Heats of Formation for CrO, CrO, and CrO;: An Extreme Challenge for Black-
Box Composite Procedures

B. Chan, A. Karton, K. Raghavachari and L. Radom, J. Chem. Theory Comput.,
8,3159-3166 (2012).

Comment on the Ionization Energy of B,F,,

B. Chan, AJ. Trevitt, S.J. Blanksby and L. Radom, J. Phys. Chem. A, 116, 9214—
9215 (2012).

Influence of Connector Groups on the Interactions of Substituents with Carbon-
Centered Radicals

A.S. Menon, T. Bally and L. Radom, J. Phys. Chem. A, 116, 10203—-10208
(2012).

WI1X-1 and W1X-2: W1-Quality Accuracy With an Order Of Magnitude
Reduction in Computational Cost

B. Chan and L. Radom, J. Chem. Theory Comput., 8,4259-4269 (2012).

On the Reactivities of Amino Acid Derivatives Towards Hydrogen Abstraction
by Cle and OHe

B. Chan, R.J. O’Reilly, C.J. Easton, and L. Radom, J. Org. Chem., 77, 9807-9812
(2012).

Computational Design of Effective, Bioinspired HOCI Antioxidants: The Role of
Intramolecular CI" and H* Shifts

A. Karton, R.J. O’Reilly, D.I. Pattison, M.J. Davies, and L.. Radom, J. Am. Chem.
Soc., 134, 19240-19245 (2012).

[Highlighted in Nature Chemistry,5,5 (2013)]

[Highlighted in Chem. Aust., 80 (2),9 (2013)]

Performance of Gradient-Corrected and Hybrid Density Functional Theory: Role
of the Underlying Local Density Approximation and the Gradient Correction

B. Chan, P.M.W. Gill and L. Radom, J. Chem. Theory Comput., 8,4899—-4906
(2012).

[Special issue in honour of Professor H. Bernhard Schlegel]
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On the Heteroatomic Deprotonation of Substituted Methanes and Methyl
Radicals: Theoretical Insights into Structure, Stability, and Thermochemistry

M. Morris, B. Chan and L. Radom, J. Phys. Chem. A, 116, 12381-12387 (2012).
Effect of Substituents on the Preferred Modes of One-Electron Reductive
Cleavage of N-Cl and N-Br Bonds

R.J. OReilly, A. Karton and L. Radom, J. Phys. Chem. A, 117,460-472 (2013).
Evaluation of the Heats of Formation of Corannulene and Cey by Means of High-
Level Theoretical Procedures

A. Karton, B. Chan, K. Raghavachari and L. Radom, J. Phys. Chem. A, 117,
1834-1842 (2013).

[Cover article, February 28, 2013]

Accurate Quantum Chemical Energies for Tetrapeptide Conformations: Why
MP2 Data With an Insufficient Basis Set Should be Handled With Caution

L. Goerigk, A. Karton, J. Martin and L. Radom, Phys. Chem. Chem. Phys., 15,
7028-7031 (2013).

[Cover article, May 21, 2013]

A Hierarchy of Relative Bond Dissociation Enthalpies and Their Use to
Efficiently Compute Accurate Absolute Bond Dissociation Enthalpies for C—H,
C—C and C-F Bonds

B. Chan and L. Radom, J. Phys. Chem. A, 117, 3666-3675 (2013).

Gas-Phase Infrared Spectrum and Acidity of the Radical Cation of 9-
Methylguanine

L. Feketeova, G.N.Khairallah, B. Chan, V. Steinmetz, P. Maitre, L. Radom and
R.A.J. O'Hair, Chem. Comm., 49, 7343-7345 (2013).

Chemoselective Peptide Ligation—Desulfurization Chemistry at Aspartate

R.E. Thompson, B. Chan, L. Radom, K.A. Jolliffe and R.J. Payne, Angew. Chem.
Int. Ed., in press.
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11.

Geometries and Energies of C3;H,+ Cations

XXIII International Congress of Pure and Applied Chemistry

Boston, Massachusetts, U.S.A., July 1971

Reversal of Substituent Effects in the Gas Phase: Common Text Book Errors
Royal Australian Chemical Institute, Division of Organic Chemistry
2nd National Conference

Cowes, Victoria, February 1974

The Intramolecular Fulminic Acid-Isocyanic Acid Rearrangement
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3rd National Conference

Brisbane, Queensland, August 1975

Theoretical Approaches to Aromatic Polycations: The Heptalenium Dication
Royal Australian Chemical Institute, Division of Organic Chemistry

4th National Conference
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Potential Energy Surfaces for Unimolecular Reactions

American Conference on Theoretical Chemistry
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(Invited Lecture)
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Hyperconjugation
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5th National Conference
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(Plenary Lecture)

Ab Initio Studies of Reaction Mechanism
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(Invited Lecture)

Structural Consequences of Hyperconjugation: A Theoretical Approach
Eighth Austin Symposium of Molecular Structure

Austin, Texas, U.S.A., March 1980

(Invited Lecture)

The Oxygen Analogue of the Protonated Cyclopropane Problem: A Theoretical
Approach
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6th National Conference
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Las Vegas, U.S.A., March 1982

(Invited Lecture)

A Theoretical Approach to the Elucidation of Gas-Phase lon Structure
Third Asilomar Conference on Mass Spectrometry

Pacific Grove, California, U.S.A., September 1983

(Plenary Lecture)

Structure and Mechanism in Gas-Phase lon Chemistry

18th Okazaki Conference on Theories of Chemical Reaction Mechanisms
Okazaki, Japan, January 1984

(Invited Lecture)

A Theoretical Approach to Gas-Phase lon Chemistry

Seventh IUPAC Conference on Physical Organic Chemistry
Auckland, New Zealand, August 1984

(Plenary Lecture)

A Theoretical Approach to Structure and Mechanism in Gas-Phase lon Chemistry

9th Conference of the Australian and New Zealand Society for Mass
Spectrometry

Canberra, August 1984

(Plenary Lecture)

An Ab Initio Approach to Molecular Conformational Analysis

Oji International Seminar on Rotational Isomerism

Tokyo, Japan, September 1984

(Invited Lecture)

Ylides, Ylidions and Ylide Dications

Symposium on Applied Quantum Chemistry

Second International Chemical Congress of Pacific Basin Societies
Honolulu, U.S.A., December 1984

(Invited Lecture)

Benzyne and Related Systems: An Ab Initio Molecular Orbital Approach
Sth International Symposium on Novel Aromatic Compounds

St Andrews, Scotland, July 1985

(Plenary Lecture)

A Theoretical Approach to Carbanion Chemistry

Molecular Structure and Chemical Reactivity

Satellite Symposium of the 5th International Congress on Quantum Chemistry
Toronto, Canada, August 1985

(Invited Lecture)

A Theoretical Approach to Gas-Phase Ion Chemistry

Structure and Reactivity of Gas Phase Ions

Sixth Annual Congress of the Royal Society of Chemistry
Warwick, England, April 1986

(Invited Lecture)

Distonic Radical Cations: Structures, Stabilities and Unimolecular Reactions
Gordon Research Conference on Radical Ions

Plymouth, New Hampshire, U.S.A., June 1986

(Invited Lecture)

Multiply Charged Cations: Remarkable Structures and Stabilities
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World Association of Theoretical Organic Chemists

First World Congress

Budapest, Hungary, August 1987

(Plenary Lecture)

Structures and Stabilities of Small Multiply-Charged lons: An Ab Initio
Approach

International Workshop on the Structure of Small Molecules and Ions
Jerusalem, Israel, December 1987

(Invited Lecture)

Gas-Phase lon Chemistry

The Twenty-Eighth Sanibel Symposium

Gainesville, Florida, U.S.A., March 1988

(Plenary Lecture)

A Molecular Orbital Approach to Gas-Phase lon Chemistry

Eleventh International Mass Spectrometry Conference

Bordeaux, France, August 1988

(Keynote Lecture)

A Theoretical Approach to Gas-Phase Ion Chemistry

37th Conference of the American Society for Mass Spectrometry

Miami, Florida, U.S.A., May 1989

(Plenary Lecture)

Chemistry by Computer: A Theoretical Approach to Structure and Reactivity
H.G. Smith Lecture

Royal Australian Chemical Institute Organic Division, Eleventh National
Conference Division of Organic Chemistry

Townsville, Queensland, July 1989

(Plenary Lecture)

John A. Pople: Early Ab Initio Days

Forty Years of Quantum Chemistry: An International Conference in Honor of
Professor John A. Pople

Athens, Georgia, U.S.A., October 1989

(Plenary Lecture)

A Theoretical Approach to lon-Cluster Chemistry

Symposium on Advances in Computational Chemistry

1989 International Chemical Congress of Pacific Basin Societies
Honolulu, Hawaii, U.S.A., December 1989

(Invited Lecture)

The Remarkable Structures and Stabilities of Multiply-Charged Cations
Symposium on Quantum Chemistry: Rethinking Conventional Chemical
Concepts in the Light of Modern Theoretical Results

1989 International Chemical Congress of Pacific Basin Societies
Honolulu, Hawaii, U.S.A., December 1989

(Invited Lecture)

Chemistry by Computer: A Theoretical Approach to Structure and Reactivity
H.G. Smith Lecture

Sixth Australian Conference on Atomic and Molecular Physics and Quantum
Chemistry
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Perth, W.A., February 1990

(Invited Lecture)

A Theoretical Approach to the Chemistry of lon Dimers

World Association of Theoretical Organic Chemists

Second World Congress

Toronto, Canada, July 1990

(Invited Lecture)

lonization and Neutralization Processes in Organic Mass Spectrometry: A
Theoretical Approach

First Chemical Institute of Canada Congress

Halifax, Nova Scotia, July 1990

(Invited Lecture)

Chemistry by Computer: A Theoretical Approach to Gas-Phase lon Chemistry
Allan Maccoll Lecture

Silver Jubilee Meeting of the British Mass Spectrometry Society
London, England, September 1990

(Plenary Lecture)

Structures and Stabilities of lon Dimers

23rd Quantum Theory Conference

Oxford, England, September 1990

Structures and Stabilities of lon Dimers: A Theoretical Approach
Eighth Asilomar Conference on Mass Spectrometry

Pacific Grove, California, U.S.A., September 1990

(Invited Lecture)

Rearrangement and Fragmentation Reactions of Simple Organic Molecules and
lons

Seventh International Congress of Quantum Chemistry

Menton, France, July 1991

(Invited Lecture)

Ab Initio Studies of Reactive Intermediates

International Symposium/Workshop on Reactive Intermediates
Heron Island, Queensland, July 1991

(Invited Lecture)

A Theoretical Approach to Gas-Phase Ion Chemistry

12th International Mass Spectrometry Conference

Amsterdam, The Netherlands, August 1991

(Plenary Lecture)

A Theoretical Approach to the Chemistry of lon Dimers

17th Australian Spectroscopy Conference

Canberra, Australia, October 1991

(Invited Lecture)

Chemistry by Computer: A Theoretical Approach to Structure and Mechanism
Wolf Symposium in Honour of John A. Pople

Beer Sheva, Israel, May 1992.

(Plenary Lecture)

Theoretical Studies of Strained-Ring Systems

Toronto International Conference on Organic Reactive Intermediates
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Toronto, Canada, July 1992

(Plenary Lecture)

Theoretical Studies of lon Thermochemistry

Gordon Conference on Structures, Energetics and Reaction Dynamics of Gaseous
Tons

Ventura, California, U.S.A., March 1993

(Invited Lecture)

Chemistry by Computer: A Theoretical Approach to Structure and Mechanism
Organic Reactivity: Physical and Biological Aspects

Newcastle upon Tyne, England, July 1993

(Plenary Lecture)

Theoretical Studies of Strained-Ring Systems

World Association of Theoretical Organic Chemists

Third World Congress

Toyohashi, Japan, July 1993

(Invited Lecture)

Chemistry by Computer: A Theoretical Approach to Structure and Mechanism
Symposium on Computational Chemistry: Methods and Applications
Fifth Asian Chemical Congress

Kuala Lumpur, Malaysia, November 1993

(Plenary Lecture)

The Mechanism of Radical Addition to Alkenes

Symposium on Computational Organic Chemistry

American Chemical Society, 207th National Meeting

San Diego, California, U.S.A., March 1994

(Invited Lecture)

Towards Planar Carbon

The 2nd Heron Island Conference on Unusual Molecules and Reactive
Intermediates

Heron Island, July 1994

(Invited Lecture)

A Computational Approach to Gas-Phase lon Chemistry

45th Conference of the American Society for Mass Spectrometry
Atlanta, Georgia, U.S.A., May 1995

(Keynote Lecture)

A Computational Approach to Gas-Phase lon Chemistry

78th Canadian Society for Chemistry Conference

Guelph, Ontario, Canada, June 1995

(Invited Lecture)

Towards Planar Carbon

Forty Years of Ab Initio Polyatomic Quantum Chemistry

Cambridge, England, September 1995

(Plenary Lecture)

Radical Addition to Alkenes: A Theoretical Approach

Symposium on Organic Radical Chemistry

1995 International Chemical Congress of Pacific Basin Societies
Honolulu, Hawaii, U.S.A., December 1995
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(Plenary Lecture)

Radical-Addition and Radical-Transfer Reactions: A Theoretical Perspective
VII International Symposium on Organic Free Radicals

Lake Garda, Italy, June 1996

(Plenary Lecture)

Theoretical Studies of Reactions Involving lon-Molecule Complexes
International Workshop on Weakly-Bonded Species in Gas-Phase Ionic
Reactions

Ecole Polytechnique, Palaiseau Cedex, France, June 1996
(Invited Lecture)

Distonic Radical Cations and Their Conventional Isomers: A Theoretical
Perspective

14th International Conference on Radical lons

Uppsala, Sweden, July 1996

(Invited Lecture)

Planar Tetracoordinate Carbon

World Association of Theoretical Organic Chemists

Fourth World Congress

Jerusalem, Israel, July 1996

(Invited Lecture)

Theoretical Aspects of Free Radical Reactions

Symposium on Advances in Free Radical Polymerization
American Chemical Society, 213th National Meeting

San Francisco, California, U.S.A., April 1997

(Invited Lecture)

Theoretical Studies Related to Bj>-Mediated Reactions

TMR Symposium on the Action of Coenzyme B,

Berne, Switzerland, November 1997

(Invited Lecture)

Theoretical Adventures in Gas-Phase lon Chemistry
Workshop on Computational Chemistry

Miraflores, Spain, June 1998

(Invited Lecture)

Catalysis of Molecular Rearrangements: A Theoretical Study
Synergism of Experimental and Theoretical Chemistry
Mexico City, August, 1998

(Invited Lecture)

The Planar Carbon Story

14th ITUPAC Conference on Physical Organic Chemistry
Florianopolis, Brazil, August 1998

(Plenary Lecture)

Metal-Free Catalysis

PPP Conference in Honor of John A. Pople

Amelia Island, Florida, U.S.A., March 1999

(Invited Lecture)

Theoretical Studies of Radical Stabilities and Reactions
Gordon Research Conference on Free Radical Reactions
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Plymouth, New Hampshire, U.S.A., July 1999
(Invited Lecture)
B,-Mediated Reactions: A Theoretical Examination

Modern Electronic Structure Theory: Celebrating the 1998 Nobel Prize in

Chemistry

218™ National Meeting of the American Chemical Society
New Orleans, Louisiana, U.S.A., August 1999

(Invited Lecture)

Reactions Mediated by Coenzyme B,,: A Theoretical Examination
Workshop on Computational Chemistry

Hong Kong, February, 2000

(Invited Lecture)

DFT Studies of Radical Stability and Reactivity

Satellite Symposium on Density Functional Theory
Menton, France, June 2000

(Invited Lecture)

Theoretical Studies of B,,-Mediated Reactions

5™ European Symposium on Vitamin B, and B,,-Proteins
Marburg, Germany, September 2000

(Invited Lecture)

Planar Tetracoordinate Carbon and Related Systems
Symposium on Reactive Intermediates and Unusual Molecules
2000 International Chemical Congress of Pacific Basin Societies
Honolulu, Hawaii, U.S.A., December 2000

(Invited Lecture)

The Mechanism of Action of Coenzyme B,

Molecular Quantum Mechanics

Seattle, Washington, USA, July 2001

(Invited Lecture)

B,,-Mediated Reactions: Radical Chemistry in Action
Organic Free Radicals —- EUCHEM 2002

York, England, July 2002

(Plenary Lecture)

Adventures with Metal Oxides and Hydroxides

Exploring Modern Computational Chemistry

Nottingham, England, July/August, 2002

(Invited Lecture)

The Mechanism of Action of Coenzyme B,

Sixth World Congress of the World Association of Theoretically Oriented

Chemists

Lugarno, Switzerland, August 2002

(Plenary Lecture)

The Mechanism of Action of Coenzyme B,

9th European Symposium on Organic Reactivity (ESOR 9)
Oslo, Norway, July 2003

(Plenary Lecture)

Free Radical Chemistry: Stability and Reactions
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Singapore International Chemical Conference 3

Singapore, December 2003

(Keynote Lecture)

Stabilities and Reactivities of Free Radicals

Theory and Applications of Computational Chemistry

Gyeongju, Korea, February 2004

(Invited Lecture)

The Mechanism of Action of Coenzyme B,

Asian Pacific Symposium on Theoretical and Computational Chemistry
Okazaki, Japan, May 2004

(Plenary Lecture)

The Mechanism of B,,-Mediated Reactions

MM2004

Sydney, Australia, July 2004

(Invited Lecture)

Thermochemistry of Calcium-Containing Molecules: An Examination of the
Performance of High-Level Theoretical Procedures

Symposium in Honor of Professor H.F. Schaefer III

228th National Meeting of the American Chemical Society
Philadelphia, USA, August 2004

(Invited Lecture)

Adventures in B;, Chemistry: A Theoretical Mechanistic Study
One-Day Symposium Honoring Professor Lew Mander

Canberra, Australia, September 2004

(Invited Lecture)

Suicide Inactivation in B,,-Mediated Reactions

Seventh World Congress of the World Association of Theoretically Oriented
Chemists

Cape Town, South Africa, January 2005

(Invited Lecture)

Transition-Metal-Free Hydrogenation

Second Asian Pacific Conference on Theoretical and Computational Chemistry
Bangkok, Thailand, May 2005

(Invited Lecture)

Reflections on 35 Years in Computational Quantum Chemistry
Symposium on Computational Quantum Chemistry: Methodology and
Application

2005 International Chemical Congress of Pacific Basin Societies
Honolulu, Hawaii, U.S.A., December 2005

(Invited Lecture)

Theoretical Adventures in Peptide Radical Chemistry

Symposium on Large Molecular Systems, Satellite Symposium to the XIIth
International Congress of Quantum Chemistry

Okazaki, Japan, May 2006

(Invited Lecture)

An Overview of Free Radical Chemistry at the University of Sydney: A
Computational Approach
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Free Radical Winter Carnival

Canberra, Australia, June 2006

Adventures in Peptide Radical Chemistry: A Theoretical Approach
Theory of Molecular and Macromolecular Kinetics:

A Symposium in Honour of Professor Bob Gilbert's 60th Birthday
Sydney, Australia, October 2006

(Invited Lecture)

Adventures in Peptide Radical Chemistry: A Theoretical Approach
Practicing Chemistry with Theoretical Tools:

A Symposium in Honour of Professor Mark Gordon’s 65th Birthday
Maui, USA January 2007

(Invited Lecture)

Transition-Metal-Free Hydrogenation

Molecular Quantum Mechanics: Analytical Gradients and Beyond. A
Conference in Honour of Peter Pulay

Budapest, Hungary, May-June, 2007

(Invited Lecture)

Hydrogenation Without Transition Metals

Third Asian Pacific Conference on Theoretical and Computational Chemistry
Beijing, China, September 2007

(Plenary Lecture)

Chemistry Without Test Tubes: Using Quantum Mechanics and Computers
Twelfth Annual Symposium on Computational Science and Engineering
Ubonratchathani, Thailand, March 2008

(Plenary Lecture)

Transition-Metal-Free Hydrogenation and Hydrogenolysis

Nineteenth IUPAC International Conference on Physical Organic Chemistry
(ICPOC-19)

Santiago de Compostela, Spain, July 2008

(Plenary Lecture)

The Role of Radicals in Coenzyme-B,,-Mediated Reactions: A Computational
Approach

10™ International Symposium on Organic Free Radicals ISOFR 10) and 3™
Pacific Symposium on Radical Chemistry (PSRC 3)

Heron Island, Queensland, August 2008

(Invited Lecture)

The Role of Radicals in Coenzyme-B,,-Mediated Reactions: A Computational
Approach

International Conference on Simulations and Dynamics for Nanoscale and
Biological Systems

Tokyo, Japan, March 2009

(Invited Lecture)

The Role of Radicals in Coenzyme-B,,-Mediated Reactions: A Computational
Approach

7™ Canadian Computational Chemistry Conference

Halifax, Canada, July 2009
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(Invited Lecture)

94. The Mechanism Of Action Of Coenzyme B,,: A Computational Approach
Third Adriatic Meeting on Computational Solutions in the Life Sciences
Primosten, Croatia, September 2009
(Invited Lecture)

95. Transition-Metal-Free Hydrogenation and Hydrogenolysis: A Computational
Approach
Modelling 09: A Symposium in Honor of Professor Tim Clark's 60" Birthday
Erlangen, Germany, September 2009
(Plenary Lecture)

96. Structure and Mechanism in Free Radical Chemistry: A Computational
Approach
Perspectives of a Radical Chemist: A Symposium in Honour of Professor Athel
Beckwith's 80th Birthday
Canberra, Australia, February 2010
(Invited Lecture)

97. Fritz Down Under
Molecular Quantum Mechanics 2010: An International Conference in Honor of
Professor Henry F. Schaefer
Berkeley, USA, May 2010
(Invited Lecture)

98.  Adventures in Free Radical Chemistry: A Computational Approach
EUCHEM 2010 Conference on Organic Free Radicals
Bologna, Italy, June 2010
(Plenary Lecture)

99.  Adventures in Free Radical Chemistry: A Computational Approach
Molecular Modelling — 2010: Advances in Biomolecular and Materials
Modelling
Melbourne, Australia, November—December 2010
(Plenary Lecture)

100.  Analysis of the Effect of Multiple Substitution on the Stability of Carbon-Centered
Radicals
Symposium on Computational Quantum Chemistry: Theory and Interactions
with Experiment
2010 International Chemical Congress of Pacific Basin Societies
Honolulu, Hawaii, U.S.A., December 2010
(Invited Lecture)

101. Hydrogen Abstraction by Chlorine Atom from Amino Acids: The Remarkable
Influence of Polar Effects on Regioselectivity
Ninth Triennial Congress of the World Association of Theoretical and
Computational Chemists (WATOC 2011)
Santiago de Compostela, Spain, July 2011
(Invited Lecture)

102. A Computational Approach to the Study of Free Radical Chemistry
Seventh Congress of the International Society for Theoretical Chemical Physics
(ISTCP-VII)

Tokyo, Japan, September 2011
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(Plenary Lecture)

Some Shared Adventures on Potential Energy Surfaces

Symposium on Theoretical and Computational Chemical Physics in Honour of
Professor Michael Collins

Canberra, Australia, November 2011

(Invited Lecture)

Adventures In Free Radical Chemistry: A Computational Approach
BioPhysChem 2011

Wollongong, Australia, December 2011

(Physical Chemistry Division Medal Lecture)

The Contrathermodynamic Abstraction of Hydrogen By Chlorine Atom From
Amino Acids

Fifth Asia Pacific Conference on Theoretical and Computational Chemistry
(APCTCC-5)

Rotorua, New Zealand, December 2011

(Invited Lecture)

DFT Calculations on Radicals

Challenges in Density Matrix and Density Functional Theory

Ghent, Belgium, April 2012

(Plenary Lecture)

Influence of Connector Groups on the Stabilities of Radicals

Beckwith Memorial Symposium on Free Radical Chemistry

244th National Meeting of the American Chemical Society

Philadelphia, USA, August 2012

(Invited Lecture)

Water-Catalyzed Proton-Transfer Reactions: Identification of Shortcomings in
G2(MP2)-Type Procedures

Symposium in Honor of Professor H.B. Schlegel

244th National Meeting of the American Chemical Society

Philadelphia, USA, August 2012

(Invited Lecture)

A Computational Exploration of the Stabilities of Free Radicals

Sixth Asia Pacific Conference on Theoretical and Computational Chemistry
(APCTCC-6)

Gyeongju, South Korea, July 2013

(Keynote Lecture)
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CONFERENCE ORGANIZATION

Secretary, “Organic Synthesis: A Symposium in Honour of Professor A.J. Birch”, Canberra,
February 1981

Convenor, “Minisymposium in Theoretical Organic Chemistry/Computational Quantum
Chemistry”, Canberra, February 1982

Secretary, “Royal Australian Chemical Institute, Organic Division, 7th National
Conference”, Canberra, August 1982

Committee Member, “Summer School in Theoretical Chemistry”, Canberra, February 1983

Committee Member ,“Third Australian Conference on Atomic and Molecular Physics and
Quantum Chemistry”, Canberra, February 1984

Convenor, “The Interface Between Theory and Experiment: A Symposium in Honour of
Professor D.P. Craig”, Canberra, February 1985

International Advisory Committee Member, “World Congress of Theoretical Organic
Chemists”, Budapest, Hungary, August 1987

International Advisory Committe Member, “10th [IUPAC Conference on Physical Organic ~ Chemistry

International Advisory Committee Member, “Second World Congress of Theoretical
Organic Chemists”, Toronto, Canada, July 1990

Convenor, “RSC-25: Reflections on the Past and Visions for the Future”, Canberra,
September 1992

Co-Chair, “Computational Quantum Chemistry: A Viable Partner to Experiment in
Chemical Research”, Honolulu, USA, December 1995

International Advisory Committee Member, “Fourth World Congress of Theoretical Organic
Chemists”, Jerusalem, Israel, July 1996

International Advisory Committee Member, “Fifth World Congress of Theoretical Organic
Chemists”, London, England, August 1999

Co-Chair, “Computational Quantum Chemistry: Theoretical and Experimental
Perspectives”, Honolulu, USA, December 2000

International Advisory Committee Member, “16™ IUPAC Conference on Physical Organic
Chemistry”, San Diego, USA, August 2002

Co-organiser, “Computational Chemistry in the 21* Century”, Melbourne, Australia, June
2003

International Advisory Board, “Singapore International Chemistry Conference 3,
Singapore, December 2003

International Advisory Board, “1* Asia-Pacific Conference on Theoretical & Computational
Chemistry”, Okazaki, Japan, May 2004,

International Advisory Board Member, “17" IUPAC Conference on Physical Organic
Chemistry”, Shanghai, China, August 2004

Co-organiser, “Symposium in Honor of Professor H.F. Schaefer II1", 228th National
Meeting of the American Chemical Society, Philadelphia, USA, August 2004
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Co-organiser, “Symposium in Memory of Professor John Pople", 229th National Meeting
of the American Chemical Society, San Diego, USA, March 2005

International Advisory Board, “2™ Asian Pacific Conference on Theoretical &
Computational Chemistry”, Bangkok, Thailand, May 2005.

International Advisory Board Member, “18"™ IUPAC Conference on Physical Organic
Chemistry”, Warsaw, Poland, August 2006

International Advisory Board Member, “19™ IUPAC Conference on Physical Organic
Chemistry”, Santiago de Compostela, Spain, July 2008

Chair, Eighth Triennial Congress of the World Association of Theoretical and
Computational Chemists, Sydney, September 2008

International Advisory Board Member, “20"™ IUPAC Conference on Physical Organic
Chemistry”, Busan, Korea, August 2010

Co-Chair, “Computational Quantum Chemistry: Theory and Interactions with Experiment”,
Honolulu, USA, December 2010

International Advisory Board Member, “21* TUPAC Conference on Physical Organic
Chemistry”, Durham, England, September 2012

International Advisory Board Member, “22" TUPAC Conference on Physical Organic
Chemistry”, Ottawa, Canada, August 2014

Co-Chair, “Computational Quantum Chemistry: Theoretical and Experimental
Perspectives”, Honolulu, USA, December 2015

International Advisory Board Member, “23" ITUPAC Conference on Physical Organic
Chemistry”, Sydney, Australia, July 2016



