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L. Radom, in Proceedings of the Summer Seminar/Workshop in Molecular Physics and
Quantum Chemistry, Lecture 1.2, pp 1-28, Wollongong University Press, 1980.

A Theoretical Approach to Substituent Effects. Structural Consequences of Electrostatic and
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S. Saebo, L. Radom and G.L.D. Ritchie, J. Mol. Struct., Theochem, 108, 59—-63 (1984).

The Nature of the C...C Ring-Opened Form of the Ethylene Oxide Radical Cation.
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The Detection of the Prototype Phosphonium (CH,PH3), Sulfonium (CH,SH,), and
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Rearrangement and Dissociative Processes in the [H,,C,O]** Potential Energy Surface: An
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[Special issue in honour of Professor Gerhard Herzberg]
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481-485 (1987).

217. Ab Initio Studies of Hydrazines: The Structures of Equilibrium Species of 1,1-
Dimethylhydrazine and of Transition Structures Connecting Them.
N.V. Riggs and L. Radom, Aust. J. Chem., 40, 1783-1793 (1987).

218. Molecular Orbital Theory of Carbanions.
R.H. Nobes, D. Poppinger, W K. Li and L. Radom, in Comprehensive Carbanion Chemistry,
Part C, Chapter 1, pp 1-92, E. Buncel and T. Durst, Eds., Elsevier, Amsterdam (1987).

219. The [HCS]* and [H,CS]?* Potential Energy Surfaces: Predictions of Bridged Equilibrium
Structures.
M.W. Wong, R.H. Nobes and L. Radom, J. Mol. Struct., Theochem, 163, 151-161 (1988).
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P.M. Mayer, C.J. Parkinson, D.M. Smith and L. Radom, J. Chem. Phys., 108, 604—615
(1998).

Radical Additions to Alkenes: A Theoretical Perspective.

L. Radom, M.W. Wong and A. Pross, in Controlled Radical Polymerization, ACS
Symposium Series 685, K. Matyjaszewski, Editor, pp 31-49, American Chemical Society,
Washington, DC, 1998.
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Radical Addition to Alkenes: Further Assessment of Theoretical Procedures.
M.W. Wong and L. Radom, J. Phys. Chem. A, 102,2237-2245 (1998).

Deprotonating Molecules and Free Radicals to Form Carbon-Centered Anions: A G2 Ab
Initio Study of Molecular and Free Radical Acidity.

P.M. Mayer and L. Radom, J. Phys. Chem. A, 102, 4918—4924 (1998).

An Ab Initio Study of Ionised Cyclobutanone and Cyclopentanone. Comparison of the
Thermodynamic and Kinetic Stabilities of the Distonic Isomers °CH2(CH2)n+C:O.

M. L. McKee, P. M. Mayer and L. Radom, Eur. Mass Spectrom., 4,23-30 (1998).

The Importance of lon—Neutral Complexes in Gas-Phase Ionic Reactions: Fragmentation of
[CH3CH20CH2]+ as a Prototypical Case.
AJ. Chalk and L. Radom, J. Am. Chem. Soc., 120, 8430-8437 (1998).

Thermochemistry of CH3CN, CH3NC and Their Cyclic Isomers, and Related Radicals,
Cations and Anions: Some Curious Discrepancies Between Theory and Experiment.
P.M. Mayer, M.S. Taylor, M.W. Wong and L. Radom, J. Phys. Chem. A, 102, 7074-7080
(1998).

Novel Pi-Ligand Exchange and Insertion Reactions Involving Three-Membered Phosphorus
Heterocycles: An Ab Initio Investigation.

T.I. Sglling, M.A. McDonald, S.B. Wild and L. Radom, J. Am. Chem. Soc., 120, 7063—7068
(1998).

Ring Opening of the Cyclopropylcarbinyl Radical and its N- and O-Substituted Analogues: A
Theoretical Examination of Very Fast Unimolecular Reactions.

D.M. Smith, A. Nicolaides, B.T. Golding and L. Radom, J. Am. Chem. Soc., 120, 10223—
10233 (1998).

Gaussian-2 (G2) Theory for Third-Row Elements: A Systematic Study of the Effect of the 3d
Orbitals.
B.J. Duke and L. Radom, J. Chem. Phys., 109, 3352-3359 (1998).

Remarkable Cleavage of Molecular Hydrogen Without the Use of Metallic Catalysts.
A.P. Scott, B.T. Golding and L. Radom, New J. Chem., 22, 1171-1173 (1998).

The Planar Carbon Story.
L. Radom and D.R. Rasmussen, Pure Appl. Chem., 70, 1977-1984 (1998).

The Heat of Formation of tert-Butyl Radical.
B.J. Smith and L. Radom, J. Phys. Chem. A, 102, 10787-10790 (1998).

Cyanovinyl Radical: An Illustration of Poor Performance of Unrestricted Perturbation Theory
and Density Functional Theory Procedures in Calculating Radical Stabilization Energies.

C.J. Parkinson, P.M. Mayer and L. Radom, Theor. Chem. Acc., 102,92-96 (1999).
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360. Exchange Reactions of Chloriranium Ions and Chlorirenium Ions: A G2 Investigation.
T.I. S¢lling and L. Radom, Int. J. Mass Spectrom., 185/186/187, 263270 (1999).
[Special issue in honour of Professor Mike Bowers]

361. The Effect of Remote Substituents in Free Radical Addition Reactions: New Evidence for the
Penultimate Unit Effect.
M. L. Coote, T. P. Davis and L. Radom, J. Mol. Struct., Theochem, 461-462,91-96 (1999).
[Special issue in honour of Professor Keiji Morokuma]

362. On the Mechanism of Action of Vitamin Bj: Theoretical Studies of the 2-
Methyleneglutarate-Mutase-Catalyzed Rearrangement.
D.M. Smith, B.T. Golding and L. Radom, J. Am. Chem. Soc., 121, 1037-1044 (1999).

363. Are Pi-Ligand Exchange Reactions of Thiirenium and Thiiranium Ions Feasible? An Ab
Initio Investigation
T.I. S¢lling, S.B. Wild and L. Radom, Chem. Eur. J.,5,509-514 (1999).

364. Facilitation of Enzyme-Catalyzed Reactions by Partial Proton Transfer: Application to
Coenzyme B12-Dependent Methylmalonyl-CoA Mutase.
D.M. Smith, B.T. Golding and L. Radom, J. Am. Chem. Soc., 121, 1383—1384 (1999).

365. Ion-Transport Catalysis: Catalyzed Isomerizations of NNH* and NNCH3t.
AlJ. Chalk and L. Radom, J. Am. Chem. Soc., 121, 1574-1581 (1999).

366. Exchange and Insertion Reactions Involving Borane Adducts of Phosphirane and
Phosphirene: A G2(MP2) Ab Initio Investigation.
T.I. Sglling, S.B. Wild and L. Radom, J. Organomet. Chem., 580, 320-327 (1999).

367. Effect of the Penultimate Unit on Radical Stability and Reactivity in Free-Radical
Polymerization.
M. L. Coote, T. P. Davis and L. Radom, Macromolecules, 32, 2935-2940 (1999).

368. The Conformational Dependence of the Penultimate Unit Effect in Free-Radical
Copolymerization.
M.L. Coote, T.P. Davis and L. Radom, Macromolecules, 32, 5270-5276 (1999).

369. Towards a Consistent Mechanism for Diol-Dehydratase-Catalyzed Reactions: An
Application of the Partial-Proton-Transfer Concept.
D. M. Smith, B. T. Golding and L. Radom, J. Am. Chem. Soc., 121, 5700-5704 (1999).

370. Planar Tetracoordinate Carbon in a Neutral Saturated Hydrocarbon: Theoretical Design and
Characterization.
D.R. Rasmussen and L. Radom, Angew. Chem. Int. Ed. Engl., 38, 28762878 (1999).

371. Magnesium- and Calcium- Containing Molecular Dications: A High Level Theoretical
Study.
S. Petrie and L. Radom, Int. J. Mass Spectrom., 192, 173—-183 (1999).
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Heats of Formation of Alkali and Alkaline Earth Oxides and Hydroxides: Some Dramatic
Failures of the G2 Method.
A. Schulz, B.J. Smith and L. Radom, J. Phys. Chem. A, 103, 7522-7527 (1999).

Understanding the Mechanism of B12-Dependent Methylmalonyl-CoA Mutase: Partial
Proton-Transfer in Action.
D .M. Smith, B.T. Golding and L. Radom, J. Am. Chem. Soc., 121, 9388-9399 (1999).

An Assessment of Theoretical Procedures for the Calculation of Reliable Radical
Stabilization Energies.

C.J. Parkinson, P.M. Mayer and L. Radom, J. Chem. Soc., Perkin Trans. 2,2305-2314
(1999).
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A G2 Ab Initio Investigation of Ligand-Exchange Reactions Involving Mono- and Bis—
Adducts of the Phosphenium Ion.
T.I. Sglling, S.B. Wild and L. Radom, Inorg. Chem., 38, 6049—6054 (1999).

Rearrangement and Fragmentation Pathways of [C3H7Z]* lons (Z = NH and S): Are Ion—
Neutral Complexes Important?
AJ. Chalk, P.M. Mayer and L. Radom, Int. J. Mass Spectrom., 194, 181-186 (2000).

Models for Free-Radical Copolymerization Propagation Kinetics.

M.L. Coote, T.P. Davis and L. Radom, in Controlled/Living Radical Polymerization, ACS
Symposium Series 768, K. Matyjaszewski, Editor, pp 82-92, American Chemical Society,
Washington, DC, 2000.

The Acetylene—Ammonia Dimer as a Prototypical C—HeeeN Hydrogen-Bonded System: An
Assessment of Theoretical Procedures.
M. Hartmann and L. Radom, J. Phys. Chem. A., 104, 968-973 (2000).

Zeolites as Transition-Metal-Free Hydrogenation Catalysts: A Theoretical Mechanistic
Study.
S. Senger and L. Radom, J. Am. Chem. Soc.,122,2613-2620 (2000).

The Involvement of Ion—Neutral Complexes in Ethylene Loss From [PhC(CH3)2]+ and its
Isomers.

A.J. Chalk and L. Radom, Int. J. Mass Spectrom., 199, 29—-40 (2000).

[Special issue in honour of Professor Henri Audier]

Formation of Three-Membered Phosphorus Heterocycles via Ligand-Exchange Reactions in
Mono-Adducts of the Phosphenium Ion: An Ab Initio Investigation.
T.I. Sglling, S.B. Wild and L. Radom, Int. J. Mass Spectrom., 201, 205-213 (2000).

Are Cumulenones Kinked? A Systematic High-Level Ab Initio Study of H,CCCO,
H,CCCCO and H,CCCCCO.
A P. Scott and L. Radom, J. Mol. Struct., 556, 253-261 (2000).
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Proton-Transport Catalysis and Proton-Abstraction Reactions: An Ab Initio Dynamical Study
of X + HOC* and XH* + CO (X = Ne, Ar and Kr).
M.A. Collins, S. Petrie, A.J. Chalk and L. Radom, J. Chem. Phys., 112, 6625-6634 (2000).

Hemispiroalkaplanes: Hydrocarbon Cage Systems with a Pyramidal-Tetracoordinate Carbon
Atom and Remarkable Basicity
D .R. Rasmussen and L. Radom, Chem. Eur. J., 6,2470-2483 (2000).

Are the Approach Directions of ¢ and st Nucleophiles to the Sulfur Atom of Thiiranium and
Thiirenium Ions Different?

T.I. Selling, S.B. Wild and L. Radom, Chem. Eur. J., 6,590-591 (2000).

Towards a Low-Barrier Transition-Metal-Free Catalysis of Hydrogenation Reactions: A
Theoretical Mechanistic Study of HAIX4-Catalyzed Hydrogenations of Ethene (X = F, Cl and
Br).

S. Senger and L. Radom, J. Phys. Chem., 104, 7375-7385 (2000).

Exchange of CI" Between Lone-Pair Donors and t-Donors: A Computational Study.
T.I. Sglling and L. Radom, Eur. Mass Spectrom., 6, 153—160 (2000).

How B¢ Helps B,: The Roles of B¢, B, and the Enzymes in Aminomutase-Catalyzed
Reactions.
S.D. Wetmore, D.M. Smith and L. Radom, J. Am. Chem. Soc., 122, 10208-10209 (2000).

Understanding the Mechanism of B,-Dependent Diol Dehydratase: A Synergistic Push—Pull
Proposal.
D.M. Smith, B.T. Golding and L. Radom, J. Am. Chem. Soc., 123, 1664—1675 (2001).

C-HeeeX Hydrogen Bonds of Acetylene, Ethylene and Ethane with First- and Second-Row
Hydrides.
M. Hartmann, S.D. Wetmore and L. Radom, J. Phys. Chem. A., 105, 4470-4479 (2001).

Theoretical Studies of Coenzyme B,-Dependent Carbon-Skeleton Rearrangements.
D.M. Smith, S.D. Wetmore and L. Radom, in Theoretical Biochemistry - Processes and
Properties of Biological Systems, L. Eriksson Editor, pp. 183-214, Elsevier, Amsterdam,
(2001).

A G2 Study of SH* Exchange Reactions Involving Lone-Pair Donors and Unsaturated
Hydrocarbons.
T.I. Sglling and L. Radom, Chem. Eur. J., 7, 1516-1524 (2001).

Factors Controlling the Addition of Carbon-Centered Radicals to Alkenes — An Experimental
and Theoretical Perspective.
H. Fischer and L. Radom, Angew. Chem. Int. Ed. Engl., 40, 1340—-1371 (2001).

Interconversion of (S)-Glutamate and (25,35)-3-Methylaspartate: A Distinctive B,-
Dependent Carbon-Skeleton Rearrangement.

S.D. Wetmore, D.M. Smith, B.T. Golding and L. Radom, J. Am. Chem. Soc., 123,7963-7972
(2001).
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A High-Level Ab Initio Investigation of Identity and Non-Identity Gas-Phase S\2 Reactions
of Halide Ions with Halophosphines.

T.I. Sg¢lling, A. Pross and L. Radom, Int. J. Mass Spectrom., 210/211, 1-11 (2001).
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Bond Dissociation Energies and Radical Stabilization Energies Associated With Substituted
Methyl Radicals.

DJ. Henry, C.J. Parkinson, P.M. Mayer and L. Radom, J. Phys. Chem. 105, 6750-6756
(2001).

Enzyme Catalysis of 1,2-Amino Shifts: The Cooperative Action of B¢, B, and
Aminomutases.
S.D. Wetmore, D.M. Smith and L. Radom, J. Am. Chem. Soc., 123, 8678—-8689 (2001).

Singlet-Triplet Splittings and Barriers to Wolff Rearrangement for Carbonyl Carbenes.
AP. Scott, M.S. Platz and L. Radom, J. Am. Chem. Soc., 123, 6069-6076 (2001).

A Theoretical Investigation of the Effects of Electronegative Substitution on the Strength of
C—HeeeN Hydrogen Bonds.

S.D. Wetmore, D.M Smith, R. Schofield and L. Radom, J. Phys. Chem. A, 105, 8718-8726
(2001).

Theoretical Thermochemistry of Radicals.
DJ. Henry and L. Radom, in Theoretical Thermochemistry, J. Cioslowski, editor, pp 161—
197, Kluwer, Dordrecht (2001).

Towards Multi-Reference Equivalents of the G2 and G3 Methods.
T.I. Sglling, D.M. Smith, L. Radom, M.A. Freitag and M.S. Gordon, J. Chem. Phys., 115,
8758-8772 (2001).

Catalysis by Mutants of Methylmalonyl-CoA Mutase: A Theoretical Rationalization for a
Change in the Rate-Determining Step.
S.D. Wetmore, D.M. Smith and L. Radom, ChemBioChem, 2,919-922 (2001).

Factors Controlling the Addition of Carbon-Centered Radicals to Alkenes.
H. Fischer and L. Radom, in Macromolecular Symposia, 182, 1-14 (2002).

An Assessment of the Performance of High-Level Theoretical Procedures in the Computation
of the Heats of Formation of Small Open-Shell Molecules.
DJ. Henry, C.J. Parkinson and L. Radom, J Phys. Chem. A, 106, 7927-7936 (2002).

Substituent Effects in Isoxazoles: Identification of 4-Substituted Isoxazoles as Michael
Acceptors.

CXK.Y. Lee, C.J. Easton, M. Gebara-Coghlan, L. Radom, A.P. Scott, G.W. Simpson and A.C.
Willis, J. Chem. Soc. Perkin Trans. 2,2031-2038 (2002).
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Understanding the Mechanism of Action of B,-Dependent Ethanolamine Ammonia Lyase:
Synergistic Interactions at Play.

S.D. Wetmore, D.M. Smith, J.T. Bennett, and L. Radom, J. Am. Chem. Soc., 124, 14054—
14065 (2002).

Methyl Radical Addition to C=S Double Bonds: Kinetic Versus Thermodynamic Preferences.
M.L. Coote, G.P.F. Wood and L. Radom, J. Phys. Chem. A, 106, 12124-12138 (2002).

Ab Initio Evidence for Slow Fragmentation in RAFT Polymerization.
M.L. Coote and L. Radom, J. Am. Chem. Soc., 125, 1490-1491 (2003).

G3-RAD and G3X-RAD: Modified Gaussian-3 (G3) and Gaussian-3X (G3X) Procedures for
Radical Thermochemistry.
DJ. Henry, M.B. Sullivan and L. Radom, J. Chem. Phys. 118, 4849—4860 (2003).

Alkoxy Radicals in the Gaseous Phase: 3-Scission Reactions and Formation by Radical
Addition to Carbonyl Compounds.

A.Rauk,R.J.Boyd, S.L. Boyd, D.J. Henry, and L. Radom, Can. J. Chem. 81,431-442
(2003).
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Calculation of Accurate Imaginary Frequencies and Tunnelling Coefficients for Hydrogen

Abstraction Reactions using IRCmax.
M.L. Coote, M.A. Collins and L. Radom, Mol. Phys. 101, 1329-1338 (2003).

Proton-Transport Catalysis, Proton Abstraction and Proton Exchange in HF + HOC* and H,O
+ HOCT and Analogous Deuterated Reactions.
M_.A. Collins and L. Radom, J. Chem. Phys. 118, 6222-6229 (2003).

Design of Radical-Resistant Amino Acid Residues: A Combined Theoretical and

Experimental Investigation.
A K. Croft, C.J. Easton and L. Radom, J. Am. Chem. Soc. 125, 41194124 (2003).

Homo-Anomeric Effect in the 1,2-Dimethoxyethyl Radical.
DJ. Henry, A.LJ. Beckwith and L. Radom, Aust. J. Chem. 56,429-436 (2003).
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Heats of Formation of Alkali Metal and Alkaline Earth Metal Oxides and Hydroxides:
Surprisingly Demanding Targets for High-Level Ab Initio Procedures.

M.B. Sullivan, M.A. Iron, P.C. Redfern, J.M.L. Martin, L.A. Curtiss and L. Radom, J. Phys.
Chem. A, 107,5617-5630 (2003).

The Reversible Addition—Fragmentation Chain Transfer Process and the Strength and
Limitations of Modeling: Comment on "The Magnitude of the Fragmentation Rate
Coefficient".

C. Barner-Kowollik, M.L. Coote, T.P. Davis, L. Radom and P. Vana, J. Polym. Sci., Part A,
41, 2828-2832 (2003).
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417. What is the Origin of the Contrathermodynamic Behavior in Methyl Radical Addition to
Alkynes versus Alkenes?
R. Gémez-Balderas, M.L. Coote, D.J. Henry, H. Fischer and L. Radom, J. Phys. Chem. A 107,
6082-6090 (2003).

418. Strategic Use of Amino Acid N-Substituents to Limit a-Carbon-Centered Radical Formation
and Consequent Loss of Stereochemical Integrity.
A K. Croft, C.J. Easton, K. Kociuba and L. Radom, Tetrahedron Asymmetry, 14,2919-2926
(2003).

419. Performance of the RB3-LYP, RMP2 and UCCSD(T) Procedures in Calculating Radical
Stabilization Energies for NHX Radicals.
G.P.F. Wood,D.. Henry,and L. Radom, J. Phys. Chem. A, 107, 7985-7990 (2003).

420. Interactions Between Neutral Molecules and Caz+: An Assessment of Theoretical
Procedures.
I. Corral, O. M6, M. Yaiez,A.P. Scott,and L. Radom. J. Phys. Chem. A, 107, 10456—-10461
(2003).

421. Variable Trends in R—X Bond Dissociation Energies (R = Me, Et, i-Pr, +-Bu).
M.L. Coote, A. Pross, and L. Radom, Org. Lett., 5, 4689-4692 (2003).

422. Comparison of the Kinetics and Thermodynamics for Methyl Radical Addition to C=C, C=0,
and C=S Double Bonds.
DJ. Henry, M.L. Coote, R. Gémez-Balderas, and L. Radom, J. Am. Chem. Soc., 126, 1732—
1740 (2004).

423. 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).

424  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).

425. 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 E.J. Brindas and E.S.
Kryachko, Kluwer—Springer, Dordrecht, pp 581-595, 2004.

426. 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).
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427. 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).

428. 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).

429. 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, 13306-13311 (2004).

430. Gas-Phase Reactions Between Urea and Ca>*: The Importance of Coulomb Explosions.
I. Corral, O. M6, M. Yéiez,J.-Y. Salpin, J. Tortajada and L. Radom, J. Phys. Chem. A, 108,
10080—-10088 (2004).

431. 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).

432. Why are the Ca’*and K* Binding Energies of Formaldehyde and Ammonia Reversed With
Respect to Their Proton Affinities?
I. Corral, O. M6, M. Yaiiez and L. Radom, J. Phys. Chem. A, 109, 6735-6742 (2005).

433. 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).

434. Divergent Mechanisms of Suicide Inactivation for Ethanolamine Ammonia-Lyase.
G.M. Sandala, D.M. Smith and L. Radom, J. Am. Chem. Soc., 127, 88568864 (2005).

435. 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).

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

437. 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).

438. Modelling B-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).
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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 (2006).
[Special issue in honour of Professor Mike 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 (20006).
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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,.
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 (2006).
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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 3-Scission Reactions of Peptide-Backbone
Alkoxyl Radicals.

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



449.

450.

451.

452.

453.

454.

455.

456.

457.

458.

459.

37

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., 42334235 (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 (2006).
[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.
B. Chan and L. Radom, J Phys. Chem. A, 111, 6456—6467 (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)]
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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 HF Schaefer I11]

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. O'Reilly and L. Radom, Org. Lett., 11, 1325-1328 (2009).

On the Reaction of Glycerol Dehydratase with 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).

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 Yitzhak Apeloig]
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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 Bq,-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, 866876 (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).

[Highlighted in Chem. Aust. 77 (10), 10 (2010)]

G4-SP, G4(MP2)-SP, G4-sc and G4(MP2)-sc: Modifications to G4 and G4(MP?2) 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 Source of Radicals
and Bromine Atom Formation.

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.

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]
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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. O'Reilly, 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, 17551765 (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 ED Jemmis]

The Elusive 5'-Deoxyadenosyl Radical in Coenzyme-B,-Mediated Reactions.

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 (4), 12 (2012)]
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491. Approaches for Obtaining Accurate Rate Constants for Hydrogen Abstraction by a Chlorine
Atom.
B. Chan and L. Radom, J. Phys. Chem. A, 116, 3745-3752 (2012).

492. Assessment of Theoretical Procedures for Calculating Barrier Heights for a Diverse Set of
Water-Catalyzed Proton-Transfer Reactions.
A. Karton, RJ. O'Reilly and L. Radom, J. Phys. Chem. A, 116,4211-4221 (2012).

493. BDE261: A Comprehensive Set of High-Level Theoretical Bond Dissociation Energies.
B. Chan and L. Radom, J. Phys. Chem. A, 116,4975-4986 (2012).

494. 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).

495. Heats of Formation for CrO, CrO, and CrO5: 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).

496. 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).

497. 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).

498. WIX-1and WI1X-2: WI1-Quality Accuracy With an Order Of Magnitude Reduction in
Computational Cost.
B. Chan and L. Radom, J. Chem. Theory Comput., 8,4259-4269 (2012).

499. Reactivities of Amino Acid Derivatives Toward Hydrogen Abstraction by CI” and OH.
B. Chan, R.J. O’Reilly, C.J. Easton, and L. Radom, J. Org. Chem.,77,9807-9812 (2012).

500. Computational Design of Effective, Bioinspired HOCI Antioxidants: The Role of
Intramolecular C1* 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)]

501. Performance of Gradient-Corrected and Hybrid Density Functional Theory: Role of the
Underlying Local Density Approximation and the Gradient Correction.
B. Chan, PM.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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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. O'Reilly, A. Karton and L. Radom, J. Phys. Chem. A, 117, 460-472 (2013).

Evaluation of the Heats of Formation of Corannulene and Ce 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]

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., 52,
9723-9727 (2013).

[Highlighted in Chem. Aust., 80 (11), 13 (2013)]

W3X: A Cost-Effective Post-CCSD(T) Composite Procedure.
B. Chan and L. Radom, J. Chem. Theory. Comput.,9,4769-4778 (2013).

Accurate Quadruple-C Basis-Set Approximation for Double-Hybrid Density Functional
Theory with an Order of Magnitude Reduction in Computational Cost.
B. Chan and L. Radom, Theor. Chem. Acc., 133, 1426-1-1426-10 (2014).

Effect of Protonation State and Interposed Connector Groups on Bond Dissociation Energies
of Alcohols and Related Systems.
M. Morris, B. Chan and L. Radom, J. Phys. Chem. A, 118, 2810-2819 (2014).

Performance of Density Functional Theory Procedures for the Calculation of Proton-
Exchange Barriers: Unusual Behavior of M06-Type Functionals.

B. Chan, A.T.B. Gilbert, P.M.W. Gill and L. Radom, J. Chem. Theory. Comput., 10,3777—
3783 (2014).
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Hydrogen from Formic Acid through its Selective Disproportionation over Sodium
Germanate— A Non-Transition-Metal Catalysis System.

R.I.J. Amos, F. Heinroth, B. Chan, S. Zheng, B.S. Haynes, C.J. Easton,A .F. Masters,L.
Radom and T. Maschmeyer, Angew. Chem. Int. Ed., 53, 11275-11279 (2014).
[Highlighted in Chem. Aust., 81 (3), 12 (2015)]

Hydrogen Abstraction from a Model Amino Acid: Dependence on the Attacking Radical.
R.I.J. Amos, B. Chan, C.J. Easton and L. Radom, J. Phys. Chem. B, 119, 783-788 (2015).
[Special issue in honor of Professor William Jorgensen]

W2X and W3X-L: Cost-Effective Approximations to W2 and W4 with kJ mol ! Accuracy.
B. Chan and L. Radom, J. Chem. Theory. Comput.,11,2109-2119 (2015).

H and D Attachment to Naphthalene: Spectra and Thermochemistry of Cold Gas-Phase 1-
C,oHg and 1-C,yHgD Radicals and Cations.

O. Krechkivska, C.M. Wilcox, B. Chan, R. Jacob, Y. Liu, K. Nauta, S.H. Kable, L. Radom,
and T.W. Schmidt, J. Phys. Chem. A, 119, 3225-3232 (2015).

Outcome-Changing Effect of Polarity Reversal in Hydrogen-Atom-Abstraction Reactions.
B. Chan, C.J. Easton and L. Radom, J. Phys. Chem. A, 119, 3843-3847 (2015).

Hydrogen from Formic Acid via Its Selective Disproportionation over Nanodomain Modified
Zeolites.

R.I.J. Amos,F. Heinroth, B. Chan, A.J. Ward, S. Zheng, B.S. Haynes, C.J. Easton, A.F.
Masters, T. Maschmeyer, and L. Radom, ACS Catalysis, S, 4353-4362 (2015).

Gas-Phase Structure and Reactivity of the Keto Tautomer of the Deoxyguanosine Radical
Cation.

L. Feketeova, B. Chan, G.N. Khairallah, V. Steinmetz,P. Maitre, L. Radom and R.A.J.
O'Hair, Phys. Chem. Chem. Phys., 17,25837-25844 (2015).

[Special issue on Optical Spectroscopy Coupled With Mass Spectrometry Methods)

Rapid Additive-Free Selenocystine—Selenoester Peptide Ligation.

N.J. Mitchell, L.R. Malins, X. Liu, R.E. Thompson, B. Chan, L. Radom and R.J. Payne, J.
Am. Chem. Soc., 137, 14011-14044 (2015).

[Highlighted in Chem. Aust., 83 (3), 18 (2016)]

On the Inclusion of Post-MP2 Contributions to Double-Hybrid Density Functionals.
B. Chan, L. Goerigk and L. Radom,J. Comput. Chem., 37, 183-193 (2016).
[Special issue in memory of Professor Paul Schleyer]

Factors Influencing the Formation of Polybromide Monoanions in Solutions of Ionic Liquid
Bromide Salts.

M.E. Easton, A.J. Ward, B. Chan, L. Radom, A F. Masters and T. Maschmeyer, Chem. Phys.
Phys. Chem., 18, 7251-7260 (2016).
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Beyond the Halogen Bond: Examining the Limits of Extended Polybromide Hetworks
Through Quantum-Chemical Investigations.

M.E. Easton, B. Chan, A.F. Masters, T. Maschmeyer and L. Radom, Chem. Asian J., 11,
682-686 (2016).

Hydrogen-Atom Attack on Phenol and Toluene is Ortho-Directed.

O. Krechkivska,C.M. Wilcox, T. Troy, K. Nauta, B. Chan, R. Jacob, L. Radom, T.W.
Schmidt and S.H. Kable, Phys. Chem. Chem. Phys., 18, 5625-5636 (2016).

a-Hydrogen Abstraction by “OH and “SH Radicals from the Natural Amino Acids and Their
Peptide-Capped Derivatives.

B. Chan, A. Karton, C.J. Easton and L. Radom, J. Chem. Theory Comput., 12, 1606—1613
(2016).

Preparation of a Dianion with the Highest Calculated Proton Affinity: Ortho-Diethynyl
Benzene.

B.LJ. Poad, N.D. Reed, C.S. Hansen, A.J. Trevitt, S.J. Blanksby, E.G. Mackay, M.S.
Sherburn, B. Chan and L. Radom, Chem. Sci., 7, 6245-6250 (2016).

[Highlighted in Chemical and Engineering News, 8, Aug 1 (2016)]

[Highlighted in Chemistry World, July 19 (2016)]

[Highlighted in Chem. Aust., 83 (11), 15 (2016)]

[Displayed at https://www.youtube.com/watch?v=GrPQv6QEI8Y]

Frequency Scale Factors for Some Double-Hybrid Density Functional Theory Procedures:
Accurate Thermochemical Components for High-Level Composite Protocols.
B. Chan and L. Radom, J. Chem. Theory Comput., 12, 3774-3780 (2016).

Role of Hydrogen Bonding on the Reactivity of Thiyl Radicals: A Mass Spectrometric and
Computational Study Using the Distonic Radical Ion Approach.

S. Osburn, B. Chan, V. Rhyzov, L. Radom and R.A.J. O'Hair, J. Phys. Chem. A, 120, 8184—
8189 (2016).

[Special issue in honor of Professor Mark Gordon]

Restricted-Open-Shell G4(MP2)-Type Procedures.

B. Chan, A. Karton, K. Ragavachari and L. Radom, J. Phys. Chem. A, 120, 9299-9304
(2016).

[Special issue in honor of Professor Mark Gordon]

Reactivity of Disulfide Bonds is Markedly Affected by Structure and Environment:
Implications for Protein Modification and Stability.

M. Karimi , M.T. Ignasiak, B. Chan, A K. Croft, L. Radom, C.H. Schiesser, D.I. Pattisonand
M.J. Davies, Sci. Rep., 6, 38572-1-38572-12 (2016).
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Hydrogen-Adduction to Open-Shell Graphene Fragments: Spectroscopy, Thermochemistry
and Astrochemistry.

G.D. O'Connor, B. Chan, J.A. Sanelli, K.M. Cergol, V. Dryza, R.J. Payne, E.J. Bieske, L.
Radom and T.W. Schmidt, Chem. Sci., 8, 1186-1194 (2017).

[Highlighted in Chem. Aust., 83 (12), 17 (2016)]

Rapid One-Pot Peptide Ligation and Deselenization at Aspartate.

N.J. Mitchell, A.M. Goldys, J. Sayers, J. Ripoll-Rozada, P.J.B. Pereira, B. Chan, L. Radom
and R.J. Payne, Chem, 2, 1-13 (2017).

[Highlighted in Chem. Aust., 84 (8), 15 (2017)]

Impact of Hydrogen Bonding on the Susceptibility of Peptides to Oxidation.
B. Chan, D. Moran, C.J. Easton and L. Radom, Chem. Asian J., 12, 1485-1489 (2017).

Watson—Crick Base Pair Radical Cation as a Model for Oxidative Damage in DNA.
L. Feketeova, B. Chan, G.N. Khairallah, V. Steinmetz, P. Maitre, L. Radom, and R.A J.
O’Hair, J. Phys. Chem. Lett, 8,3159-3165 (2017).

Effect of Hydrogen Bonding and Partial Deprotonation on the Oxidation of Peptides.
B. Chan, C.J. Easton and L. Radom, J. Phys. Chem. A, 122, 1741-1746 (2018).
[Special issue in honor of Professor Manuel Yanez and Professor Otilia Mo]

Modelling the Effect of Conformation on Hydrogen-Atom Abstraction from Peptides.
B. Chan and L. Radom, Aust. J. Chem.,71,257-264 (2018).
[Special issue in honor of Graham Chandler]

Computational Tale of Two Enzymes: Glycerol Dehydration With or Without B,.

B. Kovacevié, D. Barié¢, D. Babié, L. Bili¢, M. Hanzevacki, G.M. Sandala, L. Radom and
D.M. Smith, J. Am. Chem. Soc., 140, 3487-3496 (2018).

[Highlighted in Chem. Aust., 85 (12), 19 (2018)]

Solvation of the Glycyl Radical.
B. Chan, J. Rintelman, G.P.F. Wood, L. Radom and M.S. Gordon, J. Phys. Chem. A, 122,
7217-7217 (2018).

An ONIOM Investigation of the Effect of Conformation on Bond Dissociation Energies in
Peptides.

B. Chan and L. Radom, J. Comput. Chem., 40, 82—88 (2019).

[Special issue in memory of Professor Keiji Morokumal]

Carnosine and Carcinine Derivatives Rapidly React with Hypochlorous Acid to Form
Chloramines and Dichloramines.

L. Carroll, A. Karton, L. Radom, M.J. Davies, and D I. Pattison, Chem. Res. Toxicol., 32,
513-525 (2019).
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