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Dewhurst R D, Hill A F, Smith M K Neutral and anionic tricarbido complexes of gold(l). Organometallics (2005), 24(23),
5576-5580. http://dx.doi.org/10.1021/0m050528i
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Austin K A B, Banwell M G, Loong D T J, Rae A D, Willis A C A chemoenzymatic total synthesis of the undecenolide
(-)-cladospolide B via a mid-stage ring-closing metathesis and a late-stage photo-rearrangement of the E-isomer.
Org. Biomol. Chem. (2005), 3(6), 1081-1088. http://dx.doi.org/10.1039/b417685¢

Carter M L, Withers R L A universally applicable composite modulated structure approach to ordered BaxMyTiB_yol . hollandite-
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2133-2143. http://dx.doi.org/10.1016/}.jss¢.2005.04.026

Rae A D, Haller K J, Weng N S The commensurately modulated bis(aquachlorotriphenyltin-1,10-phenanthroline) crystal
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indoline alkaloid vinblastine. Aust. J. Chem. (2005), 58(1), 14-17. http://dx.doi.org/10.1071/CH04185

Banwell M G, Loong D T J, Willis A C A chemoenzymatic total synthesis of the undecenolide (-)-cladospolide C. Aust. J.
Chem. (2005), 58(7), 511-516. http://dx.doi.org/10.1071/CH05074

Banwell M G, Lupton D W Exploiting the palladium[0]-catalysed Ullmann cross-coupling reaction in natural products
chemistry: application to a total synthesis of the alkaloid (+)-aspidospermidine. Org. Biomol. Chem. (2005), 3(2),
213-215. http://dx.doi.org/10.1039/b415977b

Banwell M G, Lupton D W, Willis A C Application of the palladium[0]-catalysed Ullmann cross-coupling reaction in a
total synthesis of (+)-aspidospermidine and thus representing an approach to the lower hemisphere of the binary
indole-indoline alkaloid vinblastine. Aust. J. Chem. (2005), 58(10), 722-737. http://dx.doi.org/10.1071/CH05181

Banwell M G, Ma X, Willis A C The synthesis of E-2-(bromomethylene)cyclohexanone and E-2-(bromomethylene)
cycloheptanone. Org. Prep. Proced. Int. (2005), 37(1), 93-98.

Freeman C, Liu L, Banwell M G, Brown K J, Bezos A, Ferro V, Parish C R Use of sulfated linked cyclitols as heparan sulfate
mimetics to probe the heparin/heparan sulfate binding specificity of proteins. J. Biol. Chem. (2005), 280(10), 8842-8849.
http://dx.doi.org/10.1074/jbc.M410769200
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Renner J, Kruszelnicki I, Adamiak B, Willis A C, Hommond E, Su S, Burns C, Trybala E, Ferro V, Banwell M G The synthesis
and biological evaluation of two analogues of the C-riboside showdomycin. Aust. J. Chem. (2005), 58(2), 86-93.
http://dx.doi.org/10.1071/CH04273

Sydnes M O Alkaloids with interesting properties: phenanthroindolizatines and phenanthroquinolizidines. Kjemi
(2005), 65(5), 19-21.

PATENT:
Banwell M G, Bonnet M, Ferro V, Kreipl A, Renner J Small molecule glycosaminoglycan mimetics. Australian Provisional
Patent Application Number 2005903280 (filed 22 June 2005).

Biochemical Reactions and Molecular Recognition
Ashnagar A, Easton C J, Gharib Naseri N Determination of association constants of B-cyclodextrin and B-cyclodextrin-

N-succinamate with drugs by high performance liquid chromatography. Asian J. Chem. (2005), 17(1), 183-190.

Barr L, Easton C J, Lee K, Lincoln S F Aminocyclodextrins to facilitate the deprotonation of 4-tert-butyl-a-nitrotoluene.
Org. Biomol. Chem. (2005), 3(16), 2990-2993. http://dx.doi.org/10.1039/b506187¢

Barr L, Lincoln S F, Easton C J A cyclodextrin molecular reactor for the regioselective synthesis of 1,5-disubstituted-1,2,3-
triazoles. Supramol. Chem. (2005), 17(7), 547-555. http://dx.doi.org/10.1080/10610270500329131

Costabile M, Hii CS T, Melino M, Easton C, Ferrante A The immunomodulatory effects of novel f-oxa, f-thia, and p-thia
polyunsaturated fatty acids on human T lymphocyte proliferation, cytokine production, and activation of protein kinase C
and MAPKs. J. Immunol. (2005), 174(1), 233-243. http://www.jimmunol.org/content/vol174/issue1/

Easton C J Cyclodextrin-based catalysts and molecular reactors. Pure Appl. Chem. (2005), 77(11), 1865-1871.
http://dx.doi.org/10.1351/pac200577111865

May B L, Gerber J, Clements P, Buntine M A, Brittain D R B, Lincoln S F, Easton C J Cyclodextrin and modified cyclodextrin
complexes of E-4-tert-butylphenyl-4'-oxyazobenzene: UV-visible, 'TH NMR and ab initio studies. Org. Biomol. Chem. (2005),
3(8), 1481-1488. http://dx.doi.org/10.1039/b415594q

Philbrook A, Blake C J, Dunlop N, Easton C J, Keniry M A, Simpson J S Demonstration of co-polymerisation in melamine-
urea—-formaldehyde reactions using '*N NMR correlation spectroscopy. Polymer (2005), 46(7), 2153-2156.
http://dx.doi.org/10.1016/j.polymer.2005.01.031

Organic Synthesis

Hutt O E, Mander L N, Willis A C Ring fragmentation processes resulting from acid catalysed diazo ketone cyclisations.
Tetrahedron Lett. (2005), 46(27), 4569-4572. http://dx.doi.org/10.1016/j.tetlet.2005.05.009

Mander L N, Thomson R J Total synthesis of sordaricin. J. Org. Chem. (2005), 70(5), 1654-1670. http://dx.doi.org/10.1021/j0048199b

Nakagawa H, Jiang C-J, Sakakibara H, Kojima M, Honda |, Ajisaka H, Nishijima T, Koshioka M, Homma T, Mander L N, Takatsuji
H Overexpression of a petunia zinc-finger gene alters cytokinin metabolism and plant forms. Plant J. (2005), 41(4),
512-523. http://dx.doi.org/10.1111/j.1365-313X.2004.02316.x

Williams C M, Mander L N, Bernhardt P V, Willis A C Investigating direct routes to an advanced intermediate or the synthesis of
C-20 diterpene alkaloids. Tetrahedron (2005), 61(15), 3759-3769. http://dx.doi.org/10.1016/j.tet.2005.02.014
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Organic Synthesis, Methodology and Host-guest Chemistry

Barrett E'S, Sherburn M S Practical synthesis and guest—guest communication in multi-hemicarceplexes. Chem.
Commun. (2005), (27), 3418-3420. http://dx.doi.org/10.1039/b504950d

Cayzer T N, Lilly M J, Williamson R M, Paddon-Row M N, Sherburn M S On the Diels-Alder reactions of pentadienyl
maleates and citraconates. Org. Biomol. Chem. (2005), 3(7), 1302-1307. http://dx.doi.org/10.1039/b501446h

Cayzer T N, Paddon-Row M N, Moran D, Payne A D, Sherburn M S, Turner P Intramolecular Diels-Alder reactions of
ester-linked 1,3,8-nonatrienes. J. Org. Chem. (2005), 70(14), 5561-5570. http://dx.doi.org/10.1021/jo0505829

Jones G A, Paddon-Row M N, Sherburn M S, Turner C | On the endofexo stereoselectivity of intramolecular Diels-Alder
reactions of hexadienylacrylates: an interesting failure of density functional theory [Erratum for Volume 4, 2002].
Org. Lett. (2005), 7(20), 4547.5 http://dx.doi.org/10.1021/0l052028r

Lilly M J, Miller N A, Edwards A J, Willis A C, Turner P, Paddon-Row M N, Sherburn M S Allylic stereocontrol of the
intramolecular Diels-Alder reaction. Chem. Eur. J. (2005), 11(8), 2525-2536. http://dx.doi.org/10.1002/chem.200401215

Paddon-Row M N, Moran D, Jones G A, Sherburn M S On the origin of cis/trans stereoselectivity in intramolecular
Diels-Alder reactions of substituted pentadienyl acrylates: a comprehensive density functional study. J. Org. Chem.
(2005), 70(26), 10841-10853. http://dx.doi.org/10.1021/jo051973q

Payne A D, Willis A C, Sherburn M S Practical synthesis and Diels—Alder chemistry of [4]dendralene. J. Am. Chem. Soc.
(2005), 127(35), 12188-12189. http://dx.doi.org/10.1021/ja053772+

Sinclair D J, Sherburn M S Single and double Suzuki—-Miyaura couplings with symmetric dihalobenzenes. J. Org. Chem.
(2005), 70(9), 3730-3733. http://dx.doi.org/10.1021/jo050105q

Turner C |, Paddon-Row M N, Willis A C, Sherburn M S Double Diels-Alder reactions of linear conjugated tetraenes. J.
Org. Chem. (2005), 70(4), 1154-1163. http://dx.doi.org/10.1021/jo048108a

§ Research conducted prior to commencement at RSC

Theoretical Chemical Physics
2004

Lee J, Dong E, Jin D, Song K, Collins M A Classical trajectory studies of the photodissociation reaction of sym-triazine.
Phys. Chem. Chem. Phys. (2004), 6(5), 945-948. http://dx.doi.org/10.1039/b314730d

Zhang D H, Yang M, Collins M A, Lee S-Y Reaction dynamics of polyatomic systems: from A + BCD — AB + CD to X +
YCZ3 — XY + CZ3. NATO Sci. Ser. 11 (2004), 145, 279-303.

2005

Deev V, Collins M A Approximate ab initio energies by systematic molecular fragmentation. J. Chem. Phys. (2005), 122(15),
154102/1-12. http://dx.doi.org/10.1063/1.1879792

Evenhuis CR, Lin X, Zhang D H, Yarkony D, Collins M A Interpolation of diabatic potential-energy surfaces: quantum
dynamics on ab initio surfaces. J. Chem. Phys. (2005), 123(13), 134110/1-12. http://dx.doi.org/10.1063/1.2047569

Moyano G E, Collins M A Interpolated potential energy surface for abstraction and exchange reactions of NH, + H and
deuterated analogues. Theor. Chem. Acc. (2005), 113(4), 225-232. http://dx.doi.org/10.1007/s00214-004-0626-8
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Computational Quantum Chemistry, Polymer Chemistry

Coote M L The kinetics of addition and fragmentation in reversible addition fragmentation chain transfer polymerisation:
an ab initio study. J. Phys. Chem. A (2005), 109(6), 1230-1239. http://dx.doi.org/10.1021/jp046131u

Coote M L, Henry D J Computer-aided design of a destabilised RAFT adduct radical: toward improved RAFT agents for
styrene-block-vinyl acetate copolymers. Macromolecules (2005), 38(13), 5774-5779. http://dx.doi.org/10.1021/ma050415a

Coote M L, Henry D J Effect of substituents on radical stability in reversible addition fragmentation chain transfer
polymerisation: an ab initio study. Macromolecules (2005), 38(4), 1415-1433. http://dx.doi.org/10.1021/ma047814a

Hodgson J L, Coote M L Effects of substituents on the stability of phosphoranyl radicals. J. Phys. Chem. A (2005), 109(44),
10013-10021. http://dx.doi.org/10.1021/jp053535t

Hodgson J L, Coote M L Propagation mechanisms in ring-opening polymerisation of small phosphorus heterocycles:
toward free-radical polymerisation of phosphines? Macromolecules (2005), 38(21), 8902-8910.
http://dx.doi.org/10.1021/ma051691s

Hodgson J L, Green K A, Coote M L Should dithiophosphinate esters function as RAFT agents? Org. Lett. (2005), 7(21),
4581-4584. http://dx.doi.org/10.1021/0l0516420

Izgorodina E I, Coote M L, Radom L Trends in R-X bond dissociation energies (R = Me, Et, i-Pr, t-Bu; X = H, CH,, OCH,,
OH, F): a surprising shortcoming of density functional theory. J. Phys. Chem. A (2005), 109(33), 7558-7566.
http://dx.doi.org/10.1021/jp052021r

Jackson C J, Liu J-W, Coote M L, Ollis D L The effects of substrate orientation on the mechanism of a phosphotriesterase.
Org. Biomol. Chem. (2005), 3(24), 4343-4350. http://dx.doi.org/10.1039/b512399b

Purmova J, Pauwels K F D, van Zoelen W, Vorenkamp E J, Schouten A J, Coote M L New insight into the formation of
structural defects in poly(vinyl chloride). Macromolecules (2005), 38(15), 6352-6366.
http://dx.doi.org/10.1021/ma050035p

Theis A, Stenzel M H, Davis T P, Coote M L, Barner-Kowollik C A synthetic approach to a novel class of fluorine-bearing
reversible addition-fragmentation chain transfer (RAFT) agents: F-RAFT. Aust. J. Chem. (2005), 58(6), 437-441.
http://dx.doi.org/10.1071/CH05069

PATENT
Barner-Kowollik C, Coote M L, Davis T P, Theis A, Stenzel M H Polymerisation agent. US Provisional Patent Application
Number 60/682842, 40 pp.

Liquid State Chemical Physics

Bright J N, Evans D J, Searles D J New observations regarding deterministic, time-reversible thermostats and Gauss's
principle of least constraint. J. Chem. Phys. (2005), 122(19), 194106/1-8. http://dx.doi.org/10.1063/1.1900724

Evans D J Relation between two proposed fluctuation theorems. Mol. Simul. (2005), 31(6-7), 389-391.
http://dx.doi.org/10.1080/08927020412331332721

Evans D J The fluctuation theorem and its implications for materials processing and modeling. In Handbook of
Materials Modeling, Yip S, Ed. Springer: Dordrecht (2005), pp. 2773-2776.
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Evans D J, Searles D J, Rondoni L Application of the Gallavotti-Cohen fluctuation relation to thermostated steady states near
equilibrium. Phys. Rev. E (2005), 71(5), 056120/1-12. http://dx.doi.org/10.1103/PhysRevE.71.056120

Petravic J Shear stress correlation length at constant pressure. Fizika A (2005), 14(2), 179-186.
http://fizika.hfd.hr/fizika a/av05/a14p179.htm

Petravic J Thermal conductivity of ethanol. J. Chem. Phys. (2005), 123(17), 174503/1-7. http://dx.doi.org/10.1063/1.2102867

Petravic J Time dependence of phase variables in a steady shear flow algorithm. Phys. Rev. £ (2005), 71(1), 011202/1-7.
http://dx.doi.org/10.1103/PhysRevE.71.011202

Petravic J, Delhommelle, J Hydrogen bonding in ethanol under shear. J. Chem. Phys. (2005), 122(23), 234509/1-5.
http://dx.doi.org/10.1063/1.1940050

Reid J C, Sevick E M, Evans D J A unified description of two theorems in non-equilibrium statistical mechanics: the
fluctuation theorem and the work relation. Europhys. Lett. (2005), 72(5), 726-732. http://dx.doi.org/10.1209/epl/i2005-10300-3

Wang G M, Carberry D M, Reid J C, Sevick E M, Evans D J Demonstration of the steady-state fluctuation theorem from
a single trajectory. J. Phys.: Condens. Matter (2005), 17(45), S3239-S3244. http://dx.doi.org/10.1088/0953-8984/17/45/007

Wang G M, Reid J C, Carberry D M, Williams D R M, Sevick E M, Evans D J Experimental study of the fluctuation theorem in a
nonequilibrium steady state. Phys. Rev. E (2005), 71(4), 046142/1-11. http://dx.doi.org/10.1103/PhysRevE.71.046142

Theoretical Quantum Chemistry

Ghosh S, Gill P M W Finite jellium models. I. Restricted Hartree-Fock calculations. J. Chem. Phys. (2005), 122(15),
154108/1-12. http://dx.doi.org/10.1063/1.1873552

Gill P M W, Gilbert AT B, Taylor S W, Friesecke G, Head-Gordon M Decay behavior of least-squares coefficients in
auxiliary basis expansions. J. Chem. Phys. (2005), 123(6), 061101/1-4. http://dx.doi.org/10.1063/1.2000867

Gill P M W, O'Neill D P Electron correlation in Hooke's law atom in the high-density limit. J. Chem. Phys. (2005), 122(9),
094110/1-4. http://dx.doi.org/10.1063/1.1862237

Jung Y, Sodt A, Gill P M W, Head-Gordon M Auxiliary basis expansions for large-scale electronic structure calculations.
Proc. Natl. Acad. Sci. USA (2005), 102(19), 6692-6697. http://dx.doi.org/10.1073/pnas.0408475102

Lee S B, Lin CY, Gill P M W, Webster R D Transformation of a-tocopherol (vitamin E) and related chromanol model
compounds into their phenoxonium ions by chemical oxidation with the nitrosonium cation. J. Org. Chem. (2005),
70(25), 10466-10473. http://dx.doi.org/10.1021/jo0517951

O'Neill D P, Gill P M W Benchmark correlation energies for small molecules. Mol. Phys. (2005), 103(6-8), 763-766.°
http://taylorandfrancis.metapress.com/link.asp?id=r26v407h3346511p

Simmonett A C, Gilbert AT B, Gill P M W An optimal point-charge model for molecular electrostatic potentials.
Mol. Phys. (2005), 103(20), 2789-2793.
http://taylorandfrancis.metapress.com/openurl.asp?genre=articleétid=doi:10.1080/00268970500187910

§ Research conducted prior to commencement at RSC
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Laser and Optical Spectroscopy

Francis P S, Barnett N W, Smith T A, Spizzirri P G, Wang X, Krausz E Near-infrared chemiluminescence from the oxidation of
ammonia in aqueous alkaline solution. Luminescence (2005), 20(6), 442-444. http://dx.doi.org/10.1002/bi0.870

Hughes J L, Krausz E, Smith P J, Pace R J, Riesen H Probing the lowest energy chlorophyll a states of Photosystem Il via selective
spectroscopy: new insights on P680. Photosynth. Res. (2005), 84(1-3), 93-98. http://dx.doi.org/10.1007/s11120-004-7927-6

Krausz E, Hughes J L, Smith P J, Pace R J, Peterson Arskold S Assignment of the low-temperature fluorescence in oxygen-
evolving Photosystem Il. Photosynth. Res. (2005), 84(1-3), 193-199. http://dx.doi.org/10.1007/s11120-004-7078-9

Krausz E, Hughes J L, Smith P, Pace R, Peterson Arsksld S Oxygen-evolving Photosystem Il core complexes: a new paradigm
based on the spectral identification of the charge-separating state, the primary acceptor and assignment of low-
temperature fluorescence. Photochem. Photobiol. Sci. (2005), 4(9), 744-753. http://dx.doi.org/10.1039/b417905f

Krausz E, Peterson Arskold S Identifying redox-active chromophores in Photosystem Il by low-temperature optical
spectroscopies. In Artificial Photosynthesis: From Basic Biology to Industrial Application. Collings A F, Critchley C, eds.
Wiley-VCH Verlag GmbH & Co. KGaA: Weinheim (2005), Chapter 5, pp. 87-107.

Kubik M Monitoring colour and fading: fluorescent pigments in works of art. Aust. J. Chem. (2005), 58(3), 234.
http://dx.doi.org/10.1071/CH04257

Mahon P J, Oldham K B Diffusion-controlled chrono-amperometry at a disk electrode. Anal. Chem. (2005), 77(18), 6100-6101.
http://dx.doi.org/10.1021/ac051034y

Peterson Arskold S, Smith P J, Shen J-R, Pace R J, Krausz E Key cofactors of Photosystem Il cores from four organisms identified
by 1.7-K absorption, CD and MCD. Photosynth. Res. (2005), 84(1-3), 309-316. http://dx.doi.org/10.1007/s11120-005-2135-6

Razeghifard M R, Chen M, Hughes J L, Freeman J, Krausz E, Wydrzynski T Spectroscopic studies of Photosystem Il in chlorophyll
d-containing Acaryochloris marina. Biochemistry (2005), 44(33), 11178-11187. http://dx.doi.org/10.1021/bi048314c

Polymers and Soft Condensed Matter

Reid J C, Sevick E M, Evans D J A unified description of two theorems in non-equilibrium statistical mechanics: the
fluctuation theorem and the work relation. Europhys. Lett. (2005), 72(5), 726-732. http://dx.doi.org/10.1209/epl/i2005-10300-3

Wang G M, Carberry D M, Reid J C, Sevick E M, Evans D J Demonstration of the steady-state fluctuation theorem from a
single trajectory. J. Phys.: Condens. Matter (2005), 17(45), S3239-5S3244. http://dx.doi.org/10.1088/0953-8984/17/45/007

Wang G M, Reid J C, Carberry D M, Williams D R M, Sevick E M, Evans D J Experimental study of the fluctuation theorem
in a nonequilibrium steady state. Phys. Rev. E (2005), 71(4), 046142/1-11. http://dx.doi.org/10.1103/PhysRevE.71.046142

Disordered Materials

Goossens D J, Welberry T R, Heerdegen A P, Edwards A J Modelling disorder in 3,3'-dimethoxybenzil, C16H1404. Z
Kristallogr. (2005), 220(12), 1035-1042. http://dx.doi.org/10.1524/zkri.2005.220.12_2005.1035

Goossens D J, Welberry TR, Heerdegen A P Modelling dynamic disorder in 3,3'-dimethoxybenzil, C, H, O,. In
Proceedings of the 16th Australian Institute of Physics Congress (2005), ARSP PMO 66/1-4.
http://aipcongress2005.anu.edu.au/Goossens DJ AIP_ASRP CD1.pdf
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Goossens D J, Wilson K F, James M Structure and magnetism in Ho,_Sr CoO, .. J. Phys. Chem. Solids (2005), 66(1),
169-175. http://dx.doi.org/10.1016/}.jpcs.2004.09.003

Goossens D J, Wu X, Prior M Structural phase transition in d-benzil characterised by capacitance measurements and neutron
powder diffraction. Solid State Commun. (2005), 136(9-10), 543-545. http://dx.doi.org/10.1016/j.55¢.2005.09.017

James M, Wallwork K'S, Withers R L, Goossens D J, Wilson K F, Horvat J, Wang X L, Colella M Structure and magnetism in the
oxygen-deficient perovskites Ce,_ Sr CoO, ; (x> 0.90). Mater. Res. Bull. (2005), 40(8), 1415-1431.
http://dx.doi.org/10.1016/j.materresbull.2005.03.025

Welberry T R Diffuse scattering. Z Kristallogr. (2005), 220(12), 993. http://dx.doi.org/10.1524/zkri.2005.220.12 2005.993

Welberry T R Diffuse scattering from organic crystals. Mol. Cryst. Liq. Cryst. (2005), 440, 1-21.
http://journalsonline.tandf.co.uk/openurl.asp?genre=articleétid=doi:10.1080/15421400590957576

Welberry T R, Goossens D J, Heerdegen A P, Lee P L Problems in measuring diffuse X-ray scattering. Z Kristallogr. (2005),
220(12), 1052-1058. http://dx.doi.org/10.1524/zkri.2005.220.12_2005.1052

Welberry T R, Gutmann M J, Woo H, Goossens D J, Xu G, Stock C, Chen W, Ye Z-G Single-crystal neutron diffuse scattering
and Monte Carlo study of the relaxor ferroelectric PbZn, ,Nb, 0O, (PZN). J. Appl. Crystallogr. (2005), 38(4), 639-647.
http://dx.doi.org/10.1107/S0021889805015918

Wilson K F, Goossens D J, James M Magnetic properties of Gd,_Sr CoO, ; (x = 0.67, 0.90 and 0.95). In Proceedings of
the 16th Australian Institute of Physics Congress (2005), CMMSP PWE 112/1-4.
http://aipcongress2005.anu.edu.au/pdf/PAPERS-3.pdf

Withers R L, Welberry TR, Pring A, Tenailleau C, Liu Y ‘Soft’ phonon modes, structured diffuse scattering and the crystal
chemistry of Fe-bearing sphalerites. J. Solid State Chem. (2005), 178(3), 655-660.
http://dx.doi.org/10.1016/].jssc.2004.12.011

Solid State Molecular Science

2004

Thurecht K J, Hill D J T, Preston C M L, Rintoul L, White J W, Whittaker A K Determination of domain sizes in blends
of poly(ethylene) and poly(styrene) formed in the presence of supercritical carbon dioxide. Macromolecules (2004),
37(16), 6019-6026. http://dx.doi.org/10.1021/ma0492622

2005

Espeau P, White J W The phase transitions of n-alkanes in mesoscopic pores of graphite. Carbon (2005), 43(9), 1885~
1890. http://dx.doi.org/10.1016/j.carbon.2005.02.037

Espeau P, White J W, Papoular R J The structure of n-alkane binary mixtures adsorbed on graphite. Appl. Surf. Sci.
(2005), 252(5), 1350-1359. http://dx.doi.org/10.1016/j.apsusc.2005.02.091

Gibaud A, Henderson M J, Colas M, Dourdain S, Bardeau J-F, White J W Comparative study by X-ray reflectivity of
mesoporous silica thin films templated by F127 and P123 surfactants. AZoNano (2005), 1, a0109/1-7.
http://www.azonano.com/Details.asp?ArticlelD=1462
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Graham L D, Glattauer V, Huson M G, Maxwell J M, Knott R B, White J W, Vaughan P R, Peng Y, Tyler M J, Werkmeister J A,
Ramshaw J A Characterisation of a protein-based adhesive elastomer secreted by the Australian frog Notaden
bennetti. Biomacromolecules (2005), 6(6), 3300-3312. http://dx.doi.org/10.1021/bm050335e

Henderson M J, Gibaud A, Bardeau J-F, Rennie A R, White J W A zirconium oxide film self-assembled at the air-water
interface. Physica B: Condens. Matter (2005), 357(1-2), 27-33. http://dx.doi.org/10.1016/j.physb.2004.11.013

Henderson M J, Perriman A W, Robson-Marsden H, White J W Protein—poly(silicic) acid interactions at the air/solution
interface. J. Phys. Chem. B (2005), 109(44), 20878-20886. http://dx.doi.org/10.1021/jp051908k

Molecular Electrochemistry

Kuan S L, Leong W K, Goh LY, Webster R D Redox-dependent isomerisation of organometallic Ru"/Ru" compounds
containing the hydrotris(methimazolyl)borate ligand: an electrochemical square scheme mechanism. Organometallics
(2005), 24(19), 4639-4648. http://dx.doi.org/10.1021/0m0504320

Lee S B, Lin CY, Gill P M W, Webster R D Transformation of a-~tocopherol (vitamin E) and related chromanol model
compounds into their phenoxonium ions by chemical oxidation with the nitrosonium cation. J. Org. Chem. (2005),
70(25), 10466-10473. http://dx.doi.org/10.1021/jo0517951

Ng VW L, Kuan S L, Leong W K, Koh L L, Tan G K, Goh LY, Webster R D Heterocyclic thionates as a new class of bridging
ligands in oxo-centered triangular cyclopentadienylchromium(lll) complexes. Inorg. Chem. (2005), 44(15), 5229-5240.
http://dx.doi.org/10.1021/ic048287¢

Shin RY C, Tan G K, Koh L L, Goh LY, Webster R D An organometallic tetranuclear complex of p,-PO,: [{(Cp*Cr),
(u-OMe), },(u,-PO)IX (X = I, PF,). Organometallics (2005), 24(7), 1401-1403. http://dx.doi.org/10.1021/om048974d

Shin RY C, Tan G K, Koh L L, Vittal J J, Goh LY, Webster R D Metallophilicity in annular Ru,M, derivatives of
(HMB)Ru"(tpdt) versus (bis)-#*-dithiolate bonding in Ru,M derivatives of Cp*Ru"(tpdt) (HMB = #°-C_Me_; Cp* =
7°-C.Me,; M = Cu', Ag", Au'; tpdt = 3-thiapentane-1,5-dithiolate). Organometallics (2005), 24(4), 539-551.
http://dx.doi.org/10.1021/0m0491950

Shin RY C, Teo M E, Leong W K, Vittal J J, Yip J H K, Goh LY, Webster R D S-Alkylation-induced redox reactions leading
to reversible sulfur-sulfur coupling in a pentamethylcyclopentadienyl ruthenium(l1l) thiolate-thioether system.
Organometallics (2005), 24(7), 1483-1494. http://dx.doi.org/10.1021/om0490810

Single Crystal X-ray Diffraction Unit (External Collaborations)

Dalton G T, Viau L, Waterman S M, Humphrey M G, Bruce M |, Low P J, Roberts R L, Willis A C, Koutsantonis G A,
Skelton B W, White A H Mixed-metal cluster chemistry. 28. Core enlargement of tungsten-iridium clusters with alkynyl,
ethyndiyl, and butadiyndiyl reagents. Inorg. Chem. (2005), 44(9), 3261-3269. http://dx.doi.org/10.1021/ic050040+

Graham B, Spiccia L, Skelton B W, White A H, Hockless D C R Imidazole derivatives of binuclear copper (Il) and nickel
(1) complexes incorporating bis(1,4,7-triazacyclononan-1-yl) ligands. Inorg. Chim. Acta (2005), 358(13), 3974-3982.
http://dx.doi.org/10.1016/j.ica.2005.06.053

Jackson W G, Dickie A J, McKeon J A, Spiccia L, Brudenell S J, Hockless D C R, Willis A C Synthesis, structure, and kinetics
and stereochemistry of base-catalysed hydrolysis of meso- and rac-[Co,(tmpdtne)Cl,]*, bis(pentaamine) complexes
devoid of deprotonatable NH centers. Inorg. Chem. (2005), 44(2), 401-409. http://dx.doi.org/10.1021/ic0400888
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Lucas N T, Humphrey M G, Willis A C [u,-5*-2,5-Bis (oct-1-ynyl)thiophene]bis[octacarbonylbis
(y5-methylcyclopentadienyl)-tetrahedro-diiridiumdimolybdenum] dichloromethane hemisolvate.
Acta Crystallogr., Sect. E (2005), 61(3), m463-m464. http://scripts.iucr.org/cgi-bin/paper?S160053680500214X

Willis A C, Mahdi W K, Humphrey M G Bis(u,-4-bromophenylimido)tris(tricarbonylruthenium)(2 Ru—Ru).
Acta Crystallogr,, Sect. E (2005), 61(11), m2335-m2337. http://dx.doi.org/10.1107/S1600536805032885

Zhou X, Day A |, Edwards A J, Willis A C, Jackson W G Facile C-H bond activation: synthesis of the N4C donor set
pentadentate ligand 1,4-bis(2-pyridylmethyl)-1,4-diazacyclononane (dmpdacn) and a structural study of its
alkyl-cobalt(lll) complex [Co(dmpdacn-C)(OH,)](CIO,),*H,0 and its hydroxylated derivative [Co(dmpdacnOH-
0)CI](CI0,),*C.H,0. Inorg. Chem. (2005), 44(2), 452-460. http://dx.doi.org/10.1021/ic040081q

Zhou X, Hockless D C R, Willis A C, Jackson W G Oxidative condensation reactions of (diethylenetriamine)cobalt(I1)
complexes with substituted bis(pyridin-2-yl)methane ligands. J. Mol. Struct. (2005), 740(1-3), 91-100.
http://dx.doi.org/10.1016/j.molstruc.2004.12.035

Bioinorganic and Medicinal Chemistry

Fry F H, Dougan B A, McCann N, Ziegler C J, Brasch N E Characterisation of novel vanadium(lll)/acetate clusters formed
in aqueous solution. Inorg. Chem. (2005), 44(15), 5197-5199. http://dx.doi.org/10.1021/ic050336f

Adjunct Professors

Haworth N L, Sullivan M B, Wilson A K, Martin J M L, Radom L Structures and thermochemistry of calcium-containing
molecules. J. Phys. Chem. A (2005), 109(40), 9156-9168. http://dx.doi.org/10.1021/jp052889h

Izgorodina E I, Coote M L, Radom L Trends in R-X bond dissociation energies (R = Me, Et, i-Pr, t-Bu; X = H, CH,, OCH,,
OH, F): a surprising shortcoming of density functional theory. J. Phys. Chem. A (2005), 109(33), 7558-7566.
http://dx.doi.org/10.1021/jp052021r

James V, Corino G, Robertson T, Dutton N, Halas D, Boyd A, Bentel J, Papadimitriou J Early diagnosis of breast cancer by
hair diffraction. Int. J. Cancer (2005), 114(6), 969-972. http://dx.doi.org/10.1002/ijc.20824

James V J, Richardson J C, Robertson T A, Papadimitriou J M, Dutton N S, Maley M A L, Berstein L M, Lantseva O E, Martins R N
Fibre diffraction of hair can provide a screening test for Alzheimer's disease: a human and animal model study. Med.
Sci. Monit. (2005), 11(2), CR53-57. http://www.MedSciMonit.com/pub/vol 11/no 2/5873.pdf

Sandala G M, Smith D M, Radom L Divergent mechanisms of suicide inactivation for ethanolamine ammonia-lyase. J.
Am. Chem. Soc. (2005), 127(24), 8856-8864. http://dx.doi.org/10.1021/ja051527k

Wood G P F, Moran D, Jacob R, Radom L Bond dissociation energies and radical stabilisation energies associated with
model peptide-backbone radicals. J. Phys. Chem. A (2005), 109(28), 6318-6325. http://dx.doi.org/10.1021/jp051860a

Wood G P F, Rauk A, Radom L Modeling f-scission reactions of peptide backbone alkoxy radicals: backbone C-C bond
fission. J. Chem. Theory Comput. (2005), 1(5), 889-899. http://dx.doi.org/10.1021/ct050133g
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Visiting Fellows (Post-retirement)

Barfod R, Eriksen J, Golding B T, Hammershgi A, Jacobsen T A, Langkilde A, Larsen S, Mgnsted O, Sargeson A M, Sgrensen H O
Facile cobalt(lll) template synthesis of novel branched hexadentate polyamine monocarboxylates. Dalton Trans.
(2005), (3), 491-500. http://dx.doi.org/10.1039/b416994h

Bennett M A, Bhargava S K, Boas J F, Boeré RT, Bond A M, Edwards A J, Guo S-X, Hammerl A, Pilorow J R, Privér S H,
Schwerdtfeger P Electrochemically informed synthesis and characterisation of salts of the [Pt,(u-xAs,xC-C.H,-5-Me-
2-AsPh ) I* lantern complex containing a Pt-Pt bond of order V2. Inorg. Chem. (2005), 44(7), 2472-2482.
http://dx.doi.org/10.1021/ic048660i

Bennett M A, Byrnes M J, Chung G, Edwards A J, Willis A C Bis(acetylacetonato)ruthenium(ll) complexes containing bulky
tertiary phosphines. Formation and redox behaviour of Ru(acac), (PR,) (R = Pr, Cy) complexes with ethene, carbon
monoxide, and bridging dinitrogen. /Inorg. Chim. Acta (2005), 358(5), 1692-1708.
http://dx.doi.org/10.1016/j.ica.2004.07.062

Brown D J Cinnolines and Phthalazines: Supplement Il. The Chemistry of Heterocyclic Compounds, Vol. 64, Taylor E C,
Wipf P, eds. John Wiley & Sons: New York (2005), pp. xvii-481.

Rickards R Biosynthesis in insects by E. David Morgan. Aust. J. Chem. (2005), 58(2), 152. http://dx.doi.org/10.1071/CH0409 BR

Wijesekera R D, Sargeson A M Reactivities of coordinated phosphodiesters. J. Coord. Chem. (2005), 58(1), 3-19.
http://dx.doi.org/10.1080/00958970512331327393

Technical Services

Townsend B J, Poole A, Blake C J, Liewellyn D J Antisense suppression of a (+)-d-cadinene synthase gene in cotton
prevents the induction of this defense response gene during bacterial blight infection but not its constitutive
expression. Plant Physiol. (2005), 138(1), 516-528. http://dx.doi.org/10.1104/pp.104.056010
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