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Publications involving Diamond Light Source are marked * in the reference

Facilities and methods

1.

10.

A new high-flux chemical and materials crystallography station at the SRS Daresbury. 1. Design,
construction and test results

R. J. Cernik, W. Clegg, C. R. A. Catlow, G. Bushnell-Wye, J. V. Flaherty, G. N. Greaves, |. Burrows,
D. J. Taylor, S. J. Teat and M. Hamichi.

J. Synchrotron Rad. 1997, 4, 279-286.

All molecules great and small.
W. Clegg.
Daresbury Laboratory SRD Annual Report 1996-1997, 34-35.

Difficult structures: improving your chances with synchrotron radiation
W. Clegg.
Acta Cryst. 1999, A55, C91-C92.

A new high-flux chemical and materials crystallography station at the SRS Daresbury. 1. Design,
construction and test results. Corrigendum.

R. J. Cernik, W. Clegg, C. R. A. Catlow, G. Bushnell-Wye, J. V. Flaherty, G. N. Greaves, |. Burrows,
D. J. Taylor, S. J. Teat and M. Hamichi.

J. Synchrotron Rad. 2000, 7, 40.

Synchrotron chemical crystallography
W. Clegg.
J. Chem. Soc. Dalton Trans. 2000, 3223-3232.

Future directions in solid state chemistry: report of the NSF-sponsored workshop
R. J. Cava, F. J. DiSalvo, L. E. Brus, K. R. Dunbar, C. B. Gorman, S. M. Haile, L. V. Interrante,
J. L. Musfeldt, A. Navrotsky, R. G. Nuzzo, W. E. Pickett, A. P. Wilkinson, C. Ahn, J. W. Allen,
P. C. Burns, G. Ceder, C. E. D. Chidsey, W. Clegg, E. Coronado, H. Dai, M. W. Deem,
B. S. Dunn, G. Galli, A. J. Jacobson, M. Kanatzidis, W. Lin, A. Manthiram, M. Mrksich,
D. J. Norris, A. J. Nozik, X. Peng, C. Rawn, D. Rolison, D. J. Singh, B. H. Toby, S. Tolbert,
U. B. Wiesner, P. M. Woodward and P. Yang.
Prog. Solid State Chem. 2002, 30, 1-101.

Still bad crystals, but good data and results from synchrotron facilities
W. Clegg and R. W. Harrington.
Acta Cryst. 2005, A61, C140.

Four years of the EPSRC SRS service
R. W. Harrington and W. Clegg.
Acta Cryst. 2005, A61, C481.

Bringing the power of synchrotron crystallography to the chemical community
W. Clegg, R. W. Harrington and L. Russo.
Acta Cryst. 2008, A64, C181.

Synchrotron single-crystal diffraction for chemists: development and maturity
W. Clegg.
*ACA Transactions 2013, 44, 61-68.
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Remote access revolution: chemical crystallographers enter a new era at Diamond Light Source beamline
119

N. T. Johnson, P. G. Waddell, W. Clegg and M. R. Probert.

*Crystals 2017, 7, 360.

Pioneering remote-access use of Diamond beamline 119
W. Clegg, N. T. Johnson, M. R. Probert and P. G. Waddell.
*Acta Cryst. 2017, A73, C316.

Synchrotron single-crystal diffraction for chemistry and materials: new developments
W. Clegg.
*Acta Cryst. 2018, A74, e74.

The development and exploitation of synchrotron single-crystal diffraction for chemistry and materials
W. Clegg
*Phil. Trans. Roy. Soc. A 2019, 377, 20180239.

Some reflections on symmetry: pitfalls of automation and some illustrative examples
W. Clegg.
Acta Cryst. 2019, E75, 1812-1819.

Clegg research group
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20.
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23.

Tetracycline hydrochloride: a synchrotron microcrystal study
W. Clegg and S. J. Teat.
Acta Cryst. 2000, C56, 1343-1345.

5-(1-Cyclohexen-1-yl-1,5-dimethylbarbituric acid (hexobarbitone): a low-temperature redetermination
G. S. Nichol and W. Clegg.
Acta Cryst. 2005, E61, 01004—01006

5-Butyl-5-ethylbarbituric acid: a phase transition at low temperature
G. S. Nichol and W. Clegg.
Acta Cryst. 2005, C61, 0297—0299.

6-Methyl-2-pyridone: an elusive structure finally solved
G. S. Nichol and W. Clegg.
Acta Cryst. 2005, C61, 0383—0385.

Violuric acid monohydrate: a definitive redetermination at 150 K
G. S. Nichol and W. Clegg.
Acta Cryst. 2005, E61, 03788-3790.

Hydrogen-bonding and carbonyl—carbonyl interactions in violuric acid methanol solvate
G. S. Nichol and W. Clegg.
Acta Cryst. 2005, C61, 0721-0724.

The importance of weak C—H---O bonds and rt-- -7 stacking interactions in the formation of organic
1,8-bis(dimethylamino)naphthalene complexes with 2’ > 1

G. S. Nichol and W. Clegg.

Cryst. Growth Des. 2006, 6, 451-460.

Classical hydrogen bonding and weaker C—H...O interactions in complexes of uracil-5-carboxylic acid
with the alkali metals Na—Cs

G. S. Nichol and W. Clegg.

Polyhedron 2006, 25, 1043-1056.
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Synthesis and structure of the n = 4 member of the framework aluminium alkylenediphosphonate series
Al;[O3PCH20,PO3](H20)2F

Z. Yuan, W. Clegg and M. P. Attfield.

J. Porous Mater. 2006, 13, 207-212.

Synthesis and characterization of two novel pyridine-containing framework gallium
ethylenediphosphonates

Z. Yuan, W. Clegg and M. P. Attfield.

J. Solid State Chem. 2006, 179, 1739-1749.

Complexes of 6-methyl-2-pyridone with the alkaline earth metals magnesium, strontium and barium:
synthesis and structural characterisation

G. S. Nichol and W. Clegg.

Inorg. Chim. Acta 2006, 359, 3474-3480.

Anhydrous guanine: a synchrotron study
K. Guille and W. Clegg.
Acta Cryst. 2006, C62, 0515-0517.

A synchrotron study of catena-poly[(tri-u-aqua)triaquabarium(Il) bis(6-methylpyridin-2-olate)]
G. S. Nichol and W. Clegg.
Acta Cryst. 2007, E63, m1135-m1137.

Characterisation and properties of the n = 3 and n = 4 members of the Al;[OsPC,H2,PO3](H20)2F
framework aluminium alkylenediphosphonate series

M. P. Attfield, C. Mendieta-Tan, Z. Yuan and W. Clegg.

Solid State Sciences 2008, 10, 1124-1131.

Formation of helix-containing rods in a hybrid inorganic-organic material
Z. Yuan, W. Clegg and M. P. Attfield.
J. Solid State Chem. 2009, 182, 3049-3054.

Structural variety within gallium diphosphonates affected by the organic linker length
M. P. Attfield, Z. Yuan, H. G. Harvey and W. Clegg.
Inorg. Chem. 2010, 49, 2656-2666.

Structural variation in mellitate complexes of first-row transition metals: what chance for design?
W. Clegg and J. M. Holcroft.
*Cryst. Growth Des. 2014, 14, 6282-6293.

Distortions, deviations and alternative facts: reliability in crystallography
W. Clegg
*IUCrJ 2021, 8, 4-11.

The sensitivity of structure to ionic radius and reaction stoichiometry: a crystallographic study of metal
coordination and hydrogen bonding in barbiturate complexes of all five alkali metals Li—Cs.

W. Clegg and G. S. Nichol.

Molecules 2024, 29, 1495.

Newcastle research groups

35.

Alkali-metal-mediated coupling of a phosphorus-substituted alkene. Structural characterization of
dilithium 1,1,4,4-tetrakis(diphenylphosphino)butane-1,4-diide

W. Clegg, K. 1zod, W. McFarlane and P. O’Shaughnessy.

Organometallics 1998, 17, 5231-5232.
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Base-specific minor groove site binding in metallo-nucleobase polymers
M. A. Shipman, C. Price, M. R. J. Elsegood, W. Clegg and A. Houlton.
Angew. Chem. Int. Ed. 2000, 39, 2360-2362.

Reactions of alkynes with [Fe2(CO)s(u-PPh2){u-n'n2.s-(H)Cu=Cp=C,H,}]: formation of
diphenylvinylphosphine-functionalized vinyl carbenes via carbon—carbon and carbon—phosphorus
bond formation and hydrogen migration

S. Doherty, G. Hogarth, M. Waugh, W. Clegg and M. R. J. Elsegood.

Organometallics 2000, 19, 4557-4562.

Monomer, dimer, tetramer, polymer: structural diversity in zinc and cadmium compleces of chelate-
tethered nucleobases

M. A. Shipman, C. Price, A. E. Gibson, M. R. J. Elsegood, W. Clegg and A. Houlton.

Chem. Eur. J. 2000, 6, 4371-4378.

Macrochelation, cyclometallation and G-quartet formation: N3- and C8-bound Pd" complexes of adenine
and guanine

C. Price, M. A. Shipman, N. H. Rees, M. R. J. Elsegood, A. J. Edwards, W. Clegg and A. Houlton.

Chem. Eur. J. 2001, 7, 1194-1201.

Controlled stepwise conversion of 2,4,6,8-tetrachloropyrimido[5,4-d]pyrimidine into
2,4,6,8-tetrasubstituted pyrimido[5,4-d]pyrimidines

J. S. Northen, F. T. Boyle, W. Clegg, N. J. Curtin, A. J. Edwards, R. J. Griffin and B. T. Golding.

J. Chem. Soc. Perkin Trans. 1 2002, 108-115.

Self-complementary metal complexes containing a DNA base pair
C. Price, B. R. Horrocks, A. Mayeux, M. R. J. Elsegood, W. Clegg and A. Houlton.
Angew. Chem. Int. Ed. 2002, 41, 1047-1049.

Iminophosphines: synthesis, formation of 2,3-dihydro-1H-benzo[1,3]azaphosphol-3-ium salts and
N-(pyridin-2-yl)-2-diphenylphosphinoylaniline, coordination chemistry and applications in
platinum group catalyzed Suzuki coupling reactions and hydrosilylations

S. Doherty, J. G. Knight, T. H. Scanlan, M. R. J. Elsegood and W. Clegg.

J. Organomet. Chem. 2002, 650, 231-248.

Metallocene—-DNA: synthesis, molecular and electronic structure and DNA incorporation of
C5-ferrocenylthymidine derivatives

A. Pike, L. C. Ryder, B. R. Horrocks, W. Clegg, M. R. J. Elsegood, B. A. Connolly and A. Houlton.

Chem. Eur. J. 2002, 8, 2891-2899.

Minor groove site coordination of adenine by platinum group metal ions: effects on basicity, base-pairing,
and electronic structure

D. Amantia, C. Price, M. A. Shipman, M. R. J. Elsegood, W. Clegg and A. Houlton.

Inorg. Chem. 2003, 42, 3047-3056.

Alkali metal-mediated Schlenk dimerization of a phosphorus-substituted alkene. Synthesis and crystal
structures of Li, Na and K derivatives of a phosphorus-stabilized butane-1,4-diide ligand

K. 1zod, W. McFarlane, B. V. Tyson, W. Clegg, R. W. Harrington and S. T. Liddle.

Organometallics 2003, 22, 3684—3690.

New 1- and 2-dimensional polymeric structures of cyanopyridine complexes of Ag' and Cu!
P. Lin, R. A. Henderson, R. W. Harrington, W. Clegg, C.-D. Wu and X.-T. Wu.
Inorg. Chem. 2004, 43, 181-188.

A sterically constrained bis(2,2":6',2"'-terpyridine) ligand
A. C. Benniston, W. Clegg, R. W. Harrington and P. Li.
Acta Cryst. 2004, E60, 02452—02454.
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Synthesis and characterization of a Mo/Ag/Rb heterotrimetallic cluster with double-cage architecture
P. Lin, W. Clegg, R. W. Harrington and R. A. Henderson.
Dalton Trans. 2005, 2349-2351.

Synthesis and structures of 5-(pyridyl)tetrazole complexes of Mn(ll)
P. Lin, W. Clegg, R. W. Harrington and R. A. Henderson.
Dalton Trans. 2005, 2388-2394.

Stabilization of a dialkylstannylene by unusual B—H...Sn y-agostic-type interactions. A structural,
spectroscopic, and DFT study

K. 1zod, W. McFarlane, B. V. Tyson, I. Carr, W. Clegg and R. W. Harrington.

Organometallics 2006, 25, 1135-1143.

Heteroleptic complexes of lanthanum(l11) and neodymium(l11) with oxygen- or nitrogen-functionalized
tris(triorganosilyl)methyl ligands

L. J. Bowman, K. Izod, W. Clegg and R. W. Harrington.

Organometallics 2006, 25, 2999-3006.

Amino-functionalised diarylphosphide complexes of the alkali metals and lanthanum
K. lzod, S. T. Liddle, W. Clegg and R. W. Harrington.
Dalton Trans. 2006, 3431-3437.

Conserved molecular architecture in polymetallic nucleobase complexes
D. Amantia, M. A. Shipman, C. Price, M. R. J. Elsegood, W. Clegg and A. Houlton.
Inorg. Chim. Acta 2006, 359, 3515-3520.

Modular synthesis of a new class of bis(amino-oxazoline) using palladium-catalyzed Buchwald-Hartwig
amination methodology

S. Doherty, J. G. Knight, C. H. Smyth, N. T. Sore, R. K. Rath, W. McFarlane, R. W. Harrington
and W. Clegg.

Organometallics 2006, 25, 4341-4350.

Heavier alkali metal complexes of a silicon- and phosphine-borane-stabilized carbanion
K. Izod, C. Wills, W. Clegg and R. W. Harrington.
Organometallics 2006, 25, 5326-5332.

Synthesis and structures of Ln(Il) and Ln(l11) dialkyls derived from Lnl, (Ln = Nd, Tm, Yb)
L. J. Bowman, K. Izod, W. Clegg and R. W. Harrington.
Organometallics 2007, 26, 2646-2651.

Structure-based design of 2-arylamino-4-cyclohexylmethoxy-5-nitroso-6-aminopyrimidine inhibitors of
cyclin-dependent kinase 2

F. Marchetti, K. L. Sayle, J. Bentley, W. Clegg, N. J. Curtin, J. A. Endicott, B. T. Golding, R. J. Griffin,
K. Haggerty, R. W. Harrington, V. Mesguiche, D. R. Newell, M. E. M. Noble, R. J. Parsons,
D. J. Pratt, L. Z. Wang and I. R. Hardcastle.

Org. Biomol. Chem. 2007, 5, 1577-1585.

Alkali metal complexes of a phosphine—borane-stabilised carbanion: influence of co-ligands on structure
K. 1zod, C. Wills, W. Clegg and R. W. Harrington.
Dalton Trans. 2007, 3669-3675.

Quinoline and pyridopyrimidinone inhibitors of DNA-dependent protein kinase

0. R. Barbeau, C. Cano-Soumillac, R. J. Griffin, I. R. Hardcastle, G. C. M. Smith, C. Richardson,
W. Clegg, R. W. Harrington and B. T. Golding.

Org. Biomol. Chem. 2007, 5, 2670-2677.
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A spectroscopic study of the reduction of geometrically restrained viologens
A. C. Benniston, A. Harriman, P. Li, J. P. Rostron, R. W. Harrington and W. Clegg.
Chem. Eur. J. 2007, 13, 7838—7851.

Metalation of trimethylphosphine—borane. Unexpected reactivity of a simple phosphine—borane-stabilized
carbanion toward siloxanes

K. 1zod, C. Wills, W. Clegg and R. W. Harrington.

Organometallics 2007, 26, 2861-2866.

Synthesis and reactivity of the methoxozirconium pentatungstate ("BusN)s[{(u-MeO)ZrWsOis}:]: insights
into proton-transfer reactions, solution dynamics, and assembly of {ZrWs01s}* building blocks

R. J. Errington, S. S. Petkar, P. S. Middleton, W. McFarlane, W. Clegg, R. A. Coxall
and R. W. Harrington.

J. Am. Chem. Soc. 2007, 129, 12181-12196.

Non-aqueous synthetic methodology for TiWs polyoxometalates: protonolysis of [(MeO)TiWsO1s]*>~ with
alcohols, water and phenols

R. J. Errington, S. S. Petkar, P. S. Middleton, W. Clegg, R. A. Coxall and R. W. Harrington.

Dalton Trans. 2007, 5211-5222.

Efficient asymmetric carbonyl-ene reactions catalyzed by platinum metal Lewis acid complexes of
conformationally flexible NUPHOS diphosphines: a comparison with BINAP

S. Doherty, J. G. Knight, C. H. Smyth, R. W. Harrington and W. Clegg.

Organometallics 2007, 26, 6453-6461.

In situ formation of heterobimetallic salen complexes containing titanium and/or vanadium ions
Y. N. Belokon’, W. Clegg, R. W. Harrington, M. North and C. Young.
Inorg. Chem. 2008, 47, 3801-3814.

A donor—acceptor molecular dyad showing multiple electronic energy-transfer processes in crystalline
and amorphous states

A. C. Benniston, G. Copley, A. Harriman, D. B. Rewinska, R. W. Harrington and W. Clegg.

J. Am. Chem. Soc. 2008, 130, 7174-7175.

Elecrochemically and photochemically active palladium(ll) heterotopic metallacalix[3]arenes

M. A. Galindo, A. Houlton, W. Clegg, R. W. Harrington, J. Dobado, F. Santoyo-Gonzalez, F. Linares,
M. Angustias Romero and J. A. R. Navarro.

Chem. Commun. 2008, 3735-3737.

Agostic-type B—H...Pb interactions stabilize a dialkylplumbylene. Structure of and bonding in
[{nPr,P(BH3)}(MesSi)CCH2].Pb

K. I1zod, W. McFarlane, C. Wills, W. Clegg and R. W. Harrington.

Organometallics 2008, 27, 43864394

Mechanism-guided development of VO(salen)X complexes as catalysts for the asymmetric synthesis of
cyanohydrin trimethylsilyl ethers

Y. N. Belokon, W. Clegg, R. W. Harrington, V. I. Maleev, M. North, M. O. Pujol, D. L. Usanov
and C. Young.

Chem. Eur. J. 2009, 15, 2148-2165.

Self-assembly of a bis(adeninyl)-Cu(l) complex: a cationic nucleobase duplex mimic

M. A. Galindo, D. Amantia, W. Clegg, R. W. Harrington, R. J. Eyre, J. P. Goss, P. R. Briddon,
W. McFarlane and A. Houlton.

Chem. Commun. 2009, 2833-2835.
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Probing metal-ion purine interactions at DNA minor-groove sites

M. A. Galindo, D. Amantia, A. M. Martinez, W. Clegg, R. W. Harrington, V. M. Martinez
and A. Houlton.

Inorg. Chem. 2009, 48, 10295-10303.

Reactions of Pd(Il) with chelate-tethered 2,6-diaminopurine derivatives: N3-coordination and reaction of
the purine system

M. A. Galindo, D. Amantia, A. Martinez-Martinez, W. Clegg, R. W. Harrington, V. Moreno Martinez
and A. Houlton.

Inorg. Chem. 2009, 48, 11085-11091.

Cofacial boron dipyrromethene (Bodipy) dimers: synthesis, charge delocalization, and exciton coupling
A. C. Benniston, G. Copley, A. Harriman, D. Howgego, R. W. Harrington and W. Clegg.
J. Org. Chem. 2010, 75, 2018-2027.

Cyclic carbonates as sustainable solvents for proline-catalysed aldol reactions
W. Clegg, R. W. Harrington, M. North, F. Pizzato and P. Villuendas.
*Tetrahedron: Asymmetry 2010, 21, 1262-1271.

A bimetallic aluminum(salen) complex for the synthesis of 1,3-oxathiolane-2-thiones and
1,3-dithiolane-2-thiones

W. Clegg, R. W. Harrington, M. North and P. Villuendas.

*J. Org. Chem. 2010, 75, 6201-6207.

Kinetic and theoretical studies on the protonation of [Ni(2-CsHiN){PhP(CH.CH:PPh,),}]*: nitrogen
versus sulfur as the protonation site

A. L. Petrou, A. D. Koutselos, H. S. Wahab, W. Clegg, R. W. Harrington and R. A. Henderson.

Inorg. Chem. 2011, 50, 847-857.

Catalysts and solvents for sustainable organic chemistry
W. Clegg, R. W. Harrington and M. North.
*Diamond Light Source Annual Review 2010-2011, 86-87.

Photoinduced charge shift and charge recombination through an alkynyl spacer for an expanded
acridinium-based dyad

A. C. Benniston, J. Hagon, X. He, H. Lemmetyinen, N. V. Tkachenko, W. Clegg and R. W. Harrington.

Phys. Chem. Chem. Phys. 2012, 14, 3194-3199.

Air-stable, highly fluorescent primary phosphanes
L. H. Davies, B. Stewart, R. W. Harrington, W. Clegg and L. J. Higham.
*Angew. Chem. Int. Ed. 2012, 51, 4921-4924.

Diastereoselective intermolecular ene reactions: synthesis of 4,5,6,7-tetrahydro-1H-benzo[d]imidazoles
L. J. Watson, R. W. Harrington, W. Clegg and M. J. Hall.
*0Org. Biomol. Chem. 2012, 10, 6649-6655.

Effect on charge transfer and charge recombination by insertion of a naphthalene-based bridge in
molecular dyads based on borondipyrromethene (Bodipy)

A. C. Benniston, S. Clift, J. Hagon, H. Lemmetyinen, N. V. Tkachenko, W. Clegg and R. W. Harrington.

*ChemPhysChem 2012, 13, 3672-3681.
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Synthesis and stability of 3-hydroxyanagrelide, a biologically potent metabolite of anagrelide

R. B. Scott, C. M. Downey, K. P. Healey, A. P. Henderson, C. L. Robinson, W. Clegg, R. W. Harrington,
R. Franklin and B. T. Golding.

Heterocycles 2012, 86, 1637-1646.

Phosphido-borane and phosphido-bis(borane) complexes of the alkali metals, a comparative study
K. 1zod, J. M. Watson, W. Clegg and R. W. Harrington.
Inorg. Chem. 2013, 52, 1466-1475.

Electron-rich trialkyl-type dihydro-KITPHOS monophosphines: efficient ligands for palladium-catalyzed
Suzuki—Miyaura cross-coupling. Comparison with their biaryl-like KITPHOS monophosphine
counterparts

S. Doherty, J. G. Knight, M. Mumby, N. A. B. Ward, D. M. Bittner, C. Wills, W. McFarlane, W. Clegg
and R. W. Harrington.

*Qrganometallics 2013, 32, 1773-1788.

Light-induced rearrangement of thioether-substituted phosphanide ligands: scope and limitations of a
remarkable isomerization

K. 1zod, E. R. Clark, P. Foster, R. J. Percival, I. M. Riddlestone, W. Clegg and R. W. Harrington.

*Chem. Eur. J. 2013, 19, 6094-6107.

Coordination chemistry of 6-thioguanine derivatives with cobalt: toward formation of electrical
conductive one-dimensional coordination polymers

P. Amo-Ochoa, S. S. Alexandre, S. Hribesh, M. A. Galindo, O. Castillo, C. J. Gdmez-Garcia, A. R. Pike,
J. M. Soler, A. Houlton, R. W. Harrington, W. Clegg and F. Zamora.

*Inorg. Chem. 2013, 52, 5290-5299 and 7306.

Axially Chiral BODIPYs

R. I. Lerrick, T. P. L. Winstanley, K. Haggerty, C. Wills, W. Clegg, R. W. Harrington, P. Bultinck,
W. Herrebout, A. C. Benniston and M. J. Hall.

*Chem. Commun. 2014, 50, 4714-4716.

A simple method for desymmetrizing 1,1'-ferrocenedicarboxaldehyde
A. C. Benniston, D. Sirbu, C. Turta, M. R. Probert and W. Clegg.
*Tetrahedron Lett. 2014, 55, 3777-3780.

BR,BodPR:: highly fluorescent alternatives to PPhs and PhPCy-
L. H. Davies, R. W. Harrington, W. Clegg and L. J. Higham.
*Dalton Trans. 2014, 43, 13485-13499.

Synthesis, molecular structure and properties of a ferrocene-based difluoropyrrolo-oxaborole derivative
A. C. Benniston, D. Sirbu, C. Turta, M. R. Probert and W. Clegg.
*Eur. J. Inorg. Chem. 2014, 6212-6219.

Mechanisms and rates of proton transfer to coordinated carboxydithioates: studies on
[Ni(S2CR){PhP(CH.CH:ppH2).}]* (R = Me, Et, Bu" or Ph)

A. Alwaaly, W. Clegg, R. A. Henderson, M. R. Probert and P. G. Waddell.

*Dalton Trans. 2015, 44, 3307-3317.

Homoleptic and heteroleptic ruthenium(Il) complexes based on 2,6-bis(quinolin-2-yl)pyridine ligands —
multiple-charged-state modules for potential density memory storage

I. Marin, C. Turta, A. C. Benniston, R. W. Harrington and W. Clegg.

*Eur. J. Inorg. Chem. 2015, 786-793.
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Circularly polarized luminescence from helically chiral N,N,O,0O-boron-chelated dipyrromethenes

R. B. Alnoman, S. Rihn, D. C. O’Connor, F. A. Black, B. Costello, P. G. Waddell, W. Clegg, R. D.
Peacock, W. Herrebout, J. G. Knight and M. J. Hall.

*Chem. Eur. J. 2016, 22, 93-96.

High-throughput screening and hit validation of extracellular-related kinase 5 (ERKS) inhibitors

S. M. Myers, R. H. Bawn, L. C. Bisset, T. J. Blackburn, B. Cottyn, L. Molyneux, A.-C. Wong, C. Cano,
W. Clegg, R. W. Harrington, H. Leung, L. Rigoreau, S. Vidot, B. T. Golding, R. J. Griffin,
T. Hammonds, D. R. Newell and I. R. Hardcastle.

ACS Comb. Sci. 2016, 18, 444-455.

Synthesis of pentacyclic pyrrolo[3,4-a]carbazole-1,3(2H)-diones via an intermolecular Diels-Alder,
intramolecular carbonyl-ene reaction strategy

M. Abualnaja, P. G. Waddell, W. Clegg and M. J. Hall.

*Tetrahedron 2016, 72, 5798-5806.

Remote substituent effects on the structures and stabilities of P=E r-stabilized diphosphatetrylenes
(R2P):E (E = Ge, Sn)

K. Izod, P. Evans, P. G. Waddell and M. R. Probert.

*Inorg. Chem. 2016, 55, 10510-10522.

Coinage metal complexes of phosphonate analogues of 2-diphenylphosphino-1,1’-binaphthyl (H-MOP)
and 2-diphenylphosphino-2'-methoxy-1,1'-binaphthyl (MeO-MOP)

J. T. Fleming, P. G. Waddell, M. R. Probert, W. Clegg and L. J. Higham.

*Eur. J. Inorg. Chem. 2017, 2837-2844.

Production of 17-O-demethyl-geldanamycin, a cytotoxic ansamycin polyketide, by Streptomyces
hygroscopicus DEM20745

A. Baksh, B. Kepplinger, H. A. Isah, M. R. Probert, W. Clegg, C. Wills, M. Goodfellow, J. Errington,
N. Allenby and M. J. Hall.

*Nat. Prod. Res. 2017, 31, 1895-1900.

Mode of action of kanglemycin A, an ansamycin natural product that is active against rifampicin-resistant
Mycobacterium tuberculosis

H. Mosaei, V. Molodtsov, B. Kepplinger, J. Harbottle, C. W. Moon, R. E. Jeeves, L. Ceccaroni, Y. Shin,
S. Morton-Laing, E. C. L. Marrs, C. Wills, W. Clegg, Y. Yuzenkova, J. D. Perry, J. Bacon,
J. Errington, N. E. E. Allenby, M. J. Hall, K. S. Murakami and N. Zenkin.

*Mol. Cell 2018, 72, 263-274.

Addressing the properties of “Metallo-DNA” with a Ag(I)-mediated supramolecular duplex

L. Mistry, O. El-Zubir, G. Dura, W. Clegg, P. G. Waddell, T. Pope, W. A. Hofer, N. G. Wright, B. R.
Horrocks and A. Houlton.

*Chem. Sci. 2019, 10, 3186-3195.

Hydrogen peroxide assisted photorelease of an anthraquinone-based ligand from

[Ru(2,2'-bipyridine)2(9,10-dioxo-9,10-dihydroanthracen-1-olate)]Cl in agueous solution
L. Zeng, D. Sirbu, P. G. Waddell, N. V. Tkachenko, M. R. Probert and A. C. Benniston.
*Dalton Trans. 2020, 49, 13243-13252.

Phosphido-bis(borane) complexes of the alkaline earth metals
K. Izod, J. M. Watson, R. W. Harrington and W. Clegg.
*Dalton Trans. 2021, 50, 1019-1024.

Diastereoselective rearomative etherifications and aminations of 2,3,9,9a-tetrahydro-1H-carbazoles
M. M. Abualnaja, J. Cowell, J. D. Jolliffe, C. Wills, P. G. Waddell, W. Clegg and M. J. Hall.
*Tetrahedron 2021, 89, 132144,
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107.
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Discovery, isolation, heterologous expression and mode-of-action studies of the antibiotic polyketide
tatiomicin from Amycolatopsis sp. DEM30355

B. Kepplinger, L. Mardiana, J. Cowell, S. Morton-Laing, Y. Dashti, C. Wills, E. C. L. Marrs, J. D. Perry,
J. Gray, M. Goodfellow, J. Errington, M. R. Probert, W. Clegg, J. Bogaerts, W. Herrebout, N. E. E.
Allenby and M. J. Hall.

*Scientific Reports 2022, 12, 15579.

Can you SQUEEZE an ion? And if not, why not?
W. Clegg.
Acta Cryst. 2022, A78, a67.

Alkali metal complexes of phosphine—borane-substituted benzyl ligands and their application in the
synthesis of B-H:--Sn stabilized dialkylstannylenes

A. M. Madlool, A. Alwaaly, C. M. Dixon, P. G. Waddell, W. Clegg, M. R. Probert, R. W. Harrington and
K. Izod.

*Qrganometallics 2024, 43, 164-173.

Synthesis and crystal structure of a silver(l) 6-methylmercaptopurine riboside complex
L. L. G. Al-Mahamad and W. Clegg.
*Acta Cryst. 2024, C80, 80-84.

Synthesis and crystal structure of a nickel(ll) 2'-deoxy-6-thioguanosine nitrate complex
S. O. Hribesh, W. Clegg, R. W. Harrington, A. Houlton and A. R. Pike.
*Acta Cryst. 2025, C81, 165-169.

UK research collaborations

1009.

110.

111.

112.

Structures of [Ph CNSSN J>[Pt(mnt).] and [(p-CICsHs CNSSN ),CI][Pt(mnt).] (mnt =
maleonitriledithiolato ligand)

W. Clegg, S. L. Birkby, A. J. Banister, J. M. Rawson, S. T. Wait, P. Rizkallah, M. M. Harding
and A. J. Blake.

Acta Cryst. 1994, C50, 28-33.

Macropolyhedral boron-containing cluster chemistry. Assessment of the possibilities of thermolytic
mixed-cluster fusion, and of the use of synchrotron X-radiation for the examination of small single
crystals of metallaboranes. Isolation and structure of eighteen-vertex
[7-(CO)-7,7-(PMeg)z-syn-7-lrBl7H20]

J. Bould, W. Clegg, J. D. Kennedy, S. J. Teat and M. Thornton-Pett.

J. Chem. Soc. Dalton Trans. 1997, 2005—-2007.

Structure of templated microcrystalline DAF-5 (Coo.28Alo.72PO4C10H20N2) determined by synchrotron-
based diffraction methods

G. Sankar, J. K. Wyles, R. H. Jones, J. M. Thomas, C. R. A. Catlow, D. W. Lewis, W. Clegg, S. J. Coles
and S. J. Teat.

Chem. Commun. 1998, 117-118.

Macropolyhedral boron-containing cluster chemistry. Mixed and multiple cluster fusion in platinaborane
chemistry and the structure of [(PMe;Ph),PtB1sH17PtB1oH11(PMe,Ph)] as determined by
synchrotron X-ray diffraction analysis

J. Bould, W. Clegg, J. D. Kennedy and S. J. Teat.

J. Chem. Soc. Dalton Trans. 1998, 2777-2778.
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122.
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Synthesis, crystal structure, and electronic structure of a 5,15-dialkylidineporphyrin: a TCNQ/porphyrin
hybrid

I. M. Blake, H. L. Anderson, D. Beljonne, J.-L. Brédas and W. Clegg.

J. Am. Chem. Soc. 1998, 120, 10764—19765.

A novel titanium-oxygen ladder structure supported by calix[4]arene ligands, characterised by
synchrotron crystallography

W. Clegg, M. R. J. Elsegood, S. J. Teat, C. Redshaw and V. C. Gibson.

J. Chem. Soc. Dalton Trans. 1998, 3037-3040.

Crystal structure of an azo dye rotaxane
S. Anderson, W. Clegg and H. L. Anderson.
Chem. Commun. 1998, 2379-2380.

An in situ microcrystal X-ray diffraction study of the synthetic aluminophosphate zeotypes DAF-1 and
CoAPSO-44

G. Muncaster, G. Sankar, C. R. A. Catlow, J. M. Thomas, R. G. Bell, P. A. Wright, S. Coles, S. J. Teat,
W. Clegg and W. Reeve.

Chem. Mater. 1999, 11, 158-163.

An approach to megalo-boranes. Mixed and multiple cluster fusions involving iridaborane and
platinaborane cluster compounds. Crystal structure determinations by conventional and
synchrotron methods.

J. Bould, W. Clegg, S. J. Teat, L. Barton, N. P. Rath, M. Thornton-Pett and J. D. Kennedy.

Inorg. Chim. Acta 1999, 289, 95-124.

Two potential pyridine-borane oligomer and polymer building blocks. Structural characterisation of
[NC5H4.C5H4N.Blole.N05H4.CsH4N] and [Mezs.Blole.NC4H4N.Blole.SMez] by conventional
and synchrotron X-ray methods

M. G. S. Londesborough, C. Price, M. Thornton-Pett, W. Clegg and J. D. Kennedy.

Inorg. Chem. Commun. 1999, 2, 298-300.

Metallaborane reaction chemistry. Part 8. Phenylacetylene trimerisation by [6,6,6-(PPhs).H- nido-6-
IrBoH13] and the structure of [2-(n®-CsHsPhs)- closo-2-1rBsHg-10-(PPhs)] by synchrotron X-ray
diffraction analysis

J. Bould, W. Clegg, T. R. Spalding and J. D. Kennedy.

Inorg. Chem. Commun. 1999, 2, 315-318.

Macropolyhedral boron-containing cluster chemistry. Further progress beyond the icosahedron.
July 1999

J. Bould, D. L. Ormsby, H.-J. Yao, C.-H. Hu, J. Sun, R.-S. Jin, S. L. Shea, W. Clegg, T. Jelinek,
N. P. Rath, M. Thornton-Pett, R. Greatrex, P.-J. Zheng, L. Barton, B. Stibr and J. D. Kennedy.

Contemporary Boron Chemistry, edited by M. Davidson, A. K. Hughes, T. B. Marder and K. Wade,
Royal Society of Chemistry, Cambridge, 2000, 171-174.

B-frame supported bimetallics. ‘Composite cluster’ compounds and the structures of [2,7-(n>-CsMes)-
nido-2,7,8,6-1r,CSBgHs] and its 9-chloro derivative. Synchrotron and conventional X-ray studies

P. A. Cooke, C. O’Dowd, M. G. S. Londesborough, J. Holub, B. Stibr, M. Thornton-Pett, W. Clegg,
S.J. Teat and J. D. Kennedy.

J. Organomet. Chem. 2000, 614-615, 57-60.

Synthesis of fluorescent stilbene and tolan rotaxanes by Suzuki coupling

C. A. Stanier, M. J. O’Connell, W. Clegg and H. L. Anderson.
Chem. Commun. 2001, 493-494.
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Synthesis and structural characterisation of [Mo(NNPh2)(NPhz)(mesityl)2(OCsFs)] and
{[W(NNPh2)(NPh2)(OSiMes)]2(u-Cl)2(u-0)}: isodiazene complexes with bulky amide groups
arising via N-N bond cleavage

C. Redshaw, W. Clegg and M. R. J. Elsegood.

Polyhedron 2001, 20, 119-123.

Isomeric icosaboranes BagHas: the synchrotron structure of 1,1'-bis(nido-decaboranyl)
J. Bould, W. Clegg, J. D. Kennedy and S. J. Teat.
Acta Cryst. 2001, C57, 779-780.

Triple linking of the decaboranyl cluster. Structure of [(SMe2).BiocH10(B1oH13)2] as determined by
synchrotron X-ray diffraction analysis

J. Bould, U. Dérfler, W. Clegg, S. J. Teat, M. Thornton-Pett and J. D. Kennedy.

Chem. Commun. 2001, 1788-17809.

Making conjugated connections to porphyrins: a comparison of alkyne, alkene, imine and azo links
T. E. O. Screen, I. M. Blake, L. H. Rees, W. Clegg, S. J. Borwick and H. L. Anderson.
J. Chem. Soc. Perkin Trans. 1 2002, 320-329.

Structural chemistry of arachno-nonaboranes

J. Bould, R. Greatrex, J. D. Kennedy, D. L. Ormsby, M. G. S. Londesborough, K. L. F. Callaghan,
M. Thornton-Pett, T. R. Spalding, S. J. Teat, W. Clegg, H. Fang, N. P. Rath and L. Barton.

J. Am. Chem. Soc. 2002, 124, 7429-7439.

Monocarbaborane anion chemistry. The substantiation of the C-arylated [PhCBsHg]~ seven-vertex closo
cluster anion by single-crystal synchrotron X-ray diffraction analysis

A. Franken, D. L. Ormshy, C. A. Kilner, W. Clegg, M. Thornton-Pett and J. D. Kennedy.

J. Chem. Soc. Dalton Trans. 2002, 2807—2808.

Macropolyhedral boron-containing cluster chemistry. Models for intermediates en route to globular and
discoidal megaloborane assemblies. Structures of [nido-BioH12(nido-BsHs)-] and
[(CH2CH2CsH4N)-arachno-BioH10(NCsH4-closo-C2B1oH10] as determined by synchrotron X-ray
diffraction analysis

J. Bould, M. G. S. Londesborough, D. L. Ormsby, J. A. H. MacBride, K. Wade, C. A. Kilner, W. Clegg,
S. J. Teat, M. Thornton-Pett, R. Greatrex and J. D. Kennedy.

J. Organomet. Chem. 2002, 657, 256-261.

Complexes of heterocyclic thiones and group 12 metals: Part VI. Preparation and characterisation of
complexes of cadmium(Il) halides with 1-methylimidazoline-2(3H)-thione, 1,3-thiazolidine-2-
thione and 1,3-benzothiazoline-2-thione. Crystal structures of polymeric (1,3-thiazolidine-2-
thione)cadmium(ll) chloride, bis(1,3-thazolidine-2-thione)cadmium(l1) iodide and monomeric
bis(1-methylimidazoline-2(3H)-thione)cadmium(ll) bromide

N. A. Bell, W. Clegg, S. J. Coles, C. P. Constable, R. W. Harrington, M. B. Hursthouse, M. E. Light,
E. S. Raper, C. Sammon and M. R. Walker.

Inorg. Chim. Acta 2004, 357, 2091-2099.

Monocarbaborane anion chemistry. {COOH?}, {CH,OH} and {CHO} units as functional groups on ten-
vertex monocarbaborane anionic compounds

A. Franken, M. J. Carr, W. Clegg, C. A. Kilner and J. D. Kennedy.

Dalton Trans. 2004, 3552—-3561.

Structural chemistry of halogenated monocarbaboranes: the extended structures of Cs[1-HCByH4Brs],
CS[l-HCBuHsCle] and CS[l-HCBanBI’e]

A. Franken, N. J. Bullen, T. Jelinek, M. Thornton-Pett, S. J. Teat, W. Clegg, J. D. Kennedy
and M. J. Hardie.

New. J. Chem. 2004, 28, 1499-1505.
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Synthesis and crystal structure of a push-pull quinoidal porphyrin: a nanoporous framework assembled
from cyclic trimer aggregates

M. J. Smith, W. Clegg, K. A. Nguyen, J. E. Rogers, R. Pachter, P. A. Fleitz and H. L. Anderson.

Chem. Commun. 2005, 2433—-2435.

Polyhedral monocarbaborane chemistry. Reactions of the [6-Ph-nido-6-CBgHa1]™ anion with two-electron
donors to yield a series of neutral arachno and closo ten-vertex monocarbaborane derivatives

N. J. Bullen, A. Franken, C. A. Kilner, S. J. Teat, W. Clegg and J. D. Kennedy.

J. Organomet. Chem. 2005, 690, 2815-2828.

Alkali-metal-mediated zincation of ferrocene: synthesis, structure, and reactivity of a lithium tmp/zincate
reagent

H. R. L. Barley, W. Clegg, S. H. Dale, E. Hevia, G. W. Honeyman, A. R. Kennedy and R. E. Mulvey.

Angew. Chem. Int. Ed. 2005, 44, 6018-6021.

Two complexes of copper(ll) salts with 5-amino-3-(pyrid-2-yl)-1H-pyrazole, the prototype for a new
class of ditopic ligand

C. M. Pask, K. D. Camm, N. J. Bullen, M. J.Carr, W. Clegg, C. A. Kilner and M. A.Halcrow.

Dalton Trans. 2006, 662—664.

Polyhedral iridaborane chemistry: elements of the ten-vertex closo-isonido-isocloso continuum.
Molecular structures of [(PPhs)zH“’BgHg(PPhs)], [(PPh3)(thPCeH4)|ngH7(PPh3)],
[(PPh3)(Ph2PC6H4)H|I’BgH7C|(PPh3)], [(PPhs)(thPCeH4)H|ngH6(PPh3)2] and
[(PPhs)(thPC5H4)H|I’BgH12]

J. Bould, W. Clegg and J. D. Kennedy.

Inorg. Chim. Acta 2006, 359, 3723-3735.

Solution, solid phase and computational structures of apicidin and its backbone-reduced analogs
M. Kranz, P. J. Murray, S. Taylor, R. J. Upton, W. Clegg and M. R. J. Elsegood.
J. Peptide Sci. 2006, 12, 383-388.

Macropolyhedral boron-containing cluster chemistry. Cluster opening and B-frame rearrangement in the
reaction of BigHzo with [{(IrClz(n®-CsMes)}.]. Synchrotron X-ray structures of
{[(1’]5-C5Mes)2|I’zBleH17C|] and [(1’]5-C5Mes)z|rzBleH15C|]V

M. J. Carr, S. D. Perera, T. Jelinek, C. A. Kilner, W. Clegg, B. Stibir and J. D. Kennedy.

Dalton Trans. 2006, 5221-5224.

Polyhedral monocarbaborane chemistry. Some C-phenylated seven, eight, nine, ten, eleven and twelve-
vertex species

A. Franken, T. Jelinek, R. G. Taylor, D. L. Ormsby, C. A. Kilner, W. Clegg and J. D. Kennedy.

Dalton Trans. 2006, 5753-5769.

Macropolyhedral boron-containing cluster chemistry. The unique nido-five-vertex-<B,>-nido-ten-vertex
conjuncto structure of [(n°-CsMes).Rh,B11His] via an unexpected cluster-dismantling
M. J. Carr, S. D. Perera, T. Jelinek, B. Stibr, W. Clegg, C. A. Kilner and J. D. Kennedy.

Macropolyhedral boron-containing cluster chemistry. [S:B1sH17]7, @ new eighteen-vertex thiaboron anion
M. J. Carr, W. Clegg, J. D. Kennedy, M. Londesborough and C. A. Kilner.

Coll. Czech. Chem. Commun. 2010, 75, 807-812.

Chem. Commun. 2007, 3559-3561.

Nine-vertex metallaborane chemistry. Preparation and characterisation of [1,1,1-(PMes);H-isocloso-
IrBsH7-8-X], where X = H or ClI

J. Bould, R. W. Harrington, W. Clegg and J. D. Kennedy.

J. Organomet. Chem. 2012, 721722, 155-163.
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144. 1someric and chemical consequences of the direct magnesiation of 1,3-benzoazoles using B-diketiminate-
stabilized magnesium bases
S. E. Baillie, V. L. Blair, T. D. Bradley, W. Clegg, J. Cowan, R. W. Harrington, A. Hernan-Gémez,
A. R. Kennedy, Z. Livingstone and E. Hevia.
*Chem. Sci. 2013, 4, 1895-1905.

145. Ditopic bis-terdentate cyclometallating ligands and their highly luminescent dinuclear iridium(l11)
complexes
P.-H. Lanoé, C. M. Tong, R. W. Harrington, M. R. Probert, W. Clegg, J. A. G. Williams
and V. N. Kozhevnikov.
*Chem. Commun. 2014, 50, 6831-6834.

146. Two alternative approaches to access mixed hydride-amido zinc complexes: synthetic, structural and
solution implications
A. J. Roberts, W. Clegg, A. R. Kennedy, M. R. Probert, S. D. Robertson and E. Hevia
*Dalton Trans. 2015, 44, 8169-8177.

147. Assessing the reactivity of sodium alkyl-magnesiates towards quinaxoline: single electron transfer (SET)
vs. nucleophilic alkylation processes
Z. Livingstone, A. Hernandez-Gomez, S. E. Baillie, D. R. Armstrong, L. M. Carella, W. Clegg,
R. W. Harrington, A. R. Kennedy, E. Rentschler and E. Hevia.
*Dalton Trans. 2016, 45, 6175-6182.

148. When two are better than one: bright phosphorescence from non-stereogenic dinuclear iridium(l11)
complexes
R. E. Daniels, S. Culham, M. Hunter, M. C. Durrant, M. R. Probert, W. Clegg, J. A. G. Williams
and V. N. Kozhevnikov.
*Dalton Trans. 2016, 45, 6949-6962.

149. Structural and mechanistic insights into s-block bimetallic catalysis: sodium magnesiate-catalyzed
guanylation of amines
M. De Tullio, A. Hernan-Gémez, Z. Livingstone, W. Clegg, A. R. Kennedy, R. W. Harrington, A.
Antifolo, A. Martinez, F. Carrillo-Hermosilla and E. Hevia.
*Chem. Eur. J. 2016, 22, 17646-17656.

150. Regioselective magnesiation of N-heterocyclic molecules: securing insecure cyclic anions by a -
diketiminate-magnesium clamp
L. Davin, R. McLellan, A. Hernan-Gomez, W. Clegg, A. R. Kennedy, M. Mertens, I. Stepek and
E. Hevia.
*Chem. Commun. 2017, 53, 3653-3656.

151. Utilising sodium-mediated ferration for regioselective functionalisation of fluoroarenes via C—H and C—F
bond activations
L. C. H. Maddock, T. Nixon, A. R. Kennedy, M. R. Probert, W. Clegg and E. Hevia.
*Angew. Chem. Int. Ed. 2018, 57, 187-191.

152. Substitution of the laser borane anti-B1sH22 with pyridine: a structural and photophysical study of some
unusually structured macropolyhedral boron hydrides
M. G. S. Londesborough, J. Dolansky, T. Jelinek, J. D. Kennedy, 1. Cisafova, R. D. Kennedy,
D. Roca-Sanjuan, A. Francés-Monerris, K. Lang and W. Clegg.
Dalton Trans. 2018, 47, 1709-1725.

153. Push—pull quinoidal porphyrins

M. J. Smith, I. M. Blake, W. Clegg and H. L. Anderson.
Org. Biomol. Chem. 2018, 16, 3648-3654.
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154. Structural and synthetic insights into pyridine homocouplings mediated by a B-diketiminato magnesium
amide complex
L. Davin, W. Clegg, A. R. Kennedy, M. R. Probert, R. McLellan and E. Hevia.
*Chem. Eur. J. 2018, 24, 14830-14835.

155. A regioselectively 1,1',3,3'-tetrazincated ferrocene complex displaying core and peripheral reactivity
G. W. Honeyman, D. R. Armstrong, W. Clegg, E. Hevia, A. R. Kennedy, R. McLellan, S. A. Orr,
J. A. Parkinson, D. L. Ramsay, S. D. Robertson, S. Towie and R. E. Mulvey.
Chem. Sci. 2020, 11, 6510-6520.

156. Macropolyhedral chalcogenaboranes: insertion of selenium into the isomers of BigHz2
J. Bould, M. G. S. Londesborough, M. Liteckd, R. Macias, S. L. Shea, T. D. McGrath, W. Clegg and J. D.
Kennedy.
Inorg. Chem. 2022, 61, 1899-1917.

International research collaborations

157. Extending knowledge on the nucleophilicity of the {Pt,S} core: Pho,PCH>CH:PPh; as an alternative
terminal ligand in [L2Pt(u-S).PtL2] metalloligands
M. Capdevila, Y. Carrasco, W. Clegg, R. A. Coxall, P. Gonzéalez-Duarte, A. Lledés and J. A. Ramirez
J. Chem. Soc. Dalton Trans. 1999, 3103-3113.

158. Unusual C-H allylic activation in the {Pt""(cod)} fragment bonded to a {Pt,(u-S).} core
R. Mas-Ballesté, P. A. Champkin, W. Clegg, P. Gonzalez-Duarte, A. Lledds and G. Ujaque.
Organometallics 2004, 23, 2522-2532.

159. Crystal structure of N,N’-bis(4-trifluoromethoxybenzylidene)ethylenediamine
M. H. Habibi, M. Montazerozohori, K. Barati, R. W. Harrington and W. Clegg.
Anal. Sci. 2007, 23, x47—x48.

160. N,N’-Bis(2-nitrocinnamaldehyde)ethylenediaminedichlorozinc(Il)
M. H. Habibi, M. Montazerozohori, A. Lalegani, R. W. Harrington and W. Clegg.
Anal. Sci. 2007, 23, x51-x52.

161. N,N’-Bis(2-nitrocinnamaldehyde)ethylenediaminedichlorozinc(ll)
M. H. Habibi, M. Montazerozohori, A. Lalegani, R. W. Harrington and W. Clegg.
Anal. Sci. 2007, 23, x51-x52.

162. Crystal structure of N,N’-bis(2-chlorobenzylidene)ethylenediamine
M. H. Habibi, M. Montazerozohori, K. Barati, R. W. Harrington, W. Clegg and J.-H. Choi.
Anal. Sci. 2007, 23, x117—x118.

163. Bis[N,N’-(2-chlorobenzylidene)ethylenediamine-2N,N"]Jcopper(l) dichloridocuprate(l) acetonitrile
solvate
M. H. Habibi, M. Montazerozohori, K. Barati, R. W. Harrington and W. Clegg.
Acta Cryst. 2007, C63, m592—-m594.

164. Metal-to-ligand ratio as a design factor in the one-pot synthesis of coordination polymers with [MS4Cun]
(M =W or Mo, n = 3 or 5) cluster nodes and a flexible pyrazole-based bridging ligand
A. Beheshti, W. Clegg, V. Nobakht and R. W. Harrington.
*Cryst. Growth Des. 2013, 13, 1023-1032.
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165. 5,5-Dimethyl-2,8-diphenyl-5H-dibenzo[b,f]silepin: a synchrotron study
W. Clegg, R. W. Harrington, L. G. Mercier and W. E. Piers.
*Acta Cryst. 2013, C69, 436-438.

166. Benzo[b]thiophene-fused boron and silicon ladder acenes
L. G. Mercier, W. E. Piers, R. W. Harrington and W. Clegg.
*Qrganometallics 2013, 32, 6820-6826.

167. Synthesis, characterization and crystal structures of the bidentate Schiff base
N,N’-bis(2-nitrocinnamaldehyde)ethylenediamine and its complex with CuNCS and
triphenylphosphane

W. Clegg, R. W. Harrington, K. Barati, M. H. Habibi, M. Montazerozohori and A. Lalegani.
Acta Cryst. 2015, C71, 578-583.

168. Macropolyhedral nickelaboranes from the metal-assisted fusion of KBgH14
M. G. S. Londesborough, R. Macias, J. D. Kennedy, W. Clegg and J. Bould.
*Inorg. Chem. 2019, 58, 13258-13267.

169. A series of ultra-efficient blue borane fluorophores
J. Bould, K. Lang, K. Kirakci, L. Cerdan, D. Roca-Sanjuan, A. Francés-Monerris, W. Clegg,
P. G. Waddell, M. Fuciman, T. Polivka and M. G. S. Londesborough.
*Inorg. Chem. 2020, 59, 17058-17070.
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170. Neutral [2]catenanes from oxidative coupling of n-stacked components
D. G. Hamilton, J. K. M. Sanders, J. E. Davies, W. Clegg and S. J. Teat.
Chem. Commun. 1997, 897—898.

171. Organically templated layered uranium(V1) phosphates: hydrothermal syntheses and structures of
[NHEts] [(UOZ)Z(POA)(HPOA)] and [NPM] [(UOz)g(PO4)(HPO4)2]
R. J. Francis, M. J. Drewitt, P. S. Halasyamani, C. Ranganathachar, D. O’Hare, W. Clegg and S. J. Teat.
Chem. Commun. 1998, 279-280.

172. Tandem hetero-catenation: templating and self-assembly in the mutual closure of two different
interlocking rings
D. G. Hamilton, N. Feeder, L. Prodi, S. J. Teat, W. Clegg and J. K. M. Sanders.
J. Am. Chem. Soc. 1998, 120, 1096-1097.

173. A highly n-stacked organic semiconductor for thin film transistors based on fused thiophenes
X.-C. Li, H. Sirringhaus, F. Garnier, A. B. Holmes, S. C. Moratti, N. Feeder, W. Clegg, S. J. Teat
and R. H. Friend.
J. Am. Chem. Soc. 1998, 120, 2206-2207.

174. Alkaline earth diazapentadienyl compounds: structure of
[Baz{(CeHll)NC(MG)CHC(MG)N(C6H11)}3{(SiMes)zN}]
W. Clegg, S. J. Coles, E. K. Cope and F. S. Mair.
Angew. Chem. Int. Ed. 1998, 37, 796-798.

175. 4-Cyano-4'-[(4R)-4,5-epoxypentyloxy]biphenyl: a pseudosymmetry problem solved with synchrotron
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W. Clegg, S. J. Coles, I. A. Fallis, P. M. Griffiths and S. J. Teat.
Acta Cryst. 1998, C54, 882-885.
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176. Response to steric constraint in azacryptate and related complexes of iron-(i1) and -(in)
F. A. Deeney, C. J. Harding, G. G. Morgan, V. McKee, J. Nelson, S. J. Teat and W. Clegg.
J. Chem. Soc. Dalton Trans. 1998, 1837-1843.

177. Nanoscale cages of manganese and nickel with “rock salt” cores
E. K. Brechin, W. Clegg, M. Murrie, S. Parsons, S. J. Teat and R. E. P. Winpenny.
J. Am. Chem. Soc. 1998, 120, 7365—7366.
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M. A. Camblor, M.-J. Diaz-Cabafias, J. Perez-Pariente, S. J. Teat, W. Clegg, I. J. Shannon, P. Lightfoot,
P. A. Wright and R. E. Morris.
Angew. Chem. Int. Ed. 1998, 37, 2122-2126.

179. Synthesis of RbsSc2(AsO.)s and its structure determination by synchrotron single crystal methods
W. T. A. Harrison, M. L. F. Phillips, W. Clegg and S. J. Teat.
J. Solid State Chem. 1998, 139, 299-303.

180. Unusual carbonyl and pentamethylcyclopentadienyl bonding modes in mixed rhodium-ruthenium clusters
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New. J. Chem. 1998, 1111-1117.
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182. Metallo-based cyclophanes and [2]catenanes. Towards molecular-scale functional assemblies
A. C. Benniston, P. R. Mackie, L. J. Farrugia, S. Parsons, W. Clegg and S. J. Teat.
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183. Kinetically inert cryptate systems: solid state and solution NMR studies
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J. Chem. Soc. Dalton Trans. 1999, 229-236.

184. An insight into ion-transport by calixarenes; the structure of the dipotassium complex of
p-tert-butylcalix[8]arene crystallised from a protogenic, coordinating solvent
[ethanol/diethylcarbonate (10:1)]

N. P. Clague, W. Clegg, S. J. Coles, J. D. Crane, D. J. Moreton, E. Sinn, S. J. Teat and N. A. Young.
Chem. Commun. 1999, 379-380.

185. The molecular structure and one-pot synthesis of [Li(thf)s-Sn(SiMes)s]
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J. Organomet. Chem. 1999, 573, 96-100.

186. Cluster build-up reactions via the ionic coupling of tetraosmium anions and the [RhCp*(NCMe);]**
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[0ssRN(p-H)2(CO)13(n°-Cp*)] and [OssRh2(u-H)2(CO)11(n*-Cp*)2] (Cp* = CsMes)

W. Clegg, N. Feeder, A. M. M. Castro, S. Nahar, P. R. Raithby, G. P. Shields and S. J. Teat.
J. Organomet. Chem. 1999, 573, 237-246.
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Preparation of [1,2,4]triazologquinazolinium betaines and molecular rearrangements of putative
[1,2,4]triazolo[4,3-a][1,3,5]triazinium betaines

D. L. Crabb, K. J. McCullough, P. N. Preston, G. M. Rosair, B. C. Bishop, S. H. B. Wright, W. Clegg
and S. Coles.

J. Chem. Soc. Perkin Trans. 1 1999, 1517-1525.
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J. Solid State Chem. 1999, 148, 433-437.
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A. C. Benniston, L. J. Farrugia, P. R. Mackie, P. Mallinson, W. Clegg and S. J. Teat.
Aust. J. Chem. 2000, 53, 707-713.
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A high yielding route to substituted piperidines via the aza-Diels-Alder reaction
P. D. Bailey, P. D. Smith, F. Pederson, W. Clegg, G. M. Rosair and S. J. Teat.
Tetrahedron Lett. 2002, 43, 1067-1070.
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S. T. Onions, S. L. Heath, D. J. Price, R. W. Harrington, W. Clegg and C. J. Matthews.
Angew. Chem. Int. Ed. 2004, 43, 1814-1817.

The synthesis, structure and ethene polymerisation catalysis of mono(salicylaldiminato) titanium and
zirconium complexes

D. A. Pennington, W. Clegg, S. J. Coles, R. W. Harrington, M. B. Hursthouse, D. L. Hughes, M. E. Light,
M. Schormann, M. Bochmann and S. J. Lancaster.

Dalton Trans. 2005, 561-571.

New titanium and zirconium complexes with M—NH; bonds formed by facile deprotonation of
HsN-B(CeFs)3
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Chem. Commun. 2005, 2044-2046.

Incorporation of fused tetrathiafulvalenes (TTFs) into polythiophene architectures: varying the
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R. Berridge, P. J. Skabara, C. Pozo-Gonzalo, A. Kanibolotsky, J. Lohr, J. J. W. McDouall,
E. J. L. Mclnnes, J. Wolowska, C. Winder, S. N. Sariciftci, R. W. Harrington and W. Clegg.
J. Phys. Chem. B 2006, 110, 3140-3152.

The synthesis, structure and ethene polymerization activity of octahedral heteroligated
(salicylaldiminato)(B-enaminoketonato)titanium complexes. The X-ray crystal structure of
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D. A. Pennington, R. W. Harrington, W. Clegg, M. Bochmann and S. J. Lancaster.

J. Organomet. Chem. 2006, 691, 3183-3188.
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199. Cationic terminal borylene complexes: interconversion of amino and alkoxy borylenes by an
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D. L. Kays, J. K. Day, S. Aldridge, R. W. Harrington and W. Clegg.
Angew. Chem. Int. Ed. 2006, 45, 3513-3516.
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Polyhedron 2007, 26, 2777-2785.

206. Multi-layered molecular charge-transfer salts containing alkali metal ions
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208. Metallic molecular crystals containing chiral or racemic guest molecules
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A group 13/group 17 analogue of CO and N2: coordinative trapping of the Gal molecule
N. D. Coombs, W. Clegg, A. L. Thompson, D. J. Willock and S. Aldridge.
J. Am. Chem. Soc. 2008, 130, 5449-5451.

Applying hot-stage microscopy to co-crystal screening: a study of nicotinamide with seven active
pharmaceutical ingredients

D. J. Berry, C. C. Seaton, W. Clegg, R. W. Harrington, S. J. Coles, P. N. Horton, R. Storey, W. Jones,
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D. R. Boyd and S. L. James.

Chem. Commun. 2008, 5538-5540.
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Chem. Commun. 2008, 5776-5778.

Cationic terminal gallylene complexes by halide abstraction: coordination chemistry of a valence
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L. Male, M. B. Hursthouse, D. J. Willock and S. Aldridge.

J. Am. Chem. Soc. 2008, 130, 16111-16124.

Further investigations into tetrahedral MsLs cage complexes containing guest anions: new structures and
NMR spectroscopic studies

I. S. Tidmarsh, B. F. Taylor, M. J. Hardie, L. Russo, W. Clegg and M. D. Ward.

New. J. Chem. 2009, 33, 366—375.

Synthesis of copper(l) complexes of N-heterocyclic carbene—phenoxyimine/amine ligands: structures of
mononuclear copper(ll), mixed-valence copper(l)/(I1), and copper(Il) cluster complexes

S. Simonovic, A. C. Whitwood, W. Clegg, R. W. Harrington, M. B. Hursthouse, L. Male
and R. E. Douthwaite.

Eur. J. Inorg. Chem. 2009, 1786-1795.

Electrochemical, spectroelectrochemical, and comparative studies of novel organic conjugated monomers
and polymers featuring the redox-active unit tetrathianaphthalene
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and W. Clegg.
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The highly regiospecific synthesis and crystal structure determination of 1,1'-2,5" substituted ring-locked
ferrocenes

A. Connell, P. J. Holliman, I. R. Butler, L. Male, S. J. Coles, P. N. Horton, M. B. Hursthouse, W. Clegg
and L. Russo.

J. Organomet. Chem. 2009, 694, 2020-2028.

Pyridine and benzonitrile adducts of bis(4-nonafluorobiphenyl)zinc
E. Martin, W. Clegg, R. W. Harrington, D. L. Hughes, M. B. Hursthouse, L. Male and S. J. Lancaster.
*Polyhedron 2010, 29, 405-413.

Expanded-ring and backbone-functionalised N-heterocyclic carbenes

M. Iglesias, D. J. Beetstra, K. J. Cavell, A. Dervisi, I. A. Fallis, B. Kariuki, R. W. Harrington, W. Clegg,
P. N. Horton, S. J. Coles and M. B. Hursthouse.

*Eur. J. Inorg. Chem. 2010, 1604-1607.

Synthesis and electropolymerization of hexadecyl functionalized bithiophene and thieno[3,2-b]thiophene
end-capped with EDOT and EDTT units

G. J. McEntee, P. J. Skabara, F. Vilela, S. Tierney, I. D. W. Samuel, S. Gambino, S. J. Coles,
M. B. Hursthouse, R. W. Harrington and W. Clegg.
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Synthesis and structure of pillared molybdates and tungstates with framework layers

J. L. Nicholls, S. E. Hulse, S. K. Callear, G. J. Tizzard, R. A. Stephenson, M. B. Hursthouse, W. Clegg,
R. W. Harrington and A. M. Fogg.
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S. Yang, A. C. Brooks, L. Martin, P. Day, M. Pilkington, W. Clegg, R. W. Harrington, L. Russo
and J. D. Wallis.

*Tetrahedron 2010, 66, 6977-6989.

Yb3O(OH)6Cl-2H-0: an anion-exchangeable hydroxide with a cationic inorganic framework structure
H. V. Goulding, S. E. Hulse, W. Clegg, R. W. Harrington, H. Y. Playford, R. I. Walton and A. M. Fogg.
*J. Am. Chem. Soc. 2010, 132, 13618-13620.

(2)-3-Chloromethylidene-5,6-dimethoxy-2-methyl-2,3-dihydro-1,2-benzothiazole 1,1-dioxide
J. P. Bassin, V. P. Shah, L. Martin, W. Clegg and R. W. Harrington.
Acta Cryst. 2011, E67, 012.

Self-assembly and charge transport properties of a benzobisthiazole end-capped with dihexyl
thienothiophene units

G. J. McEntee, F. Vilela, P. J. Skabara, T. D. Anthopoulos, J. G. Labram, S. Tierney, R. W. Harrington
and W. Clegg.

*J. Mater. Chem. 2011, 21, 2091-2097.

Unusual hybrid materials prepared by the oxidation of a ketone

D. L. Holden, H. V. Goulding, J. Bacsa, N. G. Berry, N. Greeves, R. A. Stephenson, R. W. Harrington,
W. Clegg and A. M. Fogg.

*Cryst. Growth Des. 2011, 11, 3013-3019.

Synthesis of a (piperazine-1-ylmethyl)biaryl library via microwave-mediated Suzuki-Miyaura
cross-couplings

J. Spencer, C. B. Baltus, N. J. Press, R. W. Harrington and W. Clegg.

*Tetrahedron Lett. 2011, 52, 3963-3968.
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Complexes of aryl-substituted porphyrins and naphthalenediimide (NDI): investigations by synchrotron
X-ray diffraction and NMR spectroscopy

L. H. Tong, P. Pengo, W. Clegg, J. P. Lowe, P. R. Raithby, J. K. M. Sanders and S. I. Pascu.

Dalton Trans. 2011, 40, 10833-10842.

Selective formation of a polar incomplete coordination cage induced by remote ligand substituents
N. Giri, W. Clegg, R. W. Harrington, P. N. Horton, M. B. Hursthouse and S. L. James.
Chem. Commun. 2012, 48, 4061-4063.

Ultra-fast co-sensitization and tri-sensitization of dye-sensitized solar cells with N719, SQ1 and
triarylamine dyes
P. J. Holliman, M. Mohsen, A. Connell, M. L. Davies, K. Al-Salihi, M. B. Pitak, G. J. Tizzard,
S. J. Coles, R. W. Harrington, W. Clegg, C. Serpa, O. H. Fontes, C. Charbonneau and M. J. Carnie.
*J. Mater. Chem. 2012, 22, 13318-13327.

Chiral Ag(l) and Pt(Il) complexes of ditopic NHC ligands: synthesis, structural and spectroscopic
properties

P. Marshall, R. L. Jenkins, W. Clegg, R. W. Harrington, S. K. Callear, S. J. Coles, I. A. Fallis
and A. Dervisi.
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X-ray crystal structures, packing behavior, and thermal stability studies of a homologous series of
n-alkyl-substituted polyhedral oligomeric silsesquioxanes

Y. El Aziz, A. R. Bassindale, P. G. Taylor, R. A. Stephenson, M. B. Hursthouse, R. W. Harrington
and W. Clegg.
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Synthesis and hydrolysis—condensation study of water-soluble self-assembled pentacoordinate
polysilylamides

M. Sohail, A. R. Bassindale, P. G. Taylor, A. A. Korlyukov, D. E. Arkhipov, L. Male, S. J. Coles,
M. B. Hursthouse, R. W. Harrington and W. Clegg.

*Qrganometallics 2013, 32, 1721-1731 and 2874.

Pentacoordinate silicon complexes with dynamic motion resembling a pendulum on the Sy2 reaction
pathway

M. Sohail, R. Panisch, A. Bowden, A. R. Bassindale, P. G. Taylor, A. A. Korlyukov, D. E. Arkhipov,
L. Male, S. Callear, S. J. Coles, M. B. Hursthouse, R. W. Harrington and W. Clegg.

*Dalton Trans. 2013, 42, 10971-10981.

Chiral radical-cation salts of BEDT-TTF containing a single enantiomer of tris(oxalato)aluminate(l11) and
-chromate(I11)

L. Martin, H. Akutsu, P. N. Horton, M. B. Hursthouse, R. W. Harrington and W. Clegg.

Eur. J. Inorg. Chem. 2015, 1865-1870.

New crystal packing arrangements in radical cation salts of BEDT-TTF with [Cr(NCS)e]* and
[CF(NCS)5(NH3)]27

A. C. Brooks, L. Martin, P. Day, W. Clegg, R. W. Harrington and J. D. Wallis.

Polyhedron 2015, 102, 75-81.
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Contrasting crystal packing arrangements in triiodide salts of radical cations of chiral
bis(pyrrolo[3,4-d])tetrathiafulvalenes

L. Martin, S. Yang, A. C. Brooks, P. N. Horton, L. Male, O. Moulfi, L. Harmand, P. Day, W. Clegg,
R. W. Harringtonand J. D. Wallis.

*CrystEngComm 2015, 17, 7354—7362.
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R. W. Harrington and I. R. Butler.
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A simple chemical model for clathrate hydrate inhibition by polyvinylcaprolactam
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