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Platts planar platinum complexes to DNA fragments 009-0560-2
3 J. A. Platts and K. NMR shielding as a probe of intermolecular Phys. Chem. Chem. Phys. | 11 10331-10339 2009 | 10.1039/b822560e
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C.]Jones, B. B. Iversen Nuclear Attractor in a Dimeric Magnesium(I) w
and A. Stasch Compound
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Lee, F. T. Chau and J. M. | spectrum of AsF2 and the photodetachment
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13 L. Varriale, N. Bhalla, N. | Near-infrared Spectroscopy of LiNH3: First J. Chem. Phys. 134 artno. 124304 2011 | 10.1063/1.3570824
M. Tonge, A. M. Ellis Observation of the Electronic Spectrum
and T. G. Wright
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Robertson, M. Green, R. | structures of tricyclo-P3(CBut)2Cl and P[triple
J. Kilby, C. A. Russell, C. | bond, length as m-dash]C-But determined by
Jones and D. W. H. electron diffraction and computational methods
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27 J. W. Emsley, P. Lesot, A. | The conformation and orientational order of a Phys. Chem. Chem. Phys. | 12 2895-2914 2010 | 10.1039/b915587b
Lesage, G. De Luca, D. 1,2-disubstituted ethane nematogenic molecule
Merlet and G. Pileio (I22) in liquid crystalline and isotropic phases
studied by NMR spectroscopy
28 G.De Luca, ]. W. Emsley, | A general strategy for obtaining 19F-19F and Phys. Chem. Chem. Phys. | 12 7968-7976 2010 | 10.1039/c002817g
E. Salager and A. Lesage | 13C-19F residual dipolar couplings in
perfluorocarbons from the NMR spectroscopy of
liquid crystalline samples
29 D. Cleland, G. H. Booth A study of electron affinites using the initiator J. Chem. Phys. 134 artno. 024112 2011 | 10.1063/1.3525712

and A. Alavi

approach to full configuration interaction
quantum Monte Carlo




30 G. H. Booth and A. Alavi | Approaching chemical accuracy using full J. Chem. Phys. 132 artno. 174104 2010 | 10.1063/1.3407895
configuration-interaction quantum Monte Carlo:
A study of ionization potentials
31 D. Cleland, G. H. Booth Survival of the Fittest: Accelerating convergence | ]J. Chem. Phys. 132 artno. 041103 2010 | 10.1063/1.3302277
and A. Alavi in full configuration-interaction Quantum Monte
Carlo
32 G. H. Booth, A.]. W. Fermion Monte Carlo without fixed nodes: a J. Chem. Phys. 131 artno. 054106 2009 | 10.1063/1.3193710
Thom and A. Alavi Game of Life, death and annihilation in Slater
Determinant space
33 D. Kumar, L. Tahsini, S. | Effect of porphyrin ligands on the regioselective | J. Phys. Chem. A 113 11713-11722 2009 | 10.1021/jp9028694
P.de Visser, H. Y. Kang, | dehydrogenation versus epoxidation of olefins
S.]. Kim and W. Nam by oxoiron(IV) mimics of cytochrome P450
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and S. P. de Visser complexes in cytochrome P450 enzymes: search
for an Fe(I) oxidation state
35 S. P. de Visser Trends in Substrate Hydroxylation Reactions by | J. Am. Chem. Soc. 132 1087-1097 2010 | 10.1021/ja908340j
Heme and Nonheme Iron(IV)-Oxo Oxidants Give
Correlations between Intrinsic Properties of the
Oxidant with Barrier Height
36 K. A. Prokop, S. P. de Unprecedented Rate Enhancements of Angew. Chem. Int. Ed. 49 5091-5095 2010 | 10.1002/anie.20100
Visser and D. P. Hydrogen-Atom Transfer to a Manganese(V)- 1172
Goldberg Oxo Corrolazine Complex
37 D. Kumar, B. What Factors Influence the Rate Constant of J. Am. Chem. Soc. 132 7656-7667 2010 | 10.1021/ja9106176
Karamzadeh, G. Substrate Epoxidation by Compound I of
Narahari Sastry and S. Cytochrome P450 and Analogous Iron(IV)-Oxo
P. de Visser Oxidants?
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Kumar, G. Narahari Force in Regioselectivity of Proline
Sastry, and S. P. de Hydroxylation by Prolyl-4-hydroxylase Enzymes
Visser
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L. Tahsini and W. Nam Aromatic Hydroxylation by Non-heme Iron(IV)- 0586
oxo Biomimetic Complexes
40 R. Latifi, L. Tahsini, B. Manganese substituted Compound I of Arch. Biochem. Biophys. 507 4-13 2011 | 10.1016/j.abb.2010.
Karamzadeh, N. Safari, cytochrome P450 biomimetics: A comparative 12.035
W. Nam and S. P. de reactivity study of Mn-V-oxo versus Mn-1V-oxo
Visser species
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M. Ellis and S. Yang

Residual Helium Attached to Diatomic Cations




and Their Clusters

42 A. M. Gardner, K. A. Theoretical Study of M+-RG Complexes (M = Ga, | J. Phys. Chem. A 115 6979-6985 2011 | 10.1021/jp1122079
Gutsmied], T. G. Wright, | In; RG = He-Rn)
E.P.F.Lee, W. H.
Breckenridge, S.
Rajbhandari, C. Y. N.
Chivone and L. A.
Viehland
43 A. Kerridge and N. Quantum Chemical Studies of the Hydration of Chem. Eur. J. 17 5060-5067 2011 | 10.1002/chem.2010
Kaltsoyannis Sr2+ in Vacuum and Aqueous Solution 03226
44 M. H. Palmer and 1. C. The electronic states of buta-1,3-diene studied Chem. Phys. 373 159-169 2010 | 10.1016/j.chemphys
Walker by ab initio configuration interaction and DFT .2010.04.016
methods, and electron energy loss spectroscopy
45 G. A. Guirgis, Z. Wang, ]. | The molecular structure of difluoroisocyanato J. Molec. Struct. 983 5-11 2010 | 10.1016/j.molstruc.
Lirjoni, M. H. Palmer, D. | silane: a combined microwave spectral and 2010.07.044
A. Obenchain, R. A. theoretical study
Peebles and S. A.
Peebles
46 K. Kubiak and P.A. Molecular Dynamics Simulations of Hen Egg J. Phys. Chem. B 113 12189-12200 2009 | 10.1021/jp901521x
Mulheran White Lysozyme Adsorption at a Charged Solid
Surface
47 K. Kubiak-Ossowska What Governs Protein Adsorption and Langmuir 26 7690-7694 2010 | 10.1021/1a101276v
and P.A. Mulheran Immobilization at a Charged Solid Surface?
48 K. Kubiak-Ossowska Mechanism of Hen Egg White Lysozyme Langmuir 26 15954-15965 2010 | 10.1021/1a102960
and P.A. Mulheran Adsorption on a Charged Solid Surface m
49 T.].Lin and P. ]. An ONIOM Study of the Spin Density Distribution | J. Phys. Chem. B 115 4227-4233 2011 | 10.1021/jp112163
0'Malley of the QA Site Plastosemiquinone in the w
Photosystem Il Reaction Center
50 E. Martin, R. L. Hydrogen bonding and spin density distribution | J. Am. Chem. Soc. 133 5525-5537 2011 | 10.1016/j.bbabio.20
Samoilova, K. V. in the Q(B) semiquinone of bacterial reaction 12.06.091
Narasimhulu, T.]. Lin, centers and comparison with the Q(A) site
P.]. 0'Malley, C. A. Colin
and S. Dikanov
51 K. Kubiak-Ossowska Multiprotein Interactions during Surface J. Phys. Chem. B 115 8891-8900 2011 | 10.1021/jp1121239
and P.A. Mulheran Adsorption: a Molecular Dynamics Study of
Lysozyme Aggregation at a Charged Solid
Surface
52 P. S. Zuchowski and J. Reactions of ultracold alkali-metal dimers Phys. Rev. A 81 060703(R) 2010 | 10.1103/PhysRevA.

M. Hutson
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53 P. S. Zuchowski, J. Ultracold RbSr molecules can be formed by Phys. Rev. Lett. 105 153201 2010 | 10.1103/PhysRevLe
Aldegunde and ]. M. magnetoassociation tt.105.153201
Hutson

54 T. W. Bentley and H. C. Solvolyses of Benzoyl Chlorides in Weakly Int. J. Mol. Sci. 12 4805-4818 2011 | 10.3390/ijms12084
Harris Nucleophilic Media 805

55 F. L. Mitchell, S. M. Tryptophan as a molecular shovel in the glycosyl | Biophysical J. 98 L38-L40 2010 | 10.1016/j.bpj.2010.
Miles, J. Neres, E. V. transfer activity of Trypanosoma cruzi trans- 01.006
Bichenkova and R. A. sialidase
Bryce

56 L. Kirker and N. Does covalency really increase across the 5f Dalton Trans. 40 124-131 2011 | 10.1039/c0dt01018
Kaltsoyannis series? A comparison of molecular orbital, a

natural population, spin and electron density
analyses of AnCp(3) (An = Th-Cm; Cp = eta(5)-
C(5)H(5))

57 M. C. R. Cockett, M. Isomer selective IR-UV depletion spectroscopy Phys. Chem. Chem. Phys. | 13 15633-15638 2011 | 10.1039/c1cp21545
Miyazaki, K. Tanabe of 4-fluorotoluene-NH3: evidence for pi-proton- k
and M. Fujii acceptor and linear hydrogen-bonded complexes

58 A. Kerridge and N. The coordination of Sr2+ by hydroxide: a density | Dalton Trans. 40 11258-11266 2011 | 10.1039/c1dt10883
Kaltsoyannis functional theoretical study b

59 C.Domene and S Furini | Molecular Dynamics Simulations of the TrkH Biochemistry 51 1559-1565 2012 | 10.1021/bi201586n

Membrane Protein

60 C. Boulho, P. Oulie, L. C-H Bond Activation of Benzene by Unsaturated | J. Am. Chem. Soc. 132 14239-14250 2010 | 10.1021/ja1061505
Vendier, M. Etienne, V. eta(2)-Cyclopropene and eta(2)-Benzyne
Pimienta, A. Locati, F. Complexes of Niobium
Bessac, F. Maseras, D. A.

Pantazis and J. E.
McGrady

61 C. Boulho, L. Vendier, M. | Aromatic versus Benzylic CH Bond Activation of | Organometallics 30 3999-4007 2011 | 10.1021/0m200199
Etienne, A. Locati, F. Alkylaromatics by a Transient eta(2)- e
Maseras and J. E. Cyclopropene Complex
McGrady

62 W. M. C. Sameera, C. J. | Onthe mechanism of water oxidation by a Dalton Trans. 40 3859-3870 2011 | 10.1039/c0dt01362
McKenzie and J. E. bimetallic manganese catalyst: A density e
McGrady functional study

63 E. M. Zueva, W. M. C. Experimental and Theoretical Mossbauer Study | Inorg. Chem. 50 1021-1029 2011 | 10.1021/ic101691q

Sameera, D. M. Pinero, 1.
Chakraborty, E. Devlin,
P. Baran, K. Lebruskova,
Y. Sanakis, . E. McGrady
and R. G. Raptis

of an Extended Family of [Fe(8)(mu(4)-
0)(4)(mu-4-R-px)(12)X(4)] Clusters




64 S. T. Mutter and J. A. Density functional theory studies of interactions | J. Phys. Chem. A 115 11293-11302 2011 | 10.1021/jp2049487
Platts of ruthenium-arene complexes with base pair
steps
65 S. Chakravorty, . A. Novel C-H center dot center dot center dot C Dalton Trans. 40 11605-11612 2011 | 10.1039/c1dt10948
Platts and B. K. Das contacts involving 3,5-dimethylpyrazole ligands k
in a tetracoordinate Co(Il) complex
66 R.]. Baker, P. E. Fluorine-Fluorine Interactions in the Solid State: | ]J. Phys. Chem. B 116 1435-1444 2012 | 10.1021/jp2099976
Colavita, D. M. Murphy, | An Experimental and Theoretical Study
J. A. Platts and J. D.
Wallis
67 J. Overgaard, C. Jones, D. | Experimental Charge Density Analysis of a Inorg. Chem. 50 8418-8426 2011 | 10.1021/ic2009946
Dange and J. A. Platts Gallium(I) N-Heterocyclic Carbene Analogue
68 L. McDyre, E. Carter, K. | Intramolecular Formation of a Cr(I)(bis-arene) Organometallics 30 4505-4508 2011 | 10.1021/0m200606
J. Cavell, D. M. Murphy, | Species via TEA Activation of 2
J. A. Platts, K. Sampford, | [Cr(CO)(4)(Ph(2)P(C(3)H(6))PPh(2))](+): An
B. D. Ward, W. F. EPR and DFT Investigation
Gabrielli, M. ]. Hanton
and D. M. Smith
69 R. M. Pinto, A. A. Dias, Thermal Decomposition of Methyl 2- J. Phys. Chem. A 115 8447-8457 2011 | 10.1021/jp2036845
M. L. Costa, P. Azidopropionate Studied by UV Photoelectron
Rodrigues, M. T. Barros, | Spectroscopy and Matrix Isolation IR
J. S. Ogden and J. M. Spectroscopy: Heterocyclic Intermediate vs
Dyke Imine Formation
70 D. K. W. Mok, E. P. F. Franck-Condon simulation, including J. Chem. Phys. 135 art. no. 124312 2011 | 10.1063/1.3640037
Lee, F. T. Chau and ]. M. | anharmonicity, of the photodetachment
Dyke spectrum of P(2)H(-): Restricted-spin coupled-
cluster single-double plus perturbative triple
and unrestricted-spin coupled-cluster single-
double plus perturbative triple-F12x potential
energy functions of P(2)H and P(2)H(-)
71 G. Copeland, M. V. A study of the alkene-ozone reactions, 2,3- Phys. Chem. Chem. Phys. | 13 17461-17473 2011 | 10.1039/c1cp21922
Ghosh, D. E. Shallcross, | dimethyl 2-butene + O(3) and 2-methyl propene g
C.]. Percival and . M. + 0(3), with photoelectron spectroscopy:
Dyke measurement of product branching ratios and
atmospheric implications
72 S. Beccaceci, N. Armata, | A study of the atmospherically important Phys. Chem. Chem. Phys. | 14 2399-2407 2012 | 10.1039/c2cp23392
J. S. Ogden, J. M. Dyke, L. | reactions of dimethylsulfide (DMS) with I-2 and d
Rhyman and P. ICl using infrared matrix isolation spectroscopy
Ramasami and electronic structure calculations
73 G. de Luca, J. W. Emsley, | The structure and conformations of mesogenic Lig. Cryst. 39 211-219 2012 | 10.1080/02678292.




A. Lesage and D. Merlet

molecules in the pre-transitional region of the
isotropic phase: 50CB and MBBA and their
mixture

2011.631043

74 D. Kumar, G. N. Sastry Effect of the Axial Ligand on Substrate Chem. Eur. J. 17 6196-6205 2011 | 10.1002/chem.2010
and S. P. de Visser Sulfoxidation Mediated by Iron(IV)-Oxo 03187
Porphyrin Cation Radical Oxidants
75 R. Latifi, L. Tahsini, D. Oxidative properties of a nonheme Ni(II)(0(2)) Chem. Commun. 47 10674-10676 2011 | 10.1039/c1cc13993
Kumar, G. N. Sastry, W. | complex: Reactivity patterns for C-H activation, b
Nam and S. P. de Visser | aromatic hydroxylation and heteroatom
oxidation
76 A. K. Vardhaman, C. V. Nonheme ferric hydroperoxo intermediates are | Chem. Commun. 47 11044-11046 2011 | 10.1039/c1cc13775
Sastri, D. Kumar, and S. | efficient oxidants of bromide oxidation a
P. de Visser
77 K. A. Prokop, H. M. Neu, | A manganese(V)-oxo pi-cation radical complex: J. Am. Chem. Soc. 133 15874-15877 2011 | 10.1021/ja2066237
S.P.de Visser, and D. P. | Influence of one-electron oxidation on oxygen-
Goldberg atom transfer
78 D. Kumar, G. N. Sastry, Mechanism of S-oxygenation by a cysteine J. Phys. Chem. A 116 582-591 2012 | 10.1021/jp208230g
D. P. Goldberg and S. P. | dioxygenase model complex
de Visser
79 D. Kumar, G. N. Sastry Axial ligand effect on the rate constant of J. Phys. Chem. B 116 718-730 2012 | 10.1021/jp2113522
and S. P. de Visser aromatic hydroxylation by iron(IV)-oxo
complexes mimicking cytochrome P450
enzymes
80 R. Latifi, L. Tahsini, W. Regioselectivity of aliphatic versus aromatic Phys. Chem. Chem. Phys. | 14 2518-2524 2012 | 10.1039/c2cp23352
Nam and S. P. de Visser | hydroxylation by a nonheme iron(II)-superoxo e
complex
81 R. Latifi, J. S. Valentine, Predictive studies of H-atom abstraction Chem. Commun. 48 3491-3493 2012 | 10.1039/c2cc30365
W. Nam and S. P. de reactions by an iron(IV)-oxo corrole cation e
Visser radical oxidant
82 C.D. Withers, T. G. Theoretical Study of ClI-RG (rare gas) Complexes | ]. Chem. Phys. 135 art. no. 024312 2011 | 10.1063/1.3598472
Wright, L. A. Viehland, and Transport of Cl- Through RG (RG = He-Rn)
L. Grossman, C. C.
Kirkpatrick and E. P. F.
Lee
83 E.P.F. Lee, L. A. Interaction Potentials of Uranium Cations with J. Phys. Chem. A 115 12126-12131 2011 | 10.1021/jp2076879
Viehland, R. Johnsen, W. | Rare Gases (RG) and Transport of U* in RG (RG =
H. Breckenridge and T. He, Ne, Ar, Kr and Xe)
G. Wright
84 A. M. Gardner and T. G. | Consistent Assignment of the Vibrations of J. Chem. Phys. 135 art. no. 114305 2011 | 10.1063/1.3638266

Wright

Monosubstituted Benzenes




85 J. P. Harris, A. M. Interactions in the B+-RG Complexes and J. Phys. Chem. A 116 4995-5007 2012 | 10.1021/jp303057x
Gardner and T. G. Comparison with Be*-RG (RG = He-Rn):
Wright, W. H. Evidence for Chemical Bonding
Breckenridge and L. A.
Viehland
86 R. A. Aitken, B. Fodi, M. | Experimental and theoretical molecular and Tetrahedron 68 5845-5851 2012 | 10.1016/j.tet.2012.0
H. Palmer, A. M. Z. electronic structures of the N-oxides of 5.004
Slawina and Jing Yang pyridazine, pyrimidine and pyrazine
87 M. H. Palmer, P. ]. Camp, | The electronic states of 1,2,4-triazoles: a study of | ]. Chem. Phys. 136 art. no. 094310 2012 | 10.1063/1.3692164
S. Vronning Hoffmann, 1H- and 1-methyl-1,2,4-triazole by VUV
N. C.Jones, A. R. Head, photoabsorption and UV photoelectron
D. L. Lichtenberger spectroscopy and a comparison with ab initio
configuration interaction computations'
88 M. H. Palmer, S. The electronic states of 1,2,3-triazole studied by | ]. Chem. Phys. 134 art. no. 084309 2011 | 10.1063/1.3549812
Hoffmann, N. Jones, A. vacuum UV photoabsorption and UV
Head, D. Lichtenberger | photoelectron spectroscopy, and a comparison
with ab initio configuration interaction methods
89 M. G. Quesne and S. P. Regioselectivity of substrate hydroxylation J. Biol. Inorg. Chem. 17 841-852 2012 | 10.1007/s00775-
de Visser versus halogenation by a non-heme iron(IV)-oxo 012-0901-4
complex: Possibility of rearrangement pathways
90 L. E. Gonzalez-Ovalle, Axial and equatorial ligand effects on biomimetic | Org. Biomol. Chem. 10 5401-5409 2012 | 10.1039/c20b2540
M. G. Quesne, D. Kumar, | cysteine dioxygenase model complexes 6a
D. P. Goldberg and S. P.
de Visser
91 P. Leeladee, R. A. Baglia, | Valence tautomerism in a high-valent J. Am. Chem. Soc. 134 10397-10400 2012 | 10.1021/ja304609n
K. A. Prokop, R. Latifi, S. | manganese-oxo porphyrinoid complex induced
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342 P. Di Pietro and A. U-0yl Stretching Vibrations as a Quantitative Inorg. Chem. 55 573-583 2016 | 10.1021/acs.inorgc

Kerridge

Measure of the Equatorial Bond Covalency in
Uranyl Complexes: A Quantum-Chemical
Investigation

hem.5b01219




343 | A.C.Behrle, A. Kerridge | Dithio- and Diselenophosphinate Thorium(IV) Inorg. Chem. 54 11625-11636 2015 | 10.1021/acs.inorgc
and J. R. Walensky and Uranium(IV) Complexes: Molecular and hem.5b01342
Electronic Structures, Spectroscopy, and
Transmetalation Reactivity
344 | L.A.Viehland, R. Transport properties of He+ in helium J. Chem. Phys. 144 art.no. 074306 2016 | 10.1063/1.4941775
Johnsen, B. R. Gray and
T. G. Wright
345 | A. Andrejeva, W.D. Assignment of the Vibrations of the S0, S1, and J. Chem. Phys. 143 art. no. 104312 2015 | 10.1063/1.4932052
Tuttle, J. P. Harris and DO+ States of Perhydrogenated and
T. G. Wright Perdeuterated Isotopologues of Chlorobenzene
346 | A.Andrejeva, W.D. Resonance-enhanced multiphoton ionization J. Chem. Phys. 143 art. no. 244320 2015 | 10.1063/1.4938501
Tuttle, J. P. Harris and (REMPI) spectroscopy of bromobenzene and its
T. G. Wright perdeuterated isotopologue: assignment of the
vibrations of the S0, S1 and DO+ states of
bromobenzene and the SO and DO+ states of
iodobenzene
347 | A. Andrejeva, A. M. Consistent assignment of the vibrations of J. Mol. Spectros. 321 28-29 2016 | 10.1016/j.jms.2016.
Gardner, W. D. Tuttle symmetric and asymmetric para-disubstituted 02.004
and T. G. Wright benzene molecules
348 | M. Grazia Concilio, A.]. | Density functional theory studies of MTSL Theor. Chem. Acc. 135 97 2016 | 10.1007/s00214-
Fielding, R. Bayliss, S. G. | nitroxide side chain conformations attached to 016-1859-z
Burgess an activation loop
349 M. H. Palmer, T. Ridley, | Combined theoretical and experimental study of | J. Chem. Phys. 144 art. no. 124302 2016 | 10.1063/1.4944078
S. V. Hoffmann, N. C. the valence, Rydberg, and ionic states of
Jones, M. Coreno, M. de chlorobenzene
Simone, C. Grazioli, T.
Zhang, M. Biczysko, A.
Baiardi, and K. A.
Peterson
350 | J.M.Cole K.S.Low,Y. Discovery of Black Dye Crystal Structure ACS Appl. Mater. 7 27646-27653 2015 | 10.1021/acsami.5b0
Gong Polymorphs: Implications for Dye Interfaces 7364
Conformational Variation in Dye-Sensitized
Solar Cells
351 H. Bhakhoa, L. Rhyman, | Can Cyclen Bind Alkali Metal Azides? A DFT Chem. Eur. J. 22 4469-4482 2016 | 10.1002/chem.2015
E.P.F. Lee, P. Study as a Precursor to Synthesis 04607
Ramasami and J. M.
Dyke
352 | A.]. A . Harvey, N. Communication: Evidence for dipole-bound J. Chem. Phys. 143 art.no. 101103 2015 | 10.1063/1.4930919

Yoshikawa, J.-G. Wang,
and C. E. H. Dessent

excited states in gas-phase I- - MI (M = Na, K,
Cs) anionic salt microclusters




353 | A.Sen, E. M. Matthews, | Photoelectron Spectroscopy of the J. Chem. Phys. 43 art. no. 184307 2015 | 10.1063/1.4935171
G.-L. Hou, X.-B. Wang, Hexachloroplatinate Dianion Bound to Uracil,
and C. E. H. Dessent Thymine, Cytosine and Adenine: Nucleobase
Decay Dynamics Observed via Cluster
Photodetachment
354 | A. Nash, H. L. Birch, N. Mapping intermolecular interactions and active | J. Biomol. Struct. Dyn. 2016 | 10.1080/07391102.
H. de Leeuw site conformations: from human MMP-1 crystal 2016.1153521
structure to molecular dynamics free energy
calculations
355 G. Pepe, J. M Cole, P. G. Molecular Engineering of Cyanine Dyes to Mol. Syst. Des. Eng. 1 86-98 2016 | 10.1039/c6me0001
Waddell, and S. Design a Panchromatic Response 4b
McKechnie
356 | L.Schio, M. Alagia, A. A. | A Study of H202 with Threshold Photoelectron | J. Phys. Chem. A 2016 | 10.1021/acs.jpca.6b
Dias, S. Falcinelli, V. Spectroscopy (TPES) and Electronic Structure 01039
Zhaunerchyk, E.P. Calculations: Re-determination of the first
F.Lee, D. K. W. Mok, S. Adiabatic lonization Energy (AIE)
Stranges and J. M. Dyke
357 | F. Comitani, V. The free energy landscape of GABA bindingtoa | J. Chem. Theory Comput. 2016 | 10.1021/acs.jctc.6b
Limongelli and C. pentameric ligand-gated ion channel and its 00303
Molteni disruption by mutations
358 | M. Gregson, E. Lu, F. Emergence of comparable covalency in Chem. Sci. 7 3286-3297 2016 | 10.1039/C6S5C0027
Tuna, E. J. L. McInnes, C. | isostructural cerium(IV)- and uranium(IV)- 8A
Hennig, A. C. carbon multiple bonds
Scheinostm, J.
McMaster, W. Lewis, A.
J. Blake, A. Kerridge and
S.T.Liddle
359 P. Guiglion, E. Berardo, | Modelling materials for solar fuel synthesis by J. Phys. Condens. Matter. | 28 074001 2016 | 10.1088/0953-
C. Butchosa, M. C. C. artificial photosynthesis; predicting the optical, 8984/28/7/074001
Wobbe and M. A. electronic and redox properties of
Zwijnenburg photocatalysts
360 P. Guiglion, C. Butchosa | Polymer Photocatalysts for Water Splitting: Macromol. Chem. Phys. 217 344-353 2016 | 10.1002/macp.2015
and M. A. Zwijnenburg | Insights from Computational Modeling 00432
361 M. A. Zwijnenburg, E. Amine molecular cages as supramolecular J. Phys. Chem. B 120 5063-5072 2016 | 10.1021/acs.jpcb.6b
Berardo, W. J. Peveler, fluorescent explosive sensors; a computational 03059
and K. E. Jelfs perspective
362 R. S. Sprick, B. Bonillo, Visible-Light-Driven Hydrogen Evolution Using Angew. Chem. Int. Ed. 55 1792-1796 2016 | 10.1002/anie.20151

R. Clowes, P. Guiglion,
N.J. Brownbill, B. .
Slater, F. Blanc, M. A.

Planarized Conjugated Polymer Photocatalysts

0542




Zwijnenburg, D. J.
Adams and A. 1. Cooper

363 P. Guiglion and M. A. Contrasting the optical properties of the Phys. Chem. Chem. Phys. | 17 17854-17863 2016 | 10.1039/C5CP0191
Zwijnenburg different isomers of oligophenylene 6H

364 | S.Doherty, ]. G. Knight, | Triaryl-Like MONO-, BIS-, and TRISKITPHOS Organometallics 35 1265-1278 2016 | 10.1021/acs.organo
D. 0. Perry, N. A. B. Phosphines: Synthesis, Solution NMR Studies, met.6b00146
Ward, D. M. Bittner, W. and a Comparison in Gold-Catalyzed Carbon-
McFarlane, C. Wills and | Heteroatom Bond Forming 5-exo-dig and 6-
M. R. Probert endo-dig Cyclizations

365 S.D. Ahn, A. C. Fisher, A. | Hydrodynamic Rocking Disc Electrode Study of Electroanalysis 28 1-12 2016 | 10.1002/elan.20160
Buchard, S. D. Bull, A. M. | the TEMPO-Mediated Catalytic Oxidation of 0141
Bond and F. Marken Primary Alcohols

366 | C.Romain, Y. Zhu, P. Chemoselective Polymerizations from Mixtures J. Am. Chem. Soc. 138 4120-4131 2016 | 10.1021/jacs.5b130
Dingwall, S. Paul, H. S. of Epoxide, Lactone, Anhydride, and Carbon 70
Rzepa, A. Buchard and Dioxide
C. K. Williams

367 | D.S.Lee, M.]. Duran- Efficient Preparation of TMSCCI2Br and Its Use Chem. Eur. J. 22 1-9 2016 | 10.1002/chem.2016
Pena, L. Burroughs and | in Dichlorocyclopropanation of Electron- 00607
S. Woodward Deficient Alkenes

368 | M. M. Rafiee Fanood, M. | Enantioselective femtosecond laser Phys. Chem. Chem. Phys. | 17 8614-8617 2015 | 10.1039/C5CP0058
H. M. Janssen, 1. Powis photoionization spectrometry of limonene using 3C

photoelectron circular dichroism

369 I. Powis, D. M. P. The influence of the bromine atom Cooper J. Chem. Phys. 143 art. no. 144304 2015 | 10.1063/1.4931642
Holland, E. Antonsson, minimum on the photoelectron angular
M. Patanen, C. Nicolas, distributions and branching ratios of the four
C. Miron, M. Schneider, outermost bands of bromobenzene
D.Y. Soshnikov, A.
Dreuw, A. B. Trofimov

370 D. M. Bittner, D. P. Highly Unsaturated Platinum and Palladium Angew. Chem. Int. Ed. 55 1-5 2016 | 10.1002/anie.20151
Zaleski, D. P. Tew, N. R. Carbenes PtC3 and PdC3 Isolated and 1646
Walker and A. C. Legon | Characterized in the Gas Phase

371 | D. M. Bittner, S. L. Gas phase complexes of H3N“CuF and H3N--Cul | Phys. Chem. Chem. Phys. | 18 13638-13645 2016 | 10.1039/C6CP0136
Stephens, D. P. Zaleski, | studied by rotational spectroscopy and ab initio 8F
D.P. Tew, N.R. Walker | calculations: the effect of X (X = F, C, Br, I} in
and A. C. Legon 0C-CuX and H3N-CuX

372 M. H. Palmer, T. Ridley, | Combined theoretical and experimental study of | ]J. Chem. Phys. 144 art. no. 204305 2016 | 10.1063/1.4949548

S. Vronning Hoffmann,
N. C.]Jones, M. Coreno,
M. de Simone, C.
Grazioli, T. Zhang, M.

the valence, Rydberg and ionic states of
fluorobenzene




Biczysko, A. Baiardj,
and K. A. Peterson

373 P. A. Cox, A. G. Leach, A. | Protodeboronation of Heteroaromatic, Vinyl, and | J. Am. Chem. Soc. 138 9145-9157 2016 | 10.1021/jacs.6b032
D. Campbell and G. C. Cyclopropyl Boronic Acids: pH-Rate Profiles, 83
Lloyd-Jones Autocatalysis, and Disproportionation

374 | C.]Jorgensen, S. Furini Energetics of lon Permeation in an Open- Biophysical J. 111 1-9 2016 | 10.1016/j.bpj.2016.
and C. Domene Activated TRPV1 Channel 08.009

375 | C.Jorgensen, L. Darré, Lateral Fenestrations in K+-Channels Explored Mol. Pharm. 13 2263-2273 2016 | 10.1021/acs.molpha
V. Oakes, R. Torella, D. Using Molecular Dynamics Simulations rmaceut.5b00942
Pryde and C. Domene

Oral and Poster presentations reported during the period of 1st February 2011 to 31st August 2016

Oral presentations:

Presenter(s) Title Event

L. Powis Plenary talk: Multi-photon-photoelectron circular dichroism on I Powis @“Stereodynamics 2012”, Oct 22-26, 2012, Paris.

Camphor.

T. P. Gongalves,* D. C.
Harrowven

POC Meeting, Syngenta, May 2013.

T. Gongalves

Modelling of Cyclobutanone Rearrangements in silico: Mechanistic
Insights and Application to Total Synthesis

Talk 3, NSCCS User Meeting, London, Dec 2012.

C.E. Dessent Biological lons in the Gas-Phase: Developing New Techniques for King’s College, London, Department of Chemistry Seminar, June
Structural Characterization of Isolated Biomolecular Ions 2013.
C. E. Dessent Photoionisation and Photodetachment Gordon Research Conference, Galveston, TX USA, February
2014.
C. E. Dessent Can a halide ion induce zwitterion formation in a gas-phase amino Gordon Research Seminar, Ionic and Molecular Clusters, 11

acid?

Ciocco, Italy, April 2014.

S. Manzoor, A. Korre, S. Durucan
and A. Simperler

Atmospheric chemistry modelling of amine emissions from post
combustion CO2 capture plants.

Platform presentation at the Greenhouse Gas Control
Technologies Conference GHGT-12, Austin, Texas in October
2014.

A. G. Leach and G. M. Noonan

Boronic acids as agents of their own destruction: Experimental and
computational studies of protodeboronation provide a predictive
model

246th ACS National Meeting & Exposition, Indianapolis, IN,
United States, September 8-12,2013.

N. Kaltsoyannis

Advancing the chemistry of the f elements

Dalton Discussion 14, Edinburgh, July 2014.

S. Marinakis and B. J. Howard

Zeeman effects in open-shell van der Waals complexes: the ArNO
case

The 23rd International Conference on High Resolution
Molecular Spectroscopy, 2-6 September 2014, Bologna, Italy.

C. E. Dessent

Invited lecture on Photodetachment and Photoionization

Gordon Research Conference, Galveston, USA, Feb 2014




A. Sen Contributed talk on Atomic and Molecular Clusters Gordon Research Conference, Il Ciocco, April 2014
T. Kraemer ScotChem 2014, Heriot-Watt University.
T. Kraemer WATOC2014 Congress, Santiago de Chile.

P. D. Jarowski

Conference talk

XXth International Workshop on Quantum Systems in
Chemistry, Physics and Biology, Varna, Bulgaria (2015).

T. Markovic, A. Simperler, J. N.
Harvey, R. Vilar and D. Weiss

Fractionation of ZN upon complexation with physiologically relevant
ligands in plants. Abstracts no. 2013.

Goldschmidy Conference 2015, Prague, Czech Republic.

T. Markovic, J. N. Harvey, R. Vilar
and D. Weiss

The Role of 2'-Deoxymugineic acid in Zn complexation and uptake in
rice: coparative experimental and DFT study.

Agri Innovation 2015: Emerging Science and Technologies in
Crop Research conference. SCI, April 2015, London, UK.

T. Markovic, A. Simperler, J. N.
Harvey, R. Vilar and D. Weiss

Zn partitioning in coordination complexes relevant for plant
physiology: a comparative experimental and ab initio study.

Geochemistry Group Research in Progress Meeting, National
Oceanography Centre, March 2015, Southampton, UK.

T. Markovic, A. Simperler, J. N.
Harvey, R. Vilar and D. Weiss

Zn efficiency in rice: The Role of 2'-Deoxymugineric acid.

Responding to Environmental Change meeting. NERC, March
2015, London, UK.

C. E. Dessent

An invited lecture at the University of Nottingham

University of Nottingham, May 2015.

Assilomar Conference on Spectroscopy and Dynamics, January

A. Sen A contributed talk on the platinum complex-nucleobase work 2015
American Physical Society Meeting in San Antonio, Texas, USA,
A. Sen A contributed talk on the platinum complex-nucleobase work March 2015.

Poster presentations:

Presenter(s)

Title

Event

I. Powis

Photoelectron Circular Dichroism(PECD): Alanine

at ICCESDETAIL and at the Stereodynamics 2012 conference in
Paris.

J. Marchois, T. Gongalves,* J.
Maddaluno, D. Harrowven, C.

Selectivity in the Addition of Organometallic Reagents to
Unsymmetrical Squarates - An In Silico Stu

Poster 17, NSCCS User Meeting, London, Dec 2012.

Fressigne

C. E. Dessent Can a halide ion induce zwitterion formation in the gas-phase Gordon Research Conference, Gaseous lons, Galveston, TX USA,
arginine amino acid? February 2013.

C.E. Dessent Can a halide ion induce zwitterion formation in a gas-phase amino Spectroscopy and Dynamics meeting, Oxford, January 2014.
acid?

S. Manzoor A Theoretical Study of the Atmospheric Chemistry Mechanisms of Atmospheric Chemical Mechanisms 2014, UC Davies, USA, 10-

Amines Emissions from Post Combustion CO2 Capture Technology

12 Dec 2014.

S. Manzoor, A. Simperler and A.
Korre

Atmospheric chemistry modelling of amine emissions from post
combustion CO2 capture plants

Departmental Away Day; 2014 Sept 30; Millennium Conference
Centre, UK.

S. Manzoor, A. Simperler and A.
Korre

Atmospheric chemistry modelling of amine emissions from post
combustion CO2 capture plants

UKCCSRC Biannual Meeting; 2014 Sept 10-11; Cardiff
University, UK.




S. Manzoor, A. Simperler and A.
Korre

Atmospheric chemistry modelling of amine emissions from post
combustion CO2 capture plants

NSCCS User Meeting; 2013 Dec 11; Imperial College London,
UK.

S. Boonseng, G. W. Roffe, J.
Spencer and H. Cox

The Nature of the Bonding in Symmetrical Pincer Palladacycles

MGMS and RSC MMG Young Modellers’ Forum 2014, 28 Nov
2014, SOAS, London.

A. Sen Poster on Atomic and Molecular Clusters Gordon Research Conference, Il Ciocco, April 2014

C.E. Dessent Presented poster Spectroscopy and Dynamics Meeting in Oxford, Jan 2014
A. Harvey Presented poster Spectroscopy and Dynamics Meeting in Oxford, Jan 2014
E. Mathews Presented poster ANUMOCP meeting, Leeds, June 2015.

G. Mensa Bonsu

Presented poster

ANUMOCP meeting, Leeds, June 2015.

A. Harvey Presented poster RSC Annual Spectroscopy and Dynamics Meeting in
Nottingham, January 2015.
E. Mathews Presented poster RSC Annual Spectroscopy and Dynamics Meeting in

Nottingham, January 2015.

G. Mensa Bonsu

Presented poster

RSC Annual Spectroscopy and Dynamics Meeting in
Nottingham, January 2015.

E. Mathews

Presented poster

Cold Ions and Molecules Meeting in Bad Honnef, June 2015.

A. Harvey

Presented poster

Cold Ions and Molecules Meeting in Bad Honnef, June 2015.

Other publications (book chapter/report/thesis) reported during the period of 1st February 2011 to 31st May 2016

Author(s)

Title

Details

Andrew Booth, Odd Gunnar
Brakstad, Eirik Falck da Silva,
Anna Korre, Saba Manzoor,
Sevket Durucan, Alexandra
Simperler, Kolbjgrn Zahlsen,
Astrid Hyldbakk, Kai Vernestad

Final Project Report: Fate of nitramine and nitrosamine emissions in
air, water and soil environments around amine-based post
combustion CO2 capture plants

A project called SOLVFate for Gassnova, MHI and ENEL.

James McDonagh

Computing the Aqueous Solubility of Organic Drug-like Molecules
and Understanding Hydrophobicity

PhD thesis, University of St Andrews, 2014.

Maurice Tia

Dichroisme Circulaire de Photoélectrons (PECD) sur des systémes
chiraux isolés

PhD thesis, Universite de Paris Sud, 2014.

Joseph Wellington, Andrew
Kerridge and Nikolas
Kaltsoyannis

Embedded Cluster Calculations of Water Adsorption on the UO2
(111) Surface - 16503

Proceedings of Waste Management 2016, conference in
Phoenix, Arizona.

J. Romanova, M. R. Ranga
Prabhath, Y. Sadik, P. D. Jarowski

Molecular design of organometallic materials: effect of the
metallophilic interaction, ligand, metal and oxidation state

Book chapter for Prog. Theor. Chem. Phys., 2016




