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(310)

(309)

(308)

(307)

(306)

(305)

(304)

(303)

(302)

(301)

“Methanol diffusion in zeolite HY: A combined quasielastic neutron scattering and
molecular dynamics simulation study”, A.J. O’Malley, V. Garcia-Sakai,

I.P. Silverwood, N. Dimitratos, S.F. Parker and C.R.A. Catlow, Physical Chemistry
Chemical Physics 18 (2016) 17294-17302 _ [doi: 10.1039/C6CP01151A].

Green OA

“The application of inelastic neutron scattering to investigate the interaction of methyl
propanoate with silica”, A.R McFarlane, J.M. McNamara, H. Geller, I.P. Silverwood,
R.1. Cooper, D.J. Watkin, C.D. Frost, S.F. Parker, J.M. Winfield and D. Lennon,
Physical Chemistry Chemical Physics 18 (2016) 17210-17216

[doi: 10.1039/c6cp01276k]. Green OA

“The reaction of formic acid with Raney™ copper”, S.K. Callear, 1.P. Silverwood,
A. Chutia, C.R.A. Catlow and S.F. Parker, Proceedings of the Royal Society A
472 (2016) 20160126. _ [doi: /10.1098/rspa.2016.0126] Green OA

“Application of inelastic neutron scattering to the methanol-to-gasoline reaction over
a ZSM-5 catalyst”, R.F. Howe, J. McGregor, S.F. Parker, P. Collier and D. Lennon,
Catalysis Letters 46 (2016) 1242-1248 _ [doi: 10.1007/s10562-016-1742-5].

Gold OA

“Different routes to methanol: inelastic neutron scattering spectroscopy of adsorbates
on supported copper catalysts”, T. Kandemir, M. Friedrich, S.F. Parker, F. Studt,

D. Lennon, R. Schlégl and M. Behrens, Physical Chemistry Chemical Physics 18
(2016) 17253-17258 _ [doi: 10.1039/c6cp00967k]. Gold OA

“Applications of neutron scattering in catalysis”, S.F. Parker and P.M. Collier,
Johnson Matthey Technical Review 60 (2016) 132-144.
[d0i:10.1595/205651316x691230] Gold OA

“The adsorbed state of a thiol on palladium nanoparticles”, S.M. Rogers,

N. Dimitratos, W. Jones, M. Bowker, A.G. Kanaras, P.P. Wells, C.R.A. Catlow, and
S.F. Parker, Physical Chemistry Chemical Physics 18 (2016) 17265-17271

[doi: 10.1039/C6CP00957C]. Gold OA

“An investigation of the effect of carbon support on ruthenium/carbon catalyst for
lactic acid and butanone hydrogenation”, D.R. Jones, S. Igbal, S.A. Kondrat,
G.M. Lari, D.J. Morgan, S.F. Parker and G.J. Hutchings, Physical Chemistry
Chemical Physics 18 (2016) 17259-17264 _ [doi: 10.1039/C6CP01311B].

Gold OA

“Direct hydrodeoxygenation of raw woody biomass into liquid alkanes”,
Q. Xia, Z. Chen, Y. Shao, X. Gong, H. Wang, X. Liu, S.F. Parker, X. Han,
S. Yang and Y. Wang, Nature Communications 7 (2016) 11162. _ .

[doi: 10.1038/ncomms11162] Gold OA

“Stabilization of 3d-transition metal hydrido complexes in SrH2Mg2[Co(1)Hs],
BaH2Mgs[Co(-1)Hs]2 and RbH2Mgs[Co(-1)Ha Ni(0)H4] via easily polarizable hydride
ligands”, H. Fahlquist, D. Moser, D. Noréus, K. Refson, S.F. Parker, Inorganic
Chemistry 55 (2016) 3576-3582 _ (doi: 10.1021/acs.inorgchem.6b00074)

Green OA
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(300)

(299)

(298)

(297)

(296)

(295)

(294)

(293)

(292)

(291)

“Structure/activity relationships applied to the hydrogenation of a,-unsaturated
carbonyls: the hydrogenation of 3-butyne-2-one over alumina-supported palladium
catalysts”, C.G.A. Morisse, A.R. Mclnroy, C. Anderson, I.P. Silverwood,

N.G. Hamilton, C.J. Mitchell, S.F. Parker and D. Lennon, Catalysis Today 283 (2017)
110-118 _ [doi:10.1016/j.cattod.2016.02.028]. Gold OA

“Characterisation of the surface of freshly prepared precious metal catalysts”,

S.F. Parker, D. Adroja, M. Jiménez-Ruiz, M. Tischer, K. Mébus, S.D. Wieland and
P. Albers, Physical Chemistry Chemical Physics 18 (2016) 17196-17201.

[doi: 10.1039/C6CP01027J] Gold OA

“Metastable nitric acid trihydrate in ice clouds”, F. Weiss, F. Kubel, O. Gélvez,
M. Hoelzel, S.F. Parker, R. lannarelli, M.J. Rossi, T. Peter and H. Grothe,
Angewandte Chemie International Edition, 55 (2016) 3276-3280.

[doi: 10.1002/anie.201510841] Gold OA

“Structure and dehydration mechanism of the proton conducting oxide
BazIn20s(H20)x”, J. Bielecki, S.F. Parker, L. Mazzei, L. Borjesson and M. Karlsson,
Journal of Materials Chemistry A, 4 (2016) 1224-1232.

[doi: 10.1039/C5TA05728K]. Green OA

“Framework dependent room temperature methoxylation in zeolites: insight into the
first step of the methanol-to-hydrocarbons process”, A.J. O’Malley, S.F. Parker, A.
Chutia, I.P. Silverwood, V. Garcia-Sakai and C.R.A. Catlow, Chemical
Communications 52 (2016) 2897-2900. _ [doi: 10.1039/C5CC08956E] Gold OA

“Structure and spectroscopy of CuH prepared via borohydride reduction”,

E.L. Bennett, T. Wilson, P.J. Murphy, K. Refson, A.C. Hannon, S. Imberti,

S.K. Callear, G.A. Chass and S.F. Parker, Acta Crystallographica B 71 (2015) 608-
612. _[doi: 10.1107/S2052520615015176] Gold OA

“Evidence for a surface gold hydride on a nanostructured gold catalyst”,

I.P. Silverwood, S.M. Rogers, S.K. Callear, S.F. Parker, C.R.A. Catlow,

Chemical Communications 52 (2015) 533-536. _ _ [doi: 10.1039/c5cc06118K] Gold
OA

“The application of inelastic neutron scattering to explore the significance of a
magnetic transition in an iron based Fischer-Tropsch catalyst that is active for the
hydrogenation of CO”, R. Warringham, A.R. McFarlane, D.A. MacLaren, P.B. Webb,
R.P. Tooze, J. Taylor, R.A. Ewings, S.F. Parker and D. Lennon, Journal of Chemical
Physics 143 (2015) 174703. _ [doi: 10.1063/1.4935054]. Green OA

“Methyl tunnelling of adsorbed methoxy on alumina catalysts”, S.F. Parker,

V. Garcia Sakai, D. Lennon, A. Jackson, M.R. Johnson and U.A. Jayasooriya,
Chemical Communications 52 (2015) 366-369. _ [doi: 10.1039/C5CC08223D] Gold
OA

“Soft phonons and fast continuum scattering in CH3NHsPbBrs”, 1.P. Swainson,

C. Stock, S.F. Parker, L. Van Eijck, M. Russina and J.W. Taylor, Physical Review B
92 (2015) 100303(R) _ [doi: 10.1103/PhysRevB.92.100303] Green OA
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(288)

(287)

(286)

(285)

(284)

(283)

(282)

(281)

(280)

“Structural and spectroscopic characterisation of C4 oxygenates relevant to
structure/activity relationships of the hydrogenation of a,B-unsaturated carbonyls”,
S.F. Parker, I.P. Silverwood, N.G. Hamilton and D. Lennon, Spectrochimica Acta A:
Molecular and Biomolecular Spectroscopy, 153 (2016) 289-297.

[doi: 10.1016/].saa.2015.08.034] Green OA

“The role of the ligand in Pd(ll)-amine complexes: a conformational and vibrational
study of a promising anticancer agent”, S. Fiuza, A. Amado, S.F. Parker,

M.P. Marques and L. Batista de Carvalho, New Journal of Chemistry 39 (2015) 6274-
6283. _ [doi: 10.1039/C5NJ01088H]. Green OA

“Assignment of the internal vibrational modes of Cyo by inelastic neutron scattering
spectroscopy and periodic-DFT”, K. Refson and S.F. Parker, ChemistryOpen 4 (2015)
620-625. _ [doi: 10.1002/0pen.201500069] Gold OA

“Direct spectroscopic evidence of the mechanism behind the phase transition of
[2,2]-paracyclophane”, H. Wolf, N. Lock, S.F. Parker and D. Stalke,

Chemistry - a European Journal 21 (2015) 4556-4560

[doi: 10.1002/chem.201405948] Green OA

“How the surface structure determines the properties of CuH”, E.L. Bennett,
T. Wilson, P.J. Murphy, K. Refson, A.C. Hannon, S. Imberti, S.K. Callear,
G.A. Chass and S.F. Parker, Inorganic Chemistry, 54 (2015) 2213-2220
[doi: 10.1021/ic5027009] . Gold OA

“(C4H12N2)[CoCl4] - a Co?* linear chain without orbital degeneracy”, C. Decaroli,
A.M. Arevalo-Lopez, C.H. Woodall, E. Rodriguez, J.P. Attfield, S.F. Parker, and
C. Stock, Acta Crystallographica, B71 (2015) 20-24.

[doi: 10.1107/S2052520614024809]

“Monte Carlo simulations of the TOSCA spectrometer: assessment of current
performance and future upgrades ”, R.S. Pinna, S. Rudi¢, S.F. Parker, G. Gorini and
F. Fernandez-Alonso, EPJ Web of Conferences 83 (2015) 03013.

[doi: 10.1051/epjconf/20158303013]. Gold OA

“The fine structure of Pearlman’s catalyst”, P.W. Albers, K. Mdbus, S.D. Wieland and
S.F. Parker, Physical Chemistry Chemical Physics, 17 (2015) 5274-5278
[doi: . 10.1039/C4CP05681G] Green OA

“The distribution of isotopomers in crystals” S.F. Parker, Spectrochimica Acta A:
Molecular and Biomolecular Spectroscopy, 140 (2015) 462-464
[doi: 10.1016/j.5aa.2015.01.013] Green OA

“Experimental and DFT-D studies of the molecular organic energetic material RDX”,
S. Hunter, T. Sutinen, S.F. Parker, C.A. Morrison, D.M. Williamson, S. Thompson,
P.J. Gould and C.R. Pulham, Journal of Physical Chemistry C 119 (2015) 2322-2334
[doi: 10.1021/jp5110888]

“A molecular view of cisplatin’s mode of action: DNA interplay and acquired
resistance”, M.P. Marques, D. Gianolio, G. Cibin, J. Tomkinson, S.F. Parker,
R. Valero, R. Lopes and L. Batista de Carvalho, Physical Chemistry Chemical
Physics, 17 (2015) 5155-5171. _ [doi: 10.1039/C4CP05183A]. Green OA
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(274)

(273)

(272)

(271)

(270)

“Comment on: “Assessment of new DFT methods for predicting vibrational spectra
and structure of cisplatin: Which density functional should we choose for studying
platinum(Il) complexes?” M.P. Marques, L.B. de Carvalho, and S.F. Parker,
Spectrochimica Acta A: Molecular and Biomolecular Spectroscopy,136 (2014) 347.
[doi: 10.1016/j.saa.2014.08.154]

“The application of inelastic neutron scattering to investigate a hydrogen pre-
treatment stage of an iron Fischer-Tropsch catalyst”, R. Warringham, N.G. Hamilton,
I.P. Silverwood, C. How, P.B. Webb, R.P. Tooze, W. Zhou, C.D. Frost, S.F. Parker
and D. Lennon, Applied Catalysis A: General, 489 (2015) 209-217.

[doi: 10.1016/j.apcata.2014.10.033]

“Sample environment issues relevant to the acquisition of inelastic neutron scattering
measurements of heterogeneous catalyst samples ”, R. Warringham, D. Bellaire,

S.F. Parker, J. Taylor, C.M. Goodway, M. Kibble, S.R. Wakefield, M. Jura,

M.P. Dudman, R.P. Tooze, P.B. Webb and D. Lennon, Journal of Physics Conference
Series, 554 (2014) 012005. _ [doi: 10.1088/1742-6596/554/1/012005] Gold OA

“The use of direct geometry spectrometers in molecular spectroscopy”, S.F. Parker,
A.J. Ramirez-Cuesta, P.W. Albers and D. Lennon, Journal of Physics Conference
Series, 554 (2014) 012004. _ [doi: 10.1088/1742-6596/554/1/012004] Gold OA

“Recent and future developments on TOSCA at ISIS”, S.F. Parker, F. Fernandez-
Alonso, A.J. Ramirez-Cuesta, J. Tomkinson, S. Rudi¢, R.S. Pinna, G. Gorini and J.
Fernandez Castafion, Journal of Physics Conference Series, 554 (2014) 012003.
[doi: 10.1088/1742-6596/554/1/012003] Gold OA

“Short-range structure and phonon assignment of the brownmillerite-type oxide
BaxIn20s and its hydrated proton-conducting form BalnOsH”, J. Bielecki, S.F. Parker,
D. Ekanayake, L. Borjesson and M. Karlsson, Journal of Materials Chemistry A,

2 (2014) 16915-16924. _ [doi: 10.1039/C4TA03213F].

“High energy spectroscopy: inelastic neutron scattering instrumentation”,

S.F. Parker, in “Elsevier Reference Module in Chemistry, Molecular Sciences and
Chemical Engineering”, J. Reedijk (ed.), Waltham, MA: Elsevier, 2014.

[doi: 10.1016/B978-0-12-409547-2.11225-9]. (invited book chapter).

“Tuning Ti-Cr-V-Mo alloys for optimising hydrogen storage in pressurised tanks”,
S.K. Callear, A.J. Ramirez-Cuesta, K. Kamazawa S.-I. Towata, T. Noritake,

S.F. Parker, M.O. Jones, J. Sugiyama, M. Ishikiriyama and W.I.F. David,

Physical Chemistry Chemical Physics, 16 (2014) 16563 - 16572.

[doi: 10.1039/c4cp01666a] Gold OA

“lNS study of the molecular properties of pure hydrogen peroxide and its water
mixtures of different concentration”, P.W. Albers, J. Glenneberg, K. Refson and
S.F. Parker, Journal of Chemical Physics 140 (2014) 16450.

[doi: 10.1063/1.4871742]

“The application of inelastic neutron scattering to investigate CO hydrogenation over
an iron Fischer-Tropsch synthesis catalyst”, N.G. Hamilton, R. Warringham,

I.P. Silverwood, J. Kapitan, L. Hecht, P.B. Webb, R.P. Tooze, W. Zhou, C.D. Frost,
S.F. Parker and D. Lennon, Journal of Catalysis 312 (2014) 221-231.

[di: 10.1016/j.jcat.2014.02.004]. Gold OA
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(264)

(263)

(262)

(261)

(260)

(259)

(258)

“An inelastic neutron scattering study of dietary phenolic acids”, M.P. Marques,
L.B. de Carvalho, R. Valero, N. Machado and S.F. Parker, Physical Chemistry
Chemical Physics 16 (2014) 7491 - 7500. _ [doi: 10.1039/C4CP00338A]

“Inelastic neutron scattering studies of methyl chloride synthesis over alumina”,
D. Lennon and S.F. Parker, Accounts of Chemical Research 47 (2014) 1220-1227.
[doi: 10.1021/ar400271c] Gold OA

“Characterisation of the hydrides in Stryker’s reagent: [HCu{P(CsHs)3}]s”,
E.L. Bennett, P.J. Murphy, S. Imberti and S.F. Parker, Inorganic Chemistry 53 (2014)
2963-2967. _ _ [doi: 10.1021/ic402736t] Gold OA

“Palladium-catalyzed selective hydrogenation of nitroarenes: influence of platinum
and iron on activity, particle morphology and formation of B-palladium hydride”,
K. Mdbus, E. Grinewald, S. Wieland, S.F. Parker and P.W. Albers, Journal of
Catalysis 311 (2014) 153-160 _[doi: 10.1016/j.jcat.2013.11.019]

“Evaluation of the thermodynamic properties of hydrated metal oxide nanoparticles
by INS techniques”, E. Spencer, N.L. Ross, S.F. Parker and A.l. Kolesnikov, in
“Recent Progress in Neutron Scattering Research”, A. Vidal and M. Carrizo (eds.),
Nova Publications, (2013) 133-160 (invited book chapter).

“The thermodynamic properties of hydrated y-Al>03 nanoparticles”, E. Spencer,
B. Huang, S.F. Parker, A. Kolesnikov, N.L. Ross and B. Woodfield, Journal of
Chemical Physics 139 (2013) 244705. _ [doi: 10.1063/1.4850636]

“The application of inelastic neutron scattering to investigate the steam reforming of
methane over an alumina-supported nickel catalyst”, A.R. McFarlane, I.P.
Silverwood, E.L. Norris, R.M. Ormerod, C.D. Frost, S.F. Parker and D. Lennon,
Chemical Physics 427 (2013) 54-60 _[doi: 10.1016/j.chemphys.2013.10.012]

“Structural and spectroscopic studies of a commercial glassy carbon”, S.F. Parker,
S. Imberti, S.K. Callear and P. Albers, Chemical Physics 427 (2013) 44-48.
_[doi: 10.1016/j.chemphys.2013.05.002]

“Inelastic neutron scattering studies of hydrated CuO, ZnO and CeO- nanoparticles”,
E. Spencer, N. Ross, S.F. Parker, R. Olsen and B. Woodfield, Chemical Physics 427
(2013) 66-70 _[doi: 10.1016/j.chemphys.2013.06.019]

“Assignment of the vibrational spectrum of L-cysteine”, S.F. Parker, Chemical
Physics 424 (2013) 75-79 _[doi: 10.1016/j.chemphys.2013.04.020] Gold OA

“Neutron vibrational spectroscopy”, S.F. Parker in “Encyclopedia of Analytical
Chemistry” R.A. Meyers (ed.) John Wiley, 2013, (invited book chapter).
[doi: 10.1002/9780470027318.29359]

“The application of inelastic neutron scattering to investigate the ‘dry’ reforming of
methane over an alumina-supported nickel catalyst operating under conditions where
filamentous carbon formation is prevalent”, A.R. McFarlane, I.P. Silverwood, R.
Warringham, E.L. Norris, R.M. Ormerod, C.D. Frost, S.F. Parker and D. Lennon,
RSC Advances 3 (2013) 16577-16589. _ [doi: 10.1039/C3RA42435A] Gold OA
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“Vibrational spectroscopy and DFT calculations of 1,3-dibromo-2,4,6-
trimethylbenzene: Anharmonicity, coupling and methyl group tunneling”

S. Zerouala, J. Meinnel, A. Lapinski, S.F. Parker, A. Boudjada, A. Boucekkine
Vibrational Spectroscopy 67 (2013) 27-43 _ [doi: 10.1016/j.vibspec.2013.03.007]

“In-situ spectroscopic investigation of oxidative dehydrogenation and
disproportionation of benzyl alcohol over supported gold-palladium nanoparticles”, E.
Nowicka, J.P. Hofmann, S.F. Parker, M. Sankar, G.M. Lari, S.A. Kondrat, D.W.
Knight, D. Bethell, B.M. Weckhuysen and G.J. Hutchings, Physical Chemistry
Chemical Physics 15 (2013) 12147-12155. _ [doi: 10.1039/c3cp50710f] Gold OA

“Polymorphism in cisplatin anticancer drug”, M.P. Marques, R. Valero, S.F. Parker,
J. Tomkinson, L. Batista de Carvalho, Journal of Physical Chemistry B 117 (2013)
6421-6429 _ [doi: 10.1021/jp403486z] Green OA

“Characterisation of hydrocarbonaceous overlayers important in metal-catalysed
selective hydrogenation reactions”, D. Lennon, R. Warringham, T. Guidi and
S.F. Parker Chemical Physics 427 (2013) 49-53

[doi: 10.1016/j.chemphys.2013.04.005] Green OA

“Vibrational analysis of an industrial Fe-based Fischer-Tropsch catalyst employing
inelastic neutron scattering”, N.G. Hamilton, I.P. Silverwood, R. Warringham,

J. Kapitéan, L. Hecht, P.B. Webb, R.P. Tooze, S.F. Parker and D. Lennon,
Angewandte Chemie International Edition 52 (2013) 5608-5611.

[doi: 10.1002/anie.201210179]

“Experimental and DFT-D studies of the molecular organic energetic material RDX”,
S. Hunter, T. Sutinen, S.F. Parker, C. Morrison, D. Williamson, S. Thompson,

P. Gould and C.R. Pulham, Journal of Physical Chemistry C 117 (2013) 8062-8071
[doi: 10.1021/jp4004664]

“Effect of acid pre-treatment on AuPd/SiO- catalysts for the direct synthesis of
hydrogen peroxide”, J.K. Edwards, S.F. Parker, J. Pritchard, M. Piccinini,

S.J. Freakley, Q. He, A.F. Carley, C.J. Kiely and G.J. Hutchings,

Catalysis Science and Technology 3 (2013) 812-818.

[doi: 10.1039/C2CY20767B]

“Periodic-DFT of a disordered system: Mgz(FeHs)o.s(CoHs)os”, S.F. Parker and
S. Deledda, Journal of Physical Chemistry C 116 (2012) 25206-25212.
[doi: 10.1021/jp306852t]

“Molecular mechanisms of survival strategies in extreme conditions”, S. Magazu,
F. Migliardo, M. A. Gonzalez, C. Mondelli, S. F. Parker and B. G. Vertessy, Life, 2
(2012) 364-376. _ [doi:10.3390/1ife2040364] Gold OA

“Neutron scattering studies of catalyst systems at the ISIS neutron spallation source”,
M.O. Jones, A.D. Taylor and S.F. Parker, Applied Petrochemical Research 2 (2012)
97-104. _ [doi: 10.1007/s13203-012-0021-7] Gold OA

“Vibrational spectroscopy with neutrons”, S.F. Parker, in “Encyclopedia of

Biophysics”, G.C.K. Roberts (ed), Springer, (2012) (invited review)
[doi: 10.1007/978-3-642-16712-6].
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“Application of inelastic neutron scattering to studies of CO> reforming of methane
over alumina-supported nickel and gold-doped nickel catalysts”, I.P. Silverwood,
N.G. Hamilton, A.R. McFarlane, J. Kapitan, L. Hecht, E.L. Norris, R.M. Ormerod,
C.D. Frost, S.F. Parker and D. Lennon, Physical Chemistry Chemical Physics,14
(2012) 15214-15225. _ [doi: 10.1039/C2CP42745A]

“Low frequency vibrational dynamics of amorphous and crystalline silica”, P.W.
Albers, G. Michael, H.L. Rotgerink, M. Reisinger and S.F. Parker, Zeitschrift fur
Naturforschung B — Chemical Sciences, 67 (2012) 1016 —1020.

[doi: 10.5560/ZNB.2012-0110] Gold OA

“Assignment of metal-ligand modes in Pt(1) diimine complexes relevant to solar
energy conversion”, S.F. Parker, K. Refson, R.D. Bennett, J. Best, M.Ya. Mel’nikov,
J.A. Weinstein, Inorganic Chemistry, 51 (2012) 9748-9756.

[doi: 10.1021/ic3011184]

“Catalysts, neutrons and calculations”, S.F. Parker, Neutron News 23 (2012) 10-14
(invited review). _[doi: 10.1080/10448632.2012.695672]

“Thermodynamic properties of water confined on the surface of PdO nanoparticles”,
E.C. Spencer, S.F. Parker and N.L. Ross, Journal of Chemical Thermodynamics 51
(2012) 103-106. _ [doi: 10.1016/j.jct.2012.02.025]

“Characterisation of C5 hydrocarbons relevant to catalysis”, S.F. Parker, D. Siegel,
N.G. Hamilton, J. Kapitan, L. Hecht and D. Lennon, Journal of Physical Chemistry A
116 (2012) 333-346. __[doi: 10.1021/jp209417d]

“Vibrational spectroscopy with neutrons — a review of new directions”, S.F. Parker,
D. Lennon and P.W. Albers, Applied Spectroscopy 65 (2011) 1325-1341
[doi: 10.1366/11-06456] (Invited review). Gold OA

“Characterisation of beta palladium hydride formation in the Lindlar catalyst and in
carbon supported palladium” P.W. Albers, K. M6bus, C.D. Frost and S.F. Parker,
Journal of Physical Chemistry C 115 (2011) 24485-24493. _ [doi:
10.1021/jp205951c]

“The influence of particle size and water coverage on the thermodynamic properties
of water confined on the surface of SnO> cassiterite nanoparticles”, E.C. Spencer,
N.L. Ross, S.F. Parker, A.l. Kolesnikov, B.F. Woodfield, K. Woodfield, J. Boerio-
Goates and A. Navrotsky, Journal of Physical Chemistry C 115 (2011) 21105-21112.
[doi: 10.1021/jp202518p]

“Studies of biomacromolecules with neutron vibrational spectroscopy”, S.F. Parker, in
“Dynamics of Biological Macromolecules by Neutron Scattering”, S. Magazu and

F. Migliardo (eds.), Bentham, (2011) 86-98 (invited review).

[doi: 10.2174/97816080521961110101]

“Nitric acid monohydrate”, P. Baloh, H. Grothe, K. Whitmore, S.F. Parker,
R. Escribano and B. Martin Llorente, Molecular Physics 109 (2011) 2083-2093.
[doi: 10.1080/00268976.2011.593571]

“Vibrational properties of bioprotectant mixtures of trehalose and glycerol”
S. Magazu, F. Migliardo and S.F. Parker, Journal of Physical Chemistry B, 115
(2011) 11004-11009. _ [doi: 10.1021/jp205599a]
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“Polymers under extreme two-dimensional confinement: poly(ethylene oxide) in
graphite oxide”, F. Barroso-Bujans, F. Fernandez-Alonso, S. Cerveny, S.F. Parker,
A. Alegria and J. Colmenero, Soft Matter, 7 (2011) 7173-7176.

[doi: 10.1039/c1sm05661a]

“Exploiting the quasi-invariance of molecular vibrational eigenvectors”, J. Tomkinson
and S.F. Parker, Spectrochimica Acta Part A: Molecular and Biomolecular
Spectroscopy 79 (2011) 2017-2019 _[doi: 10.1016/j.saa.2011.04.066].

“INS study of Pt(II) complexes displaying anticancer properties”, L. Batista de
Carvalho, M.P. Marques, C. Martin, S.F. Parker and J. Tomkinson, ChemPhysChem
12 (2011) 1334-1341. _ [doi: 10.1002/cphc.201001067]

“Determination of the magnetic contribution to the heat capacity of cobalt oxide
nanoparticles and the thermodynamic properties of the hydration layers”,

E.C. Spencer, N.L. Ross, S.F. Parker, B.F. Woodfield, J. Boerio-Goates., S.J. Smith,
R.E. Olsen, A.l.Kolesnikov, A. Navrotsky and C. Ma, Journal of Physics: Condensed
Matter 23 (2011) 205303. _ [d0i:10.1088/0953-8984/23/20/205303]

“New fundamental experimental studies on @-Mg(BHa)2 and other borohydrides”

H. Hagemann, V. D’Anna, J.P. Rapin, R. Cemy, Y. Filinchuk, K. Kim, D. Sholl and
S.F. Parker, Journal of Alloys and Compounds 509 (Supplement 2) (2011) S688—
S690. _ [doi:10.1016/j.jallcom.2010.10.068].

“YMnzHx and RMn2yFeyHs (R=Y, Er) studied by Raman, infrared and inelastic
neutron scattering spectroscopies”, V. Paul-Boncour, S.F. Parker, H. Hagemann,
S.M. Filipek, R. Wierzbicki and M. Latroche, Faraday Discussions 151 (2011) 307-
314. _ [doi: 10.1039/c0fd00019a]

“Complete assignment of the vibrational modes of Ceo by inelastic neutron scattering
spectroscopy and periodic-DFT”, S.F. Parker, S.M. Bennington, J.W. Taylor, H.
Herman, I. Silverwood, P. Albers and K. Refson, Physical Chemistry Chemical
Physics 13 (2011) 7789 — 7804. _ [d0i:10.1039/COCP02956D]

“Experimental arrangements suitable for the acquisition of inelastic neutron scattering
spectra of heterogeneous catalysts”, I.P. Silverwood , N.G. Hamilton , A. McFarlane ,
R.M. Ormerod, T. Guidi, J. Bones, M.P. Dudman, C.M. Goodway, M. Kibble,

S.F. Parker and D. Lennon, Reviews of Scientific Instruments 82 (2011) 034101.
[d0i:10.1063/1.3553295]

“Assignment of the vibrational spectra of lithium hydroxide monohydrate,
LiOH.H20”, S.F. Parker, K. Refson, R.I. Bewley and G. Dent, Journal of Chemical
Physics 134 (2011) 084503. _ [doi: 10.1063/1.3553812]

“The role of hydroxyl groups in low temperature carbon monoxide oxidation”,
S.F. Parker, Chemical Communications, 47 (2011) 1988-1990. _ [doi:
10.1039/C0CC04991C]

“Vibrational spectra of benzene chromium tricarbonyl and its mesityl analogue: a
study by neutron spectroscopy”, J. Tomkinson and S.F. Parker, Journal of Physical
Chemistry A, 114 (2010) 12605-12612. _ [doi: 10.1021/jp103289c].
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“Heterolytic and heterotopic dissociation of hydrogen on ceria-supported gold
nanoparticles. Combined inelastic neutron scattering and FT-IR spectroscopic study
on the nature and reactivity of surface hydrogen species”, R. Juarez, S.F. Parker,

P. Concepcion, A. Corma and H. Garcia, Chem. Sci. 1 (2010), 731-738.
[d0i:10.1039/C0SC00336K]

“Persistent species formed during the carbon dioxide reforming of methane over a
nickel-alumina catalyst”, I.P. Silverwood, N.G. Hamilton, J.Z. Staniforth,

C.J. Laycock, S.F. Parker, R.M. Ormerod and D. Lennon, Catalysis Today, 155
(2010) 319-325. _ [d0i:10.1016/j.cattod.2010.07.009]

“The observation of equilibria present in stepwise gas phase hydrogenation reactions”,
A. McFarlane, L. McMillan, 1.P. Silverwood, N.G. Hamilton, D. Siegel, S.F. Parker,
D.T. Lundie and D. Lennon, Catalysis Today, 155 (2010) 206-213.
[doi:10.1016/j.cattod.2009.11.007]

“Characterisation of hydrous palladium oxide: implications for low temperature
carbon monoxide oxidation”, S.F. Parker, K. Refson, A.C. Hannon, E. Barney,

S.J. Robertson and P. Albers, Journal of Physical Chemistry C, 114 (2010) 14164—
14172, _ [doi: 10.1021/jp103847d]

“No evidence for Evans’ holes in the A, B, C vibrational structure of potassium
dihydrogen arsenate”, J. Tomkinson, S.F. Parker and D. Lennon, Journal of Chem.
Phys., 133 (2010) 034508. _ [d0i:10.1063/1.3457788]

“Structure determination of adsorbed hydrogen on real catalysts”, S.F. Parker,
D.T. Bowron, S. Imberti, A.K. Soper, K. Refson, E.S. Lox, M. Lopez and P. Albers,
Chem. Communications 46 (2010) 2959 — 2961. _ [doi: 10.1039/C001779E]

“High-pressure polymorphism in salicylamide”, R.D.L. Johnstone, A.R. Lennie,
S.F. Parker, S. Parsons, E. Pidcock, P.R. Richardson, J.E. Warren and P.A. Wood,
CrysteEngComm. 12 (2010) 1065-1078 _ [doi: 10.1039/b921288d]. Green OA

“Quantification of surface species present on a nickel/alumina methane reforming
catalyst”, L.P. Silverwood, N.G. Hamilton, C.J. Laycock, J.Z. Staniforth,

R.M. Ormerod, C.D. Frost, S.F. Parker and D. Lennon, Physical Chemistry Chemical
Physics 12 (2010) 3102-3107. _ [doi:10.1039/B919977B].

“The reactions of iron atoms with benzene”, S.F. Parker, Journal of Physical
Chemistry A, 114 (2010) 1657-1664. _[doi: 10.1021/jp905958b]

“Spectroscopy and bonding in ternary metal hydride complexes - potential hydrogen
storage media”, S.F. Parker, Coordination Chemistry Reviews 254 (2010) 215-234.
[d0i:10.1016/j.ccr.2009.06.016].

“Conformational and vibrational analysis of methyl methanesulfonate,
CH3S020CHs”, M.E. Tuttolomondo, A. Navarro, T. Pefia, E.L. Varetti, S.F. Parker,
and A.B. Altabef, Journal of Physical Chemistry A, 113 (2009) 8401-8408.

[doi: 10.1021/jp902993p]

“Simultaneous neutron scattering and Raman scattering”, M.A. Adams, S.F. Parker,

F. Fernandez-Alonso, D.J. Cutler, C. Hodges and A. King, Applied Spectroscopy 63
(2009) 727-732. _ [doi: 10.1366/000370209788701107].
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(211) “Vibrational spectroscopy of a compound with a CS7 ring”, S.F. Parker, K. Refson,
S.M. Tavender, P. Albers, B. Hannebauer, M. Janik, A. Mdiller, J. Martens,
M. Watzke, K. Shankland, C. Leech and H. Offermanns, Journal of Raman Spec., 40
(2009) 703-708. _ [doi: 10.1002/jrs.2270].

(210) “New insight into the structure, internal rotation barrier and vibrational analysis of
2-fluorostyrene”, M.E. Tuttolomondo, A. Navarro, T. Pena Ruiz, M. Fernandez-
Liencres, J. Granadino-Roldan, S.F. Parker and M. Fernandez-Gomez, Chem. Phys.,
361 (2009) 94-105 _[doi: 10.1016/j.chemphys.2009.05.010].

(209) “Bonding and spectroscopy of LaMgoPdH7: a compound with two types of hydride”,
S.F. Parker, J.W. Taylor, H. Herman, J.-P. Rapin, N. Penin and K. Yvon, Journal of
Alloys Compds. 470 (2009) 80-84. _[doi: 10.1016/j.jallcom.2008.02.050].

(208) A structural and spectroscopic investigation of the hydrochlorination of 4-
benzylaniline: the interaction of anhydrous hydrogen chloride with chlorobenzene”,
E.K. Gibson, J.M. Winfield, K.W. Muir, R.H. Carr, A. Eaglesham, A. Gavezzotti, S.F.
Parker and D. Lennon, Physical Chemistry Chemical Physics 11 (2009) 288-297.
[doi: 10.1039/b810027f]

(207) “Applications of neutron scattering in the chemical industry: proton dynamics of
highly dispersed materials, characterization of fuel cell catalysts and catalysts from
large-scale chemical processes”, P.W. Albers and S.F. Parker in “Neutron
Applications in Earth, Energy and Environmental Sciences”, (eds. L. Liang,

R. Rinaldi and H. Schober), Springer, (2009) 391-416.
[doi: 10.1007/978-0-387-09416-8_13]

(206) “Solid state and solution structure of an unusual compound containing a CS7 ring”,
H. Offermanns, J. Martens, M. Watzke, P. Albers, B. Hannebauer, M. Janik,
A. Miller, K. Shankland, C. Leech and S.F. Parker, The Open Organic Chemistry
Journal, 2 (2008) 110-113. _[doi: 10.2174/1874095200801020110] Gold OA

(205) “Characterisation of carbon supported platinum-ruthenium fuel cell catalysts”,
P.W. Albers, M. Lopez and S.F. Parker, Surface Science, 602 (2008) 3611-3616.
[doi: 10.1016/j.susc.2008.10.006]

(204) “Vibrational spectra of trilodomesitylene: combination of DFT calculations and
experimental studies. effects of the environment”, J.J. Meinnel, A. Boudjada, A.
Boucekkine, F. Boudjada, A. Moréac and S.F. Parker, Journal of Physical Chemistry
A 112 (2008) 11124-11141 [doi: 10.1021/jp802621w].

(203) “Quantum delocalization of molecular hydrogen in alkali-graphite intercalates”,
A. Lovell, F. Fernandez-Alonso, N.T. Skipper, K. Refson, S.M. Bennington and
S.F. Parker, Phys. Rev. Lett. 101 (2008) 126101.
[doi: 0.1103/PhysRevLett.101.126101].

(202) “Complete assignment of the vibrational spectrum of the ternary metal hydride
RbsZnHs by periodic DFT” S.F. Parker, K. Yvon and K. Refson, Proceedings of
ICORS XXI, (eds.; R. Withnall and B.Z. Chowdhry), Chichester, 2008, 693-694.

(201) “Inelastic neutron scattering spectroscopy of amino acids”, S.F. Parker and P. Haris,

Journal of Spectroscopy 22 (2008) 815790_ [doi: 10.3233/SPE-2008-0354]
Gold OA
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