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In 2012, the Ill received notice of 552 publications by Ill
staff and users. They are listed in the Cd-ROM
of this year's annual Report.

The distribution by subject is as follows:

 Applied physics, Instrumentation and Techniques  28

 Biology  49

 crystallography  92

 Liquids and Glasses  34

 Magnetic Excitations  64

 Magnetic Structures  86

 Materials Science and Engineering  53

 nuclear and particle physics  37

 Theory  13

 Soft Matter  72

 Spectroscopy in Solid State physics and chemistry  24

Ill Phd studentships

 phD students at ILL in 2012*  32

 phD theses completed in 2012 7

* Receiving a grant from ILL
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Books published in 2012



Sulyok G. - Photon exchange and decoherence in neutron interferometry.
From: Technische Universität Wien, Fakultät für Physik, Atominstitut, Germany, 2011.

Rivard C. - Contribution à l’étude de la stabilité des minéraux constitutifs de l’argilite
du Callovo-Oxfordien en présence de fer à 90°C.
From: INP de Lorraine, Vandoeuvre-lès-Nancy, France, 2011.

Ouladdiaf S. - Intérêt de la diffraction par les neutrons dans l’étude des biomatériaux dentaires. 
Caractérisation structurale de la dentine et d'un ciment silicate tricalcique, la Biodentine TM.
From: Université Claude Bernard de Lyon I, France, 2012.

Jones A.O.F. - Towards high throughput single crystal neutron diffraction of hydrogen bonded molecular 
complexes.
From: University of Bath, UK, 2012.

Hennig M. - Dynamics of globular proteins in crowded electrolyte solutions.
Studied by neutron scattering. 
From: Eberhard Karls Universität Tübingen, Germany, 2011.

Gutfreund P. - The microscopic origin of surface slip: 
A neutron and X-ray scattering study on the near surface structure of flowing liquids.
From: Ruhr-Universität Bochum, Fakultät für Physik und Astronomie, Germany, 2011.

Groen D. - Stratum corneum model membranes: 
molecular organisation in relation to skin barrier function. 
From: Universiteit Leiden, the Netherlands, 2011.
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Wang C., de Jonge N., Dunin-Borkowski R.E., Braun A., Guo J., Winans R.E., Schober H. 
- In situ and Operando Probing of Energy Materials at Multiscale Down to Single Atomic Column 
- The Power of X-Rays, Neutrons and Electron Microscopy
Cambridge University Press (2010)

Johnson M.R., Malikova N., Plazanet M. - Neutrons et Simulations
EDP Sciences (2012)

Grenier B., Simonet V., Schober H.
- Contribution of Symmetries in Condensed Matter
EDP Sciences (2012)

Börner H.G., Gönnenwein F.
- The Neutron: A Tool and an Object in Nuclear and Particle Physics
World Scientific (2012)
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Biology

Aurelio G., Sommadossi S.A., Cuello G.J. Crystal structure of Cu-Sn-In alloys around the -phase field 
studied by neutron diffraction
Journal of Electronic Materials 41, 3223-3231 (2012)

Chinchalikar A.J., Kumar S., Aswal V.K., Callow P., Wagh A.G. Co-existence of monomers and clusters
in concentrated protein solutions
AIP Conference Proceedings 1447, 161-162 (2012)

Christie M.P., Whitten A.E., King G.J., Hu S.H., Jarrott R.J., Chen K.E., Duff A.P., Callow P., Collins B.M., 
James D.E., Martin J.L. Low-resolution solution structures of Munc18:
Syntaxin protein complexes indicate an open binding mode driven by the Syntaxin N-peptide
Proceedings of the National Academy of Sciences of the USA 109, 9816-9821 (2012)

Clifton L.A., Johnson C.L., Solovyova A.S., Callow P., Weiss K.L., Ridley H., Le Brun A.P., Kinane C.J., 
Webster J.R., Holt S.A., Lakey J.H. Low resolution structure and dynamics of a colicin-receptor complex 
determined by neutron scattering
Journal of Biological Chemistry 287, 337-346 (2012)

Combet S., Zanotti J.M. Further evidence that interfacial water is the main “driving force” of protein 
dynamics: A neutron scattering study on perdeuterated C-phycocyanin
Physical Chemistry Chemical Physics 14, 4927-4934 (2012)

Engelbrecht T.N., Demé B., Dobner B., Neubert R.H.H. Study of the influence of the penetration enhancer 
isopropyl myristate on the nanostructure of stratum corneum lipid model membranes using neutron 
diffraction and deuterium labelling
Skin Pharmacology and Physiology 25, 200-207 (2012)

Engelbrecht T.N., Schroeter A., Hauß T., Demé B., Scheidt H.A., Huster D., Neubert R.H.H.
The impact of ceramides NP and AP on the nanostructure of stratum corneum lipid bilayer.
Part I: neutron diffraction and 2H NMR studies on multilamellar models based on ceramides with 
symmetric alkyl chain length distribution
Soft Matter 8, 2599-2607 (2012)

Fragneto G., Charitat T., Daillant J. Floating lipid bilayers: Models for physics and biology
European Biophysics Journal 41, 863-874 (2012)

Gabel F. Small angle neutron scattering for the structural study of intrinsically disordered proteins
in solution: A practical guide
Methods in Molecular Biology 896, 123-135 (2012)

Gallat F.X., Brogan A.P.S., Fichou Y., McGrath N., Moulin M., Härtlein M., Combet J., Wuttke J., Mann S., 
Zaccaï G., Jackson C.J., Perriman A.W., Weik M. A polymer surfactant corona dynamically replaces water 
in solvent-free protein liquids and ensures macromolecular flexibility and activity
Journal of the American Chemical Society 134, 13168-13171 (2012)

Gallat F.X., Laganowsky A., Wood K., Gabel F., van Eijck L., Wuttke J., Moulin M., Härtlein M.,
Eisenberg D., Colletier J.P., Zaccaï G., Weik M. Dynamical coupling of intrinsically disordered proteins
and their hydration water: Comparison with folded soluble and membrane proteins
Biophysical Journal 103, 129-136 (2012)
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Garg S., Porcar L., Hamill A.C., Butler P.D., Perez-Salas U. Response to “How slow is the transbilayer 
diffusion (Flip-Flop) of cholesterol?”
Biophysical Journal 102, 947-949 (2012)

Gerelli Y., Porcar L., Fragneto G. Lipid rearrangement in DSPC/DMPC bilayers: 
A neutron reflectometry study
Langmuir 28, 15922-15928 (2012)

Giménez V., James C., Armiñán A., Schweins R., Paul A., Vicent M.J. Demonstrating the importance
of polymer-conjugate conformation in solution on its therapeutic output: Diethylstilbestrol
(DES)-polyacetals as prostate cancer treatment
Journal of Controlled Release 159, 290-301 (2012)

Heidebrecht T., Fish A., von Castelmur E., Johnson K.A., Zaccaï G., Borst P., Perrakis A.
Binding of the J-binding protein to DNA containing glucosylated hmU (base J) or 5-hmC:
Evidence for a rapid conformational change upon DNA binding
Journal of the American Chemical Society 134, 13357-13365 (2012)

Hughes R.C., Coates L., Blakeley M.P., Tomanicek S.J., Langan P., Kovalevsky A.Y., García-Ruiz J.M., Ng J.D. 
Inorganic pyrophosphatase crystals from Thermococcus thioreducens for X-ray and neutron diffraction
Acta Crystallographica F 68, 1482-1487 (2012)

Kennaway C.K., Taylor J.E., Song C.F., Potrzebowski W., Nicholson W., White J.H., Swiderska A.,
Obarska-Kosinska A., Callow P., Cooper L.P., Roberts G.A., Artero J.B., Bujnicki J.M., Trinick J., Kneale G.G., 
Dryden D.T.F. Structure and operation of the DNA-translocating type I DNA restriction enzymes
Genes & Development 26, 92-104 (2012)

Kovalevsky A., Hanson B.L., Mason S.A., Forsyth V.T., Fisher Z., Mustyakimov M., Blakeley M.P., Keen D.A., 
Langan P. Inhibition of D-xylose isomerase by polyols: Atomic details by joint X-ray/neutron crystallography
Acta Crystallographica D 68, 1201-1206 (2012)

Loupiac C. How neutron scattering experiments can target the behavior of milk proteins
Neutron News 23, 22-24 (2012)

Magazù S., Migliardo F., Benedetto A. Reply to “Comment on 'Puzzle of the Protein Dynamical Transition'”
Journal of Physical Chemistry B 116, 6068-6069 (2012)

Magazù S., Migliardo F., Benedetto A., La Torre R., Hennet L. Bio-protective effects of homologous 
disaccharides on biological macromolecules
European Biophysics Journal 41, 361-367 (2012)

Magazù S., Migliardo F., González M.A., Mondelli C. Inelastic neutron scattering study of dynamical 
properties of bioprotectant solutions against temperature
Journal of Non-Crystalline Solids 358, 2635-2640 (2012)

Merlino A., Vitiello G., Grimaldi M., Sica F., Busi E., Basosi R., D'Ursi A.M., Fragneto G., Paduano L., 
D'Errico G. Destabilisation of lipid membranes by a peptide derived from glycoprotein gp36 of feline 
immunodeficiency virus: A combined molecular dynamics/experimental study
Journal of Physical Chemistry B 116, 401-412 (2012)
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Myles D.A.A., Dauvergne F., Blakeley M.P., Meilleur F. Neutron protein crystallography at ultra-low (<15K) 
temperatures
Journal of Applied Crystallography 45, 686-692 (2012)

Nagy G., Pieper J., Krumova S.B., Kovács L., Trapp M., Garab G., Peters J. Dynamic properties
of photosystem II membranes at physiological temperatures characterised by elastic incoherent neutron 
scattering. Increased flexibility associated with the inactivation of the oxygen evolving complex
Photosynthesis Research 111, 113-124 (2012)

Nagy G., Szabó M., Ünnep R., Káli G., Miloslavina Y., Lambrev P.H., Zsiros O., Porcar L., Timmins P., Rosta 
L., Garab G. Modulation of the multilamellar membrane organisation and of the chiral macrodomains in 
the diatom Phaeodactylum tricornutum revealed by small-angle neutron scattering and circular dichroism 
spectroscopy
Photosynthesis Research 111, 71-79 (2012)

Ossowski S., Jackson A., Obiols-Rabasa M., Holt C., Lenton S., Porcar L., Paulsson M., Nylander T. 
Aggregation behavior of bovine - and -casein studied with small angle neutron scattering, light 
scattering, and cryogenic transmission electron microscopy
Langmuir 28, 13577-13589 (2012)

Paciaroni A., Orecchini A., Haertlein M., Moulin M., Conti Nibali V., De Francesco A., Petrillo C., Sacchetti F. 
Vibrational collective dynamics of dry proteins in the terahertz region
Journal of Physical Chemistry B 116, 3861-3865 (2012)

Peters J., Trovaslet M., Trapp M., Nachon F., Hill F., Royer E., Gabel F., van Eijck L., Masson P., Tehei M. 
Activity and molecular dynamics relationship within the family of human cholinesterases
Physical Chemistry Chemical Physics 14, 6764-6770 (2012)

Pieper J., Trapp M., Skomorokhov A., Natkaniec I., Peters J., Renger G. Temperature-dependent vibrational 
and conformational dynamics of photosystem II membrane fragments from spinach investigated by elastic 
and inelastic neutron scattering
Biochimica et Biophysica Acta 1817, 1213-1219 (2012)

Posselt D., Nagy G., Kirkensgaard J.J.K., Holm J.K., Aagaard T.H., Timmins P., Rétfalvi E., Rosta L., Kovács L., 
Garab G. Small-angle neutron scattering study of the ultrastructure of chloroplast thylakoid membranes - 
Periodicity and structural flexibility of the stroma lamellae
Biochimica et Biophysica Acta 1817, 1220-1228 (2012)

Prokeš K., Hiess A., Bao W., Wheeler E., Landsgesell S., Argyriou D.N. Anisotropy of the (, ) dynamic 
susceptibility in magnetically ordered (x=0.05) and superconducting (x=0.40) Fe1.02Te1-xSex

Physical Review B 86, 064503-1-064503-5 (2012)

Sawada D., Nishiyama Y., Langan P., Forsyth V.T., Kimura S., Wada M. Direct determination
of the hydrogen bonding arrangement in anhydrous -chitin by neutron fiber diffraction
Biomacromolecules 13, 288-291 (2012)

Sawada D., Nishiyama Y., Langan P., Forsyth V.T., Kimura S., Wada M. Water in crystalline fibers
of dihydrate -chitin results in unexpected absence of intramolecular hydrogen bonding
PloS One 7, e39376-1-e39376-8 (2012)
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Schiró G., Natali F., Cupane A. Physical origin of anharmonic dynamics in proteins:
New insights from resolution-dependent neutron scattering on homomeric polypeptides
Physical Review Letters 109, 128102-1-128102-5 (2012)

Schirò G., Vetri V., Frick B., Militello V., Leone M., Cupane A. Neutron scattering reveals enhanced protein 
dynamics in Concanavalin A amyloid fibrils
Journal of Physical Chemistry Letters 3, 992-996 (2012)

Selvam P., Bharatwaj B., Porcar L., da Rocha S.R.P. Reverse aqueous microemulsions in hydrofluoroalkane 
propellants and their aerosol characteristics
International Journal of Pharmaceutics 422, 428-435 (2012)

Sharma K.S., Durand G., Gabel F., Bazzacco P., Le Bon C., Billon-Denis E., Catoire L.J., Popot J.L., Ebel C., 
Pucci B. Non-ionic amphiphilic homopolymers: Synthesis, solution properties, and biochemical validation
Langmuir: the ACS journal of surfaces and colloids 28, 4625-4639 (2012)

Stadler A.M., Fabiani E., Zaccaï G. Changes in molecular dynamics of apomyoglobin during amyloid 
formation
Journal of Physics: Conference Series 340, 012092-1-012092-9 (2012)

Stadler A.M., Garvey C.J., Bocahut A., Sacquin-Mora S., Digel I., Schneider G.J., Natali F., Artmann G.M., 
Zaccaï G. Thermal fluctuations of haemoglobin from different species: Adaptation to temperature via 
conformational dynamics
Journal of the Royal Society Interface 9, 2845-2855 (2012)

Stadler A.M., Pellegrini E., Johnson M., Fitter J., Zaccaï G. Dynamics-stability relationships
in apo- and holomyoglobin: A combined neutron scattering and molecular dynamics simulations study
Biophysical Journal 102, 351-359 (2012)

Taylor J.E., Swiderska A., Artero J.B., Callow P., Kneale G. Structural and functional analysis
of the symmetrical type I restriction endonuclease R.EcoR124INT
PloS One 7, e35263-1-e35263-7 (2012)

Teixeira S.C.M. Neutron protein crystallography at our table
Neutron News 23, 19-21 (2012)

Trapp M., Trovaslet M., Nachon F., Koza M.M., van Eijck L., Hill F., Weik M., Masson P., Tehei M., Peters J. 
Energy landscapes of human acetylcholinesterase and its huperzine A-inhibited counterpart
Journal of Physical Chemistry B 116, 14744-14753 (2012)

Wadsäter M., Laursen T., Singha A., Hatzakis N.S., Stamou D., Barker R., Mortensen K., Feidenhans'l R., 
Lindberg Møller B., Cárdenas M. Monitoring shifts in the conformation equilibrium of the membrane 
protein cytochrome P450 reductase (POR) in nanodiscs
Journal of Biological Chemistry 287, 34596-34603 (2012)

Wood K., Gallat F.X., Otten R., van Heel A.J., Lethier M., van Eijck L., Moulin M., Haertlein M., Weik M., 
Mulder F.A.A. Protein surface and core dynamics show concerted hydration-dependent activation
Angewandte Chemie International Edition 51, 1-5 (2012)
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Compton E.L., Karinou E., Naismith J.H., Gabel F., Javelle A. Low resolution structure of a bacterial SLC26 
transporter reveals dimeric stoichiometry and mobile intracellular domains
Journal of Biological Chemistry 286, 27058-27067 (2011)

Jensen M.R., Communie G., Ribeiro Jr E.A., Martinez N., Desfosses A., Salmon L., Mollica L., Gabel F., 
Jamin M., Longhi S., Ruigrok R.W., Blackledge M. Intrinsic disorder in measles virus nucleocapsids
Proceedings of the National Academy of Sciences of the USA 108, 9839-9844 (2011)

Perkins S.J., Nan R., Li K., Khan S., Abe Y. Analytical ultracentrifugation combined with X-ray and neutron 
scattering: Experiment and modelling
Methods 54, 181-199 (2011)
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Liquids and Glasses

Amann-Winkel K., Löw F., Handle P.H., Knoll W., Peters J., Geil B., Fujara F., Loerting T.
Limits of metastability in amorphous ices: The neutron scattering Debye-Waller factor
Physical Chemistry Chemical Physics 14, 16386-16391 (2012)

Bafile U., Celli M., Colognesi D., Zoppi M., Guarini E., De Francesco A., Formisano F., Neumann M.
Neutron study of non-Gaussian self dynamics in liquid parahydrogen
Journal of Physics: Conference Series 340, 012076-1-012076-10 (2012)

Blochowicz T., Schramm S., Lusceac S., Vogel M., Stühn B., Gutfreund P., Frick B. Signature of a type-A 
glass transition and intrinsic confinement effects in a binary glass-forming system
Physical Review Letters 109, 035702-1-035702-5 (2012)

Chathoth S.M., Koza M.M., Meyer A. Complex atomic dynamics in a deep-eutectic binary metallic melt
Materials Chemistry and Physics 136, 296-299 (2012)

Chiapponi C., Di Bari M.T., Gerelli Y., Deriu A., Chiessi E., Finelli I., Paradossi G., Russina M., Izaola Z., 
Garcia Sakai V. Water dynamics in physical hydrogels based on partially hydrophobized hyaluronic acid
Journal of Physical Chemistry B 116, 12915-12921 (2012)

Comez L., Corezzi S., Orecchini A., Paciaroni A., Petrillo C., Santucci S.C., Sacchetti F., Fioretto D. A 
comparison between acoustic compliance and self-particle susceptibility in associated liquids:
The case of water and glycerol
Journal of Molecular Liquids 176, 76-78 (2012)

Dawidowski J., Cuello G.J. Experimental corrections in neutron diffraction of ambient water using H/D 
isotopic substitution
Journal of Physics: Conference Series 340, 012004-1-012004-11 (2012)

Demmel F., Morkel C. No evidence for ideal icosahedrons in liquid rubidium
Physics and Chemistry of Liquids 50, 31-38 (2012)

Drewitt J.W.E., Hennet L., Zeidler A., Jahn S., Salmon P.S., Neuville D.R., Fischer H.E. Structural 
transformations on vitrification in the fragile glass-forming system CaAl2O4
Physical Review Letters 109, 235501-1-235501-5 (2012)

Fernandez-Martin C., Bruno G., Crochet A., Ovono Ovono D., Comte M., Hennet L. Nucleation and growth
of nanocrystals in glass-ceramics: An in situ SANS perspective
Journal of the American Ceramic Society 95, 1304-1312 (2012)

Hofmann T., Wallacher D., Mayorova M., Zorn R., Frick B., Huber P. Molecular dynamics of n-hexane:
A quasi-elastic neutron scattering study on the bulk and spatially nanochannel-confined liquid
Journal of Chemical Physics 136, 124505-1-124505-9 (2012)

Holland-Moritz D., Yang F., Kordel T., Klein S., Kargl F., Gegner J., Hansen T., Bednarcik J., Kaban I., 
Shuleshova O., Mattern N., Meyer A. Does an icosahedral short-range order prevail in glass-forming Zr-Cu 
melts?
Europhysics Letters 100, 56002-p1-56002-p6 (2012)
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Jakse N., Bouhadja M., Kozaily J., Drewitt J.W.E., Hennet L., Neuville D.R., Fischer H.E., Cristiglio V., 
Pasturel A. Interplay between non-bridging oxygen, triclusters, and fivefold Al coordination in low silica 
content calcium aluminosilicate melts
Applied Physics Letters 101, 201903-1-201903-5 (2012)

Kofu M., Someya T., Tatsumi S., Ueno K., Ueki T., Watanabe M., Matsunaga T., Shibayama M.,
García Sakai V., Tyagi M., Yamamuro O. Microscopic insights into ion gel dynamics using neutron spectroscopy
Soft Matter 8, 7888-7897 (2012)

Mamontov E., De Francesco A., Formisano F., Laloni A., Sani L., Leu B.M., Said A.H., Kolesnikov A.I.
Water dynamics in a lithium chloride aqueous solution probed by Brillouin neutron and X-ray scattering
Journal of Physics Condensed Matter 24, 064102-1-064102-9 (2012)

Martin R.A., Moss R.M., Lakhkar N.J., Knowles J.C., Cuello G.J., Smith M.E., Hanna J.V., Newport R.J. 
Structural characterisation of titanium-doped Bioglass using isotopic substitution neutron diffraction
Physical Chemistry Chemical Physics 14, 15807-15815 (2012)

Mason P.E., Wernersson E., Jungwirth P. Accurate description of aqueous carbonate ions:
An effective polarisation model verified by neutron scattering
Journal of Physical Chemistry B 116, 8145-8153 (2012)

Meyer A., Kargl F., Horbach J. Channel diffusion in sodium silicate melts
Neutron News 23, 35-37 (2012)

Orecchini A., Paciaroni A., Petrillo C., Sebastiani F., De Francesco A., Sacchetti F. Water dynamics as 
affected by interaction with biomolecules and change of thermodynamic state: A neutron scattering study
Journal of Physics Condensed Matter 24, 064105-1-064105-8 (2012)

Orecchini A., Sebastiani F., Jasnin M., Paciaroni A., De Francesco A., Petrillo C., Moulin M., Haertlein M., 
Zaccaï G., Sacchetti F. Collective dynamics of intracellular water in living cells
Journal of Physics: Conference Series 340, 012091-1-012091-7 (2012)

Piarristeguy A.A., Cuello G.J., Fernández-Martínez A., Cristiglio V., Johnson M., Ribes M., Pradel A.
Short range order and Ag diffusion threshold in Agx(Ge0.25Se0.75)100-x glasses
Physica Status Solidi (b) 249, 2028-2033 (2012)

Plazanet M., Schober H., Angell C.A. Note: Anharmonicity of quasi-lattice modes in glass and super-fragile 
liquid states of decahydroisoqinoline: C9H17N
Journal of Chemical Physics 136, 136101-1-136101-2 (2012)

Russo D., Orecchini A., De Francesco A., Formisano F., Laloni A., Petrillo C., Sacchetti F. Brillouin neutron 
spectroscopy as a probe to investigate collective density fluctuations in biomolecules hydration water
Spectroscopy: An International Journal 27, 293-305 (2012)

Salmon P.S., Drewitt J.W.E., Whittaker D.A.J., Zeidler A., Wezka K., Bull C.L., Tucker M.G., Wilding M.C., 
Guthrie M., Marrocchelli D. Density-driven structural transformations in network forming glasses:
A high-pressure neutron diffraction study of GeO2 glass up to 17.5 GPa
Journal of Physics Condensed Matter 24, 415102-1-415102-17 (2012)
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Liquids and Glasses

Skinner L.B., Barnes A.C., Salmon P.S., Fischer H.E., Drewitt J.W.E., Honkimäki V.
Structure and triclustering in Ba-Al-O glass
Physical Review B 85, 064201-1-064201-12 (2012)

Violini N., Orecchini A., Paciaroni A., Petrillo C., Sacchetti F. Neutron scattering investigation
of high-frequency dynamics in glassy glucose
Physical Review B 85, 134204-1-134204-7 (2012)

Wezka K., Salmon P.S., Zeidler A., Whittaker D.A.J., Drewitt J.W.E., Klotz S., Fischer H.E., Marrocchelli D. 
Mechanisms of network collapse in GeO2 glass: High-pressure neutron diffraction with isotope substitution 
as arbitrator of competing models
Journal of Physics Condensed Matter 24, 502101-1-502101-9 (2012)

Wright A.C., Sinclair R.N., Stone C.E., Shaw J.L., Feller S.A., Kiczenski T.J., Williams R.B., Berger H.A., 
Fischer H.E., Vedishcheva N.M. A neutron diffraction study of 2M2O.5B2O3 (M=Li, Na, K, Rb, Cs & Ag) and 
2MO.5B2O3 (M=Ca & Ba) glasses
Physics and Chemistry of Glasses 53, 191-204 (2012)

Wu B., Kerkeni B., Egami T., Do C., Liu Y., Wang Y., Porcar L., Hong K., Smith S.C., Liu E.L., Smith G.S., 
Chen W.R. Structured water in polyelectrolyte dendrimers: Understanding small angle neutron scattering 
results through atomistic simulation
Journal of Chemical Physics 136, 144901-1-144901-9 (2012)

Wurth R., Pascual M.J., Mather G.C., Pablos-Martín A., Muñoz F., Durán A., Cuello G.J., Rüssel C. 
Crystallisation mechanism of a multicomponent lithium alumino-silicate glass
Materials Chemistry and Physics 134, 1001-1006 (2012)

Yuan H.F., Xia T., Plazanet M., Demé B., Orrit M. Communication: Crystallite nucleation in supercooled 
glycerol near the glass transition
Journal of Chemical Physics 136, 041102-1-041102-4 (2012)

Zeidler A., Salmon P.S., Fischer H.E., Neuefeind J.C., Simonson J.M., Lemmel H., Rauch H., Markland T.E. 
Zeidler et al. Reply
Physical Review Letters 108, 259604-1 (2012)

Zeidler A., Salmon P.S., Fischer H.E., Neuefeind J.C., Simonson J.M., Markland T.E. Isotope effects in 
water as investigated by neutron diffraction and path integral molecular dynamics
Journal of Physics Condensed Matter 24, 284126-1-284126-13 (2012)

Hennet L., Pozdnyakova I., Bytchkov A., Drewitt J.W.E., Kozaily J., Leydier M., Brassamin S., Zanghi D., 
Fischer H.E., Greaves G.N., Price D.L. Application of time resolved X
High Temperatures -  High Pressures 40, 263-270 (2011)
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Applied Physics,
Instrumentation and techniques

Berry K.D., Bailey K.M., Beal J., Diawara Y., Funk L., Hicks J.S., Jones A.B., Littrell K.C., Pingali S.V., 
Summers P.R., Urban V.S., Vandergriff D.H., Johnson N.H., Bradley B.J. Characterisation of the neutron 
detector upgrade to the GP-SANS and Bio-SANS instruments at HFIR
Nuclear Instruments and Methods in Physics Research A 693, 179-185 (2012)

Bigault T., Birch J., Buffet J.C., Correa J., Hall-Wilton R., Hultman L., Höglund C., Guérard B., Khaplanov A., 
Piscitelli F., Van Esch P. 10B multi-grid proportional gas counters for large area thermal neutron detectors
Neutron News 23, 20-25 (2012)

Brose D., Geltenbort P., Plonka-Spehr C., Reichert T. Absorber materials for low-energy neutrons - 
Theoretical and experimental studies
Nuclear Instruments and Methods in Physics Research A 664, 353-357 (2012)

Chen Q., Holdsworth S., Embs J., Pomjakushin V., Frick B., Braun A. High-temperature high pressure cell for 
neutron-scattering studies
High Pressure Research 32, 471-481 (2012)

Cuello N., Cuello G.J. Effects of the sample environment and collimation in the background measurement
Journal of Physics: Conference Series 340, 012023-1-012023-5 (2012)

Daum M., Frei A., Geltenbort P., Gutsmiedl E., Höbel P., Koch H.C., Kraft A., Lauer T., Müller A.R., Paul S., 
Zsigmond G. A low-pass velocity filter for ultracold neutrons
Nuclear Instruments and Methods in Physics Research A 675, 103-111 (2012)

Dawidowski J., Cuello G.J., Rodríguez Palomino L.A. Data processing steps in neutron diffraction:
From the raw data to the differential cross section
In “Neutron Diffraction” Khidirov I. Ed. (2012, InTech) pp. 77-100

De Francesco A., Bafile U., Formisano F., Guarini E. Efficient implementation of multiple scattering
Monte Carlo estimates in time-of-flight neutron spectrometry exploiting wide-area detectors
Journal of Physics: Conference Series 340, 012024-1-012024-15 (2012)

Fernandez-Alonso F., Cabrillo C., Fernández-Perea R., Bermejo F.J., González M.A., Mondelli C., Farhi E. 
Solid para-hydrogen as the paradigmatic quantum crystal: Three observables probed by ultrahigh-resolution 
neutron spectroscopy
Physical Review B 86, 144524-1-144524-5 (2012)

Frick B., Combet J., van Eijck L. New possibilities with inelastic fixed window scans and linear motor 
Doppler drives on high resolution neutron backscattering spectrometers
Nuclear Instruments and Methods in Physics Research A 669, 7-13 (2012)

Holmes A.T., Walsh G.R., Blackburn E., Forgan E.M., Savey-Bennett M. A 17 T horizontal field cryomagnet 
with rapid sample change designed for beamline use
Review of Scientific Instruments 83, 023904-1-023904-5 (2012)

Höglund C., Birch J., Andersen K., Bigault T., Buffet J.C., Correa J., Van Esch P., Guérard B., Hall-Wilton R., 
Jensen J., Khaplanov A., Piscitelli F., Vettier C., Vollenberg W., Hultman L. B4C thin films for neutron detection 
Journal of Applied Physics 111, 104908-1-104908-8 (2012)

11

publications ANNUAL REPORT ILL 2012



Jericha E., Badurek G., Gösselsberger C., Süss D. Experimental and methodic progress in ultra-small-angle 
polarised neutron scattering on novel magnetic materials
Journal of Physics: Conference Series 340, 012007-1-012007-12 (2012)

Klauser C., Chastagnier J., Jullien D., Petoukhov A., Soldner T. High precision depolarisation 
measurements with an opaque test bench
Journal of Physics: Conference Series 340, 012011-1-012011-3 (2012)

Klepp J., Pruner C., Tomita Y., Geltenbort P., Drevenšek-Olenik I., Gyergyek S., Kohlbrecher J., Fally M. 
Holographic gratings for slow-neutron optics
Materials 5, 2788-2815 (2012)

Klepp J., Pruner C., Tomita Y., Mitsube K., Geltenbort P., Fally M. Mirrors for slow neutrons
from holographic nanoparticle-polymer free-standing film-gratings
Applied Physics Letters 100, 214104-1-214104-3 (2012)

Mathieu L., Serot O., Materna T., Bail A., Köster U., Faust H., Litaize O., Dupont E., Jouanne C., Letourneau A., 
Panebianco S. New neutron long-counter for delayed neutron investigations with the LOHENGRIN fission 
fragment separator
Journal of Instrumentation 7, P08029-1-P08029-31 (2012)

Mildner D.F.R., Cubitt R. The effect of gravity on the Debye-Scherrer ring in small-angle neutron scattering
Journal of Applied Crystallography 45, 124-126 (2012)

Mittal R., Zbiri M., Schober H., Achary S.N., Tyagi A.K., Chaplot S.L. Phonons and colossal thermal 
expansion behavior of Ag3Co(CN)6 and Ag3Fe(CN)6
Journal of Physics Condensed Matter 24, 505404-1-505404-10 (2012)

Morozov A., Defendi I., Engels R., Fraga F.A.F., Fraga M.M.F.R., Guérard B., Jurkovic M., Kemmerling G., 
Manzin G., Margato L.M.S., Niko H., Pereira L., Petrillo C., Peyaud A., Piscitelli F., Raspino D.,
Rhodes N.J., Sacchetti F., Schooneveld E.M., Esch P., Zeitelhack K. ANTS - A simulation package
for secondary scintillation Anger-camera type detector in thermal neutron imaging
Journal of Instrumentation 7, P08010-1-P08010-24 (2012)

Peters J., Trapp M., Hughes D., Rowe S., Demé B., Laborier J.L., Payre C., Gonzales J.P., Baudoin S., 
Belkhier N., Lelièvre-Berna E. High hydrostatic pressure equipment for neutron scattering studies
of samples in solutions
High Pressure Research 32, 97-102 (2012)

Stocker I.N., Miller K.L., Lee S.Y., Welbourn R.J.L., Mannion A.R., Collins I.R., Webb K.J., Wildes A., 
Kinane C.J., Clarke S.M. Neutron reflection at the calcite-liquid interface
Progress in Colloid and Polymer Science 139, 91-99 (2012)

Stuhrmann H.B. Time-resolved polarised neutron scattering from dynamic polarised nuclear spin targets
Journal of Physics: Conference Series 351, 012003-1-012003-11 (2012)

van Eijck L., Gérard L., Frick B., Seydel T., Schober H. A case study for using neutron backscattering 
instruments at reactors in inverted time-of-flight mode
Nuclear Instruments and Methods in Physics Research A 672, 64-68 (2012)

12

publications ANNUAL REPORT ILL 2012

Applied Physics,
Instrumentation and techniques



13

Wildes A.R. Inelastic scattering measured on a neutron reflectometer
European Physical Journal Plus 127, 1-9 (2012)

Zbiri M., Koza M.M. Advanced functionalized materials
Neutron News 23, 15-19 (2012)

Zbiri M., Schober H., Choudhury N., Mittal R., Chaplot S.L., Patwe S.J., Achary S.N., Tyagi A.K.
High-temperature phonon spectra of multiferroic BiFeO3 from inelastic neutron spectroscopy
Applied Physics Letters 100, 142901-1-142901-5 (2012)

Schober H., Forster M., Savin J. NMI3: New funding, new project
Neutron News 22, 40-41 (2011)

publications ANNUAL REPORT ILL 2012

Applied Physics,
Instrumentation and techniques

R



Nuclear and
Particle Physics

Arimoto Y., Gertenbort P., Imajo S., Iwashita Y., Kitaguchi M., Seki Y., Shimizu H.M., Yoshioka T. 
Demonstration of focusing by a neutron accelerator
Physical Review A 86, 023843-1-023843-4 (2012)

Berezhiani Z., Nesti F. Magnetic anomaly in UCN trapping: Signal for neutron oscillations to parallel world?
European Physical Journal C 72, 1974-1-1974-7 (2012)

Chupp T.E., Cooper R.L., Coulter K.P., Freedman S.J., Fujikawa B.K., García A., Jones G.L., Mumm H.P., 
Nico J.S., Thompson A.K., Trull C.A., Wietfeldt F.E., Wilkerson J.F. Search for a T-odd, P-even triple 
correlation in neutron decay
Physical Review C 86, 035505-1-035505-19 (2012)

Codau C., Nesvizhevsky V.V., Fertl M., Pignol G., Protasov K.V. Transitions between levels of a quantum 
bouncer induced by a noise-like perturbation
Nuclear Instruments and Methods in Physics Research A 677, 10-13 (2012)

Cronenberg G., Durstberger-Rennhofer K., Geltenbort P., Jenke T., Lemmel H., Abele H.
Methods and applications of gravity resonance spectroscopy within the qBounce experiment
Journal of Physics: Conference Series 340, 012045-1-012045-6 (2012)

Fischer H.E., Simonson J.M., Neuefeind J.C., Lemmel H., Rauch H., Zeidler A., Salmon P.S.
The bound coherent neutron scattering lengths of the oxygen isotopes
Journal of Physics Condensed Matter 24, 505105-1-505105-11 (2012)

Frank A.I., Geltenbort P., Jentschel M., Kulin G.V., Kustov D.V., Strepetov A.N. Accelerating medium effect 
as a general wave phenomenon
Journal of Physics: Conference Series 340, 012042-1-012042-11 (2012)

Gledenov Y.M., Nesvizhevsky V.V., Sedyshev P.V., Shul'gina E.V., Vesna V.A. A method to measure neutron 
polarisation using P-even asymmetry of -quantum emission in the neutron-nuclear interaction
Physics of Atomic Nuclei 75, 781-784 (2012)

Habs D., Günther M.M., Jentschel M., Urban W. Refractive index of silicon at  ray energies
Physical Review Letters 108, 184802-1-184802-4 (2012)

Habs D., Jentschel M. Überraschend großer Brechungsindex für Gammastrahlung
Physik in Unserer Zeit 43, 216-217 (2012)

Hasegawa Y. Entanglement between degrees of freedom in a single-particle system revealed
in neutron interferometry
Foundations of Physics 42, 29-45 (2012)

Konrad G., Abele H., Beck M., Drescher C., Dubbers D., Erhart J., Fillunger H., Gösselsberger C., Heil W., 
Horvath M., Jericha E., Klauser C., Klenke J., Märkisch B., Maix R.K., Mest H., Nowak S., Rebrova N., 
Roick C., Sauerzopf C., Schmidt U., Soldner T., Wang X., Zimmer O. Neutron decay with PERC:
A progress report
Journal of Physics: Conference Series 340, 012048-1-012048-8 (2012)

14

publications ANNUAL REPORT ILL 2012



Kurpeta J., Urban W., Materna T., Faust H., Köster U., Rissanen J., Rząca-Urban T., Mazzocchi C., Smith A.G., 
Smith J.F., Greene J.P., Ahmad I. Low-spin structure of 85Se and the n branching of 85As
Physical Review C 85, 027302-1-027302-4 (2012)

Malkiewicz T., Simpson G.S., Urban W., Genevey J., Köster U., Materna T., Pinston J.A., Ramdhane M., 
Rząca-Urban T., Thiamova G., Smith A.G., Ahmad I., Greene J.P. Near-yrast structure of odd-A,
neutron-rich Pr isotopes
Physical Review C 85, 044314-1-044314-12 (2012)

Malkiewicz T., Simpson G.S., Urban W., Genevey J., Pinston J.A., Ahmad I., Greene J.P., Köster U., 
Materna T., Ramdhane M., Rząca-Urban T., Smith A.G., Thiamova G. Recent studies of Odd-A,
neutron-rich Pr isotopes
Acta Physica Polonica B 43, 247-252 (2012)

Nesvizhevsky V.V. Gravitational quantum states of neutrons and the new GRANIT spectrometer
Modern Physics Letters A 27, 1230006-1-1230006-18 (2012)

Nesvizhevsky V.V., Voronin A.Y., Cubitt R., Protasov K.V. A note on observation and theoretical description 
of the neutron whispering gallery effect
Journal of Physics: Conference Series 340, 012020-1-012020-5 (2012)

Nesvizhevsky V.V., Voronin A.Y., Lambrecht A., Reynaud S. Study of levitating nanoparticles
using ultracold neutrons
New Journal of Physics 14, 093053-1-093053-27 (2012)

Ohtsubo T., Stone N.J., Stone J.R., Towner I.S., Bingham C.R., Gaulard C., Köster U., Muto S., Nikolov J., 
Nishimura K., Simpson G.S., Soti G., Veskovic M., Walters W.B., Wauters F.
Magnetic dipole moment of the doubly-closed-shell plus one proton nucleus 49Sc
Physical Review Letters 109, 032504-1-032504-5 (2012)

Plaster B., Rios R., Back H.O., Bowles T.J., Broussard L.J., Carr R., Clayton S., Currie S., Filippone B.W., 
García A., Geltenbort P., Hickerson K.P., Hoagland J., Hogan G.E., Hona B., Holley A.T., Ito T.M., Liu C.Y., 
Liu J., Makela M., Mammei R.R., Martin J.W., Melconian D., Mendenhall M.P., Morris C.L., Mortensen R., 
Pattie R.W., Pérez Galván A., Pitt M.L., Ramsey J.C., Russell R., Saunders A., Schmid R., Seestrom S.J., 
Sjue S., Sondheim W.E., Tatar E., Tipton B., Vogelaar R.B., VornDick B., Wrede C., Xu Y.P., Yan H.,
Young A.R., Yuan J. Measurement of the neutron -asymmetry parameter A0 with ultracold neutrons
Physical Review C 86, 055501-1-055501-49 (2012)

Rissanen J., Kurpeta J., Elomaa V.V., Eronen T., Hakala J., Jokinen A., Kankainen A., Moore I.D., Penttilä H., 
Płochocki A., Saastamoinen A., Urban W., Weber C., Äystö J. Structure of 115Ag studied by - decays
of 115Pd and 115Pdm
Physical Review C 86, 034337-1-034337-11 (2012)

Rząca-Urban T., Urban W., Pinston J.A., Simpson G.S., Smith A.G., Ahmad I. Reflection symmetry
of the near-yrast excitations in 145Ba
Physical Review C 86, 044324-1-044324-8 (2012)

Saam B., Petukhov A.K., Chastagnier J., Gentile T.R., Golub R., Swank C.M.
Comment on “Pressure dependence of wall relaxation in polarised 3He gaseous cells”
Physical Review A 85, 047401-1-047401-3 (2012)

15

Nuclear and
Particle Physics

publications ANNUAL REPORT ILL 2012



16

Nuclear and
Particle Physics

Sarrazin M., Pignol G., Petit F., Nesvizhevsky V.V. Experimental limits on neutron disappearance
into another braneworld
Physics Letters B 712, 213-218 (2012)

Smith A.G., Durell J.L., Phillips W.R., Urban W., Sarriguren P., Ahmad I. Lifetime measurements
and nuclear deformation in the A ≈100 region
Physical Review C 86, 014321-1-014321-10 (2012)

Sultan A., Meschke M., Lauter H.J., Godfrin H. Static structure factor of two-dimensional liquid 3He 
adsorbed on graphite
Journal of Low Temperature Physics 169, 367-376 (2012)

Sulyok G., Lemmel H., Rauch H. Neutrons in a time-dependent magnetic field: Photon exchange
and decoherence modeling
Physical Review A 85, 033624-1-033624-7 (2012)

Urban W., Rząca-Urban T., Syntfeld-Kazuch A., Smith A.G., Ahmad I. Band structure of 149Ce
Physical Review C 86, 017301-1-017301-4 (2012)

Urban W., Sieja K., Simpson G.S., Soldner T., Rząca-Urban T., Złomaniec A., Tsekhanovich I., Dare J.A., 
Smith A.G., Durell J.L., Smith J.F., Orlandi R., Scherillo A., Ahmad I., Greene J.P., Jolie J., Linneman A. 
Isomeric levels in 92Rb and the structure of neutron-rich 92,94Rb isotopes
Physical Review C 85, 014329-1-014329-9 (2012)

Van den Berghe S., Parthoens Y., Charollais F., Kim Y.S., Leenaers A., Koonen E., Kuzminov V., Lemoine P., 
Jarousse C., Guyon H., Wachs D., Keiser Jr D., Robinson A., Stevens J., Hofman G. Swelling of
U(Mo)-Al(Si) dispersion fuel under irradiation - Non-destructive analyses of the LEONIDAS E-FUTURE plates
Journal of Nuclear Materials 430, 246-258 (2012)

Voronin A.Y., Froelich P., Nesvizhevsky V.V. Gravitational states of antihydrogen near material surface
Hyperfine Interactions 213, 129-135 (2012)

Voronin A.Y., Nesvizhevsky V.V., Reynaud S. Interference of the whispering gallery states of antihydrogen
Journal of Physics B 45, 165007-1-165007-8 (2012)

Voronin A.Y., Nesvizhevsky V.V., Reynaud S. Whispering-gallery states of antihydrogen near a curved 
surface
Physical Review A 85, 014902-1-014902-3 (2012)

Zimmer O., Dominguez C.A., Falomir H., Loewe M. Observability of an induced electric dipole moment
of the neutron from nonlinear QED
Physical Review D 85, 013004-1-013004-12 (2012)

Arndt O., Kratz K.L., Walters W.B., Farouqi K., Köster U., Fedosseev V., Hennrich S., Jost C.J., Wöhr A., 
Hecht A.A., Pfeiffer B., Shergur J., Hoteling N. Decay of the r-process nuclides 137,138,139Sb,
and the A =130 solar r-process abundance peak
Physical Review C 84, 061307-1-061307-5 (2011)

publications ANNUAL REPORT ILL 2012



17

Nuclear and
Particle Physics

Durstberger-Rennhofer K., Jenke T., Abele H. Probing the neutron’s electric neutrality with Ramsey 
spectroscopy of gravitational quantum states of ultracold neutrons
Physical Review D 84, 036004-1-036004-5 (2011)

Granja C., Jakubek J., Köster U., Platkevic M., Pospisil S. Measurement of decay of radioactive
and isomer nuclei by spatial and time coincidence in the timepix pixel detector
AIP Conference Proceedings 1351, 179-182 (2011)

publications ANNUAL REPORT ILL 2012

R



Adelsberger J., Metwalli E., Diethert A., Grillo I., Bivigou-Koumba A., Laschewsky A., Müller-Buschbaum P., 
Papadakis C.M. Kinetics of collapse transition and cluster formation in a thermoresponsive micellar 
solution of P(S- b -NIPAM-b - S) induced by a temperature jump
Macromolecular Rapid Communications 33, 254-259 (2012)

Åkesson A., Lind T., Ehrlich N., Stamou D., Wacklin H., Cárdenas M. Composition and structure
of mixed phospholipid supported bilayers formed by POPC and DPPC
Soft Matter 8, 5658-5665 (2012)

Åkesson A., Lind T.K., Barker R., Hughes A., Cárdenas M. Unraveling dendrimer translocation across cell 
membrane mimics
Langmuir 28, 13025-13033 (2012)

Alexander S., Cosgrove T., Castle T.C., Grillo I., Prescott S.W. Effect of temperature, cosolvent, and added 
drug on pluronic-flurbiprofen micellization
Journal of Physical Chemistry B 116, 11545-11551 (2012)

Angus-Smyth A., Campbell R.A., Bain C.D. Dynamic adsorption of weakly interacting polymer/surfactant 
mixtures at the air/water interface
Langmuir 28, 12479-12492 (2012)

Appel E.A., Loh X.J., Jones S.T., Biedermann F., Dreiss C.A., Scherman O.A. Ultrahigh-water-content 
supramolecular hydrogels exhibiting multistimuli responsiveness
Journal of the American Chemical Society 134, 11767-11773 (2012)

Appel E.A., Loh X.J., Jones S.T., Dreiss C.A., Scherman O.A. Sustained release of proteins from high water 
content supramolecular polymer hydrogels
Biomaterials 33, 4646-4652 (2012)

Bauer M., Charitat T., Fajolles C., Fragneto G., Daillant J. Insertion properties of cholesteryl cyclodextrins
in phospholipid membranes: A molecular study
Soft Matter 8, 942-953 (2012)

Béziel W., Sferrazza M. A study of the authophobic dewetting in thin polymer films
Macromolecular Symposia 315, 35-43 (2012)

Bharti B., Xue M., Meissner J., Cristiglio V., Findenegg G.H. Assembling wormlike micelles in tubular 
nanopores by tuning surfactant-wall interactions
Journal of the American Chemical Society 134, 14756-14759 (2012)

Brown P., Bushmelev A., Butts C.P., Cheng J., Eastoe J., Grillo I., Heenan R.K., Schmidt A.M.
Magnetic control over liquid surface properties with responsive surfactants
Angewandte Chemie International Edition 51, 2414-2416 (2012)

Brown P., Butts C.P., Eastoe J., Glatzel S., Grillo I., Hall S.H., Rogers S., Trickett K.
Microemulsions as tunable nanomagnets
Soft Matter 8, 11609-11612 (2012)

18

publications ANNUAL REPORT ILL 2012

Soft Matter



Burchard W., Khalyavina A., Lindner P., Schweins R., Friedel P., Wiemann M., Lederer A.
SANS investigation of global and segmental structures of hyperbranched aliphatic-aromatic polyesters
Macromolecules 45, 3177-3187 (2012)

Busselez R., Arbe A., Cerveny S., Capponi S., Colmenero J., Frick B. Component dynamics
in polyvinylpyrrolidone concentrated aqueous solutions
Journal of Chemical Physics 137, 084902-1-084902-16 (2012)

Campbell R.A., Yanez Arteta M., Angus-Smyth A., Nylander T., Varga I. Multilayers at interfaces
of an oppositely charged polyelectrolyte/surfactant system resulting from the transport of bulk aggregates 
under gravity
Journal of Physical Chemistry B 116, 7981-7990 (2012)

Chau P.L., Tu K.M., Liang K.K., Todorov I.T., Roser S.J., Barker R., Matubayasi N. The effect of pressure on 
halothane binding to hydrated DMPC bilayers
Molecular Physics 110, 1461-1467 (2012)

Cinacchi G., Doshi N., Prescott S.W., Cosgrove T., Grillo I., Lindner P., Phipps J.S., Gittins D.,
van Duijneveldt J.S. The effect of size ratio on the sphere structure factor in colloidal sphere-plate mixtures 
Journal of Chemical Physics 137, 204909-1-204909-9 (2012)

Cummings S., Xing D., Enick R., Rogers S., Heenan R., Grillo I., Eastoe J. Design principles for supercritical 
CO2 viscosifiers
Soft Matter 8, 7044-7055 (2012)

Dabkowska A.P., Barlow D.J., Campbell R.A., Hughes A.V., Quinn P.J., Lawrence M.J. Effect of helper 
lipids on the interaction of DNA with cationic lipid monolayers studied by specular neutron reflection
Biomacromolecules 13, 2391-2401 (2012)

Dabkowska A.P., Barlow D.J., Hughes A.V., Campbell R.A., Quinn P.J., Lawrence M.J. The effect of neutral 
helper lipids on the structure of cationic lipid monolayers
Journal of the Royal Society Interface 9, 548-561 (2012)

De Silva J.P., Cousin F., Wildes A.R., Geoghegan M., Sferrazza M. Symmetric and asymmetric instability
of buried polymer interfaces
Physical Review E 86, 032801-1-032801-4 (2012)

Dehsorkhi A., Castelletto V., Hamley I.W., Lindner P. Influence of a non-ionic amphiphilic copolymer
on the self-assembly of a peptide amphiphile that forms nanotapes
Soft Matter 8, 8608-8615 (2012)

Falus P., Porcar L., Fratini E., Chen W.R., Faraone A., Hong K., Baglioni P., Liu Y.
Distinguishing the monomer to cluster phase transition in concentrated lysozyme solutions by studying
the temperature dependence of the short-time dynamics
Journal of Physics Condensed Matter 24, 064114-1-064114-8 (2012)

Francisco K.R., Dreiss C.A., Bouteiller L., Sabadini E. Tuning the viscoelastic properties of bis(urea)-based 
supramolecular polymer solutions by adding cosolutes
Langmuir 28, 14531-14539 (2012)

19

publications ANNUAL REPORT ILL 2012

Soft Matter



20

Genix A.C., Arbe A., Colmenero J., Wuttke J., Richter D. Neutron Scattering and X-ray investigation
of the structure and dynamics of poly(ethyl methacrylate)
Macromolecules 45, 2522-2536 (2012)

Genix A.C., Tatou M., Imaz A., Forcada J., Schweins R., Grillo I., Oberdisse J. Modeling of intermediate 
structures and chain conformation in silica-latex nanocomposites observed by SANS during annealing
Macromolecules 45, 1663-1675 (2012)

Gerstl C., Schneider G.J., Fuxman A., Zamponi M., Frick B., Seydel T., Koza M., Genix A.C., Allgaier J., 
Richter D., Colmenero J., Arbe A. Quasielastic neutron scattering study on the dynamics
of poly(alkylene oxide)s
Macromolecules 45, 4394-4405 (2012)

Gibaud T., Mahmoudi N., Oberdisse J., Lindner P., Pedersen J.S., Oliveira C.L.P., Stradner A., 
Schurtenberger P. New routes to food gels and glasses
Faraday Discussions 158, 267-284 (2012)

Golosova A.A., Adelsberger J., Sepe A., Niedermeier M.A., Lindner P., Funari S.S., Jordan R.,
Papadakis C.M. Dispersions of polymer-modified carbon nanotubes: A small-angle scattering investigation
Journal of Physical Chemistry C 116, 15765-15774 (2012)

Gómez-Graña S., Hubert F., Testard F., Guerrero-Martínez A., Grillo I., Liz-Marzán L.M., Spalla O.
Surfactant (Bi)Layers on gold nanorods
Langmuir 28, 1453-1459 (2012)

Halacheva S.S., Penfold J., Thomas R.K., Webster J.R.P. Effect of architecture on the formation
of surface multilayer structures at the air-solution interface from mixtures of surfactant with small 
poly(ethyleneimine)s
Langmuir 28, 6336-6347 (2012)

Halacheva S.S., Penfold J., Thomas R.K., Webster J.R.P. Effect of polymer molecular weight and solution 
ph on the surface properties of sodium dodecylsulfate-poly(ethyleneimine) mixtures
Langmuir 28, 14909-14916 (2012)

Haverkate L.A., Zbiri M., Johnson M.R., Demé B., de Groot H.J.M., Lefeber F., Kotlewski A., Picken S.J., 
Mulder F.M., Kearley G.J. On the morphology of a discotic liquid crystalline charge transfer complex
Journal of Physical Chemistry B 116, 13098-13105 (2012)

Heinen M., Zanini F., Roosen-Runge F., Fedunová D., Zhang F., Hennig M., Seydel T., Schweins R., Sztucki M., 
Antalík M., Schreiber F., Nägele G. Viscosity and diffusion: Crowding and salt effects in protein solutions
Soft Matter 8, 1404-1419 (2012)

Hellsing M.S., Kapaklis V., Rennie A.R., Hughes A.V., Porcar L. Crystalline order of polymer nanoparticles 
over large areas at solid/liquid interfaces
Applied Physics Letters 100, 221601-1-221601-4 (2012)

Hennig M., Roosen-Runge F., Zhang F., Zorn S., Skoda M.W.A., Jacobs R.M.J., Seydel T., Schreiber F. 
Dynamics of highly concentrated protein solutions around the denaturing transition
Soft Matter 8, 1628-1633 (2012)

publications ANNUAL REPORT ILL 2012

Soft Matter



21

Hoffmann I., Heunemann P., Farago B., Grillo I., Holderer O., Päch M., Gradzielski M.
Structure and dynamics of nanoemulsions: Insights from combining dynamic and static neutron scattering
Physical Review E 86, 061407-1-061407-9 (2012)

Hoffmann I., Oppel C., Gernert U., Barreleiro P., von Rybinski W., Gradzielski M. Adsorption isotherms 
of cellulose-based polymers onto cotton fibers determined by means of a direct method of fluorescence 
spectroscopy
Langmuir 28, 7695-7703 (2012)

Hoffmann I., Theile M., Grätz S., Scholz J., Barreleiro P., von Rybinski W., Gradzielski M. On the influence 
of surfactants on the adsorption of polysaccharide-based polymers on cotton studied by means of 
fluorescence spectroscopy
Langmuir 28, 11400-11409 (2012)

Hollamby M.J., Borisova D., Brown P., Eastoe J., Grillo I., Shchukin D. Growth of mesoporous silica 
nanoparticles monitored by time-resolved small-angle neutron scattering
Langmuir 28, 4425-4433 (2012)

Hopkins Hatzopoulos M., Eastoe J., Dowding P.J., Grillo I., Demé B., Rogers S.E., Heenan R., Dyer R. 
Effects of structure variation on solution properties of hydrotropes: Phenyl versus cyclohexyl chain tips
Langmuir 28, 9332-9340 (2012)

Jia H., Wildes A., Titmuss S. Structure of pH-responsive polymer brushes grown at the gold-water 
interface: Dependence on grafting density and temperature
Macromolecules 45, 305-312 (2012)

Johnson M.R., González M.A., Zbiri M., Pellegrini E. Computational tools to understand inelastic
and quasielastic neutron scattering data
In “Dynamics of Soft Matter Neutron Applications” García Sakai V. et al. Eds. (2012, Springer) pp. 25-56

Kaur G., Chiappisi L., Prévost S., Schweins R., Gradzielski M., Mehta S.K. Probing the microstructure
of nonionic microemulsions with ethyl oleate by viscosity, ROESY, DLS, SANS, and cyclic voltammetry
Langmuir 28, 10640-10652 (2012)

Klee A., Prévost S., Kunz W., Schweins R., Kiefer K., Gradzielski M. Magnetic microemulsions based
on magnetic ionic liquids
Physical Chemistry Chemical Physics 14, 15355-15360 (2012)

Klostermann M., Strey R., Sottmann T., Schweins R., Lindner P., Holderer O., Monkenbusch M., Richter D. 
Structure and dynamics of balanced supercritical CO2-microemulsions
Soft Matter 8, 797-807 (2012)

Li N., Thomas R.K., Rennie A.R. Adsorption of non-ionic surfactants to the sapphire/solution interface - 
Effects of temperature and pH
Journal of Colloid and Interface Science 369, 287-293 (2012)

Li N., Thomas R.K., Rennie A.R. Effect of pH, surface charge and counter-ions on the adsorption
of sodium dodecyl sulfate to the sapphire/solution interface
Journal of Colloid and Interface Science 378, 152-158 (2012)

publications ANNUAL REPORT ILL 2012

Soft Matter



22

Soft Matter

López-Barrón C.R., Porcar L., Eberle A.P.R., Wagner N.J. Dynamics of melting and recrystallization
in a polymeric micellar crystal subjected to large amplitude oscillatory shear flow
Physical Review Letters 108, 258301-1-258301-5 (2012)

Nayuk R., Zacher D., Schweins R., Wiktor C., Fischer R.A., Van Tendeloo G., Huber K. Modulated formation 
of MOF-5 nanoparticles - A SANS analysis
Journal of Physical Chemistry C 116, 6127-6135 (2012)

Papon A., Montes H., Lequeux F., Oberdisse J., Saalwächter K., Guy L. Solid particles in an elastomer 
matrix: Impact of colloid dispersion and polymer mobility modification on the mechanical properties
Soft Matter 8, 4090-4096 (2012)

Rehm T.H., Gröhn F., Schmuck C. Self-assembly of a triple-zwitterion in polar solutions:
Hierarchical formation of nanostructures
Soft Matter 8, 3154-3162 (2012)

Ristori S., Ciani L., Candiani G., Battistini C., Frati A., Grillo I., In M. Complexing a small interfering RNA 
with divalent cationic surfactants
Soft Matter 8, 749-756 (2012)

Robbes A.S., Cousin F., Meneau F., Chevigny C., Gigmes D., Fresnais J., Schweins R., Jestin J. Controlled 
grafted brushes of polystyrene on magnetic -Fe2O3 nanoparticles via nitroxide-mediated polymerisation
Soft Matter 8, 3407-3418 (2012)

Robbes A.S., Cousin F., Meneau F., Dalmas F., Schweins R., Gigmes D., Jestina J. Polymer-grafted 
magnetic nanoparticles in nanocomposites: Curvature effects, conformation of grafted chain, and bimodal 
nanotriggering of filler organisation by combination of chain grafting and magnetic field
Macromolecules 45, 9220-9231 (2012)

Rondelli V., Fragneto G., Motta S., Del Favero E., Cantú L. Reflectivity from floating bilayers:
Can we  keep the structural asymmetry?
Journal of Physics: Conference Series 340, 012083-1-012083-5 (2012)

Ruderer M.A., Meier R., Porcar L., Cubitt R., Müller-Buschbaum P. Phase separation and molecular 
intermixing in polymer-fullerene bulk heterojunction thin films
Journal of Physical Chemistry Letters 3, 683-688 (2012)

Spehr T., Frick B. Understanding the stability of micellar systems of interest for the study of glasses, 
freezing and soft confinement
In “Dynamics of Soft Matter - Neutron Applications” García Sakai V. et al. Eds. (2012, Springer) pp. 319-347 

Stidder B., Alcaraz J.P., Liguori L., Khalef N., Bakri A., Watkins E.B., Cinquin P., Martin D.K.
Biomimetic membrane system composed of a composite interpenetrating hydrogel film and a lipid bilayer
Advanced Functional Materials 22, 4259-4267 (2012)

Teixeira Z., Dreiss C.A., Jayne L.M., Heenan R.K., Machado D., Justo G.Z., Guterres S.S., Durán N.
Retinyl palmitate polymeric nanocapsules as carriers of bioactives
Journal of Colloid and Interface Science 382, 36-47 (2012)

publications ANNUAL REPORT ILL 2012



23

Soft Matter

Telling M.T.F., Clifton L., Combet J., Frick B., Howells S., García Sakai V. Lyophilised protein dynamics: 
More than just methyls?
Soft Matter 8, 9529-9532 (2012)

Tucker I.M., Petkov J.T., Jones C., Penfold J., Thomas R.K., Rogers S.E., Terry A.E., Heenan R.K., Grillo I. 
Adsorption of polymer-surfactant mixtures at the oil-water interface
Langmuir 28, 14974-14982 (2012)

Valero M., Grillo I., Dreiss C.A. Rupture of pluronic micelles by di-methylated -cyclodextrin is not due
to polypseudorotaxane formation
Journal of Physical Chemistry B 116, 1273-1281 (2012)

Valle-Orero J., Garden J.L., Richard J., Wildes A., Peyrard M. Glassy behavior of denatured DNA films 
studied by differential scanning calorimetry
Journal of Physical Chemistry B 116, 4394-4402 (2012)

Violini N., Cornicchi E., Orecchini A., Paciaroni A., Petrillo C., Sacchetti F. Vibrational density of states 
measurements in disordered systems
Journal of Physics: Conference Series 340, 012082-1-012082-5 (2012)

Woodka A.C., Butler P.D., Porcar L., Farago B., Nagao M. Lipid bilayers and membrane dynamics:
Insight into thickness fluctuations
Physical Review Letters 109, 058102-1-058102-5 (2012)

Zhai Y., Chong P.L.G., Taylor L.J.A., Erlkamp M., Grobelny S., Czeslik C., Watkins E., Winter R.
Physical properties of archaeal tetraether lipid membranes as revealed by differential scanning
and pressure perturbation calorimetry, molecular acoustics, and neutron reflectometry:
Effects of pressure and cell growth temperature
Langmuir 28, 5211-5217 (2012)

Zhang F., Roosen-Runge F., Skoda M.W.A., Jacobs R.M.J., Wolf M., Callow P., Frielinghaus H., Pipich V., 
Prévost S., Schreiber F. Hydration and interactions in protein solutions containing concentrated electrolytes 
studied by small-angle scattering
Physical Chemistry Chemical Physics 14, 2483-2493 (2012)

Fernandes A.N., Thomas L.H., Altaner C.M., Callow P., Forsyth V.T., Apperley D.C., Kennedy C.J., Jarvis M.C. 
Nanostructure of cellulose microfibrils in spruce wood
Proceedings of the National Academy of Sciences of the USA 108, E1195-E1203 (2011)

Hellsing M.S., Rennie A.R., Porcar L., Englund C.J. Scattering from dilute and lamellar phase solutions
of aerosol-OT simultaneous probe of surface structures and bulk
Progress in Colloid and Polymer Science 138, 139-142 (2011)

Wolff M. Characterisation of multiphase polymer systems by neutron scattering
In “Handbook of Multiphase Polymer Systems” Boudenne A.    Eds. (2011, Wiley) pp. 705-747

Zhang X., Taylor D., Thomas R., Penfold J., Tucker I. Modifying the adsorption properties of anionic 
surfactants onto hydrophilic silica using the pH dependence of the polyelectrolytes PEI, ethoxylated PEI, 
and polyamines
Langmuir 27, 3569-3577 (2011)

publications ANNUAL REPORT ILL 2012

R



Amaricci A., de' Medici L., Sordi G., Rozenberg M.J., Capone M. Path to poor coherence
in the periodic Anderson model from Mott physics and hybridization
Physical Review B 85, 235110-1-235110-11 (2012)

Bicout D., Kats E. Rupture of a biomembrane under dynamic surface tension
Physical Review E 85, 031905-1-031905-9 (2012)

Canals B., Schober H. Introduction to group theory
EPJ Web of Conferences 22, 00004-1-00004-39 (2012)

Dickmann S., Ziman T. Competing hyperfine and spin-orbit couplings: Spin relaxation in a quantum
Hall ferromagnet
Physical Review B 85, 045318-1-045318-14 (2012)

Dutton S.E., Kumar M., Mourigal M., Soos Z.G., Wen J.J., Broholm C.L., Andersen N.H., Huang Q., Zbiri M., 
Toft-Petersen R., Cava R.J. Quantum spin liquid in frustrated one-dimensional LiCuSbO4
Physical Review Letters 108, 187206-1-187206-5 (2012)

Kawabata S., Tanaka Y., Golubov A.A., Vasenko A.S., Asano Y. Spectrum of Andreev bound states
in Josephson junctions with a ferromagnetic insulator
Journal of Magnetism and Magnetic Materials 324, 3467-3470 (2012)

Lebedev V.V., Kats E.I. Long-scale dynamics of crystalline membranes
Physical Review B 85, 045416-1-045416-7 (2012)

Nozières P. Sixty years of condensed matter physics: An everlasting adventure
Annual Review of Condensed Matter Physics 3, 1-7 (2012)

Ozaeta A., Vasenko A.S., Hekking F.W.J., Bergeret F.S. Andreev current enhancement and subgap 
conductance of superconducting SFN hybrid structures in the presence of a small spin-splitting
magnetic field
Physical Review B 86, 060509-1-060509-5 (2012)

Ozaeta A., Vasenko A.S., Hekking F.W.J., Bergeret F.S. Electron cooling in diffusive normal
metal-superconductor tunnel junctions with a spin-valve ferromagnetic interlayer
Physical Review B 85, 174518-1-174518-8 (2012)

Sordi G., Sémon P., Haule K., Tremblay A.M.S. Strong coupling superconductivity, pseudogap,
and Mott transition
Physical Review Letters 108, 216401-1-216401-6 (2012)

Swank C.M., Petukhov A.K., Golub R. Correlation functions for restricted Brownian motion
from the ballistic through to the diffusive regimes
Physics Letters A 376, 2319-2324 (2012)

Kats E.I. Rosensweig instability in ferrofluids
Low Temperature Physics 37, 812-814 (2011)

24

publications ANNUAL REPORT ILL 2012

Theory

R



Acet M., Wassermann E.F. Magnetic interactions in Ni-Mn-based magnetic shape-memory Heusler alloys
Advanced Engineering Materials 14, 523-529 (2012)

Aguadero A., Pérez-Coll D., Alonso J.A., Skinner S.J., Kilner J. A new family of Mo-doped SrCoO3 -  
perovskites for application in reversible solid state electrochemical cells
Chemistry of Materials 24, 2655-2663 (2012)

Alekseev P.A., Mignot J.M., Nemkovski K.S., Rybina A.V., Lazukov V.N., Ivanov A.S., Iga F., Takabatake T. 
Interplay of low-energy phonons and magnetic excitations in the Kondo insulator YbB12
Journal of Physics Condensed Matter 24, 205601-1-205601-5 (2012)

Aoki D., Paulsen C., Kotegawa H., Hardy F., Meingast C., Haen P., Boukahil M., Knafo W., Ressouche E., 
Raymond S., Flouquet J. Decoupling between field-instabilities of antiferromagnetism
and pseudo-metamagnetism in Rh-doped CeRu2Si2 Kondo Lattice
Journal of the Physical Society of Japan 81, 034711-1-034711-10 (2012)

Baker M.L., Guidi T., Carretta S., Ollivier J., Mutka H., Güdel H.U., Timco G.A., McInnes E.J.L., Amoretti G., 
Winpenny R.E.P., Santini P. Spin dynamics of molecular nanomagnets unravelled at atomic scale
by four-dimensional inelastic neutron scattering
Nature Physics 8, 906-911 (2012)

Baker M.L., Mutka H. Neutron spectroscopy of molecular nanomagnets
European Physical Journal Special Topics 213, 53-68 (2012)

Baker M.L., Timco G.A., Piligkos S., Mathieson J.S., Mutka H., Tuna F., Kozłowski P., Antkowiak M., Guidi T., 
Gupta T., Rath H., Woolfson R.J., Kamieniarz G., Pritchard R.G., Weihe H., Cronin L., Rajaraman G., Collison D., 
McInnes E.J.L., Winpenny R.E.P. A classification of spin frustration in molecular magnets from a physical 
study of large odd-numbered-metal, odd electron rings
Proceedings of the National Academy of Sciences 109, 19113-19118 (2012)

Baker M.L., Waldmann O., Piligkos S., Bircher R., Cador O., Carretta S., Collison D., Fernandez-Alonso F., 
McInnes E.J.L., Mutka H., Podlesnyak A., Tuna F., Ochsenbein S., Sessoli R., Sieber A., Timco G.A., 
Weihe H., Güdel H.U., Winpenny R.E.P. Inelastic neutron scattering studies on the odd-membered 
antiferromagnetic wheel Cr8Ni
Physical Review B 86, 064405-1-064405-11 (2012)

Baldini M., Capogna L., Capone M., Arcangeletti E., Petrillo C., Goncharenko I., Postorino P.
Pressure induced magnetic phase separation in La0.75Ca0.25MnO3 manganite
Journal of Physics Condensed Matter 24, 045601-1-045601-5 (2012)

Bonilla C.M., Calvo I., Herrero-Albillos J., Figueroa A.I., Castan-Guerrero C., Bartolomé J.,
Rodríguez-Velamazán J.A., Schmitz D., Weschke E., Paudyal D., Pecharsky V.K., Gschneidner K.A., 
Bartolomé F., García L.M. New magnetic configuration in paramagnetic phase of HoCo2
Journal of Applied Physics 111, 07E315-1-07E315-3 (2012)

Bose P.P., Gupta M.K., Mittal R., Rols S., Achary S.N., Tyagi A.K., Chaplot S.L. High pressure phase 
transitions in Yttria, Y2O3
Journal of Physics: Conference Series 377, 012036-1-012036-4 (2012)

25

publications ANNUAL REPORT ILL 2012

Magnetic Excitations



26

Magnetic Excitations

Chandra S., Biswas A., Datta S., Ghosh B., Siruguri V., Raychaudhuri A.K., Phan M.H., Srikanth H.
Evidence of a canted magnetic state in self-doped LaMnO3+ ( = 0.04): A magnetocaloric study
Journal of Physics Condensed Matter 24, 366004-1-366004-8 (2012)

Chatterji T., Frick B., Nair H.S. Magnetic ordering in double perovskites R2CoMnO6 (R = Y , Tb)
investigated by high resolution neutron spectroscopy
Journal of Physics Condensed Matter 24, 266005-1-266005-7 (2012)

Dalla Piazza B., Mourigal M., Guarise M., Berger H., Schmitt T., Zhou K.J., Grioni M., Rønnow H.M. 
Unified one-band Hubbard model for magnetic and electronic spectra of the parent compounds of cuprate 
superconductors
Physical Review B 85, 100508-1-100508-5 (2012)

Dalmas de Réotier P., Yaouanc A., Chapuis Y., Curnoe S.H., Grenier B., Ressouche E., Marin C., Lago J., 
Baines C., Giblin S.R. Magnetic order, magnetic correlations, and spin dynamics in the pyrochlore 
antiferromagnet Er2Ti2O7
Physical Review B 86, 104424-1-104424-15 (2012)

de la Calle C., Martínez-Lope M.J., Pomjakushin V., Porcher F., Alonso J.A. Structure and magnetic 
properties of In2RuMnO6 and In2RuFeO6: Heavily transition-metal doped In2O3 -type bixbyites
Solid State Communications 152, 95-99 (2012)

de Vries M.A., Wulferding D., Lemmens P., Lord J.S., Harrison A., Bonville P., Bert F., Mendels P. 
Extension of the zinc paratacamite phase diagram: Probing the effect of spin vacancies
in an S = 1  kagome antiferromagnet

Physical Review B 85, 014422-1-014422-7 (2012)

Ehlers G., Huq A., Diallo S.O., Adriano C., Rule K.C., Cornelius A.L., Fouquet P., Pagliuso P.G., Gardner J.S. 
Low energy spin dynamics in the spin ice Ho2Sn2O7
Journal of Physics Condensed Matter 24, 076005-1-076005-7 (2012)

Fåk B., Kermarrec E., Messio L., Bernu B., Lhuillier C., Bert F., Mendels P., Koteswararao B., Bouquet F., 
Ollivier J., Hillier A.D., Amato A., Colman R.H., Wills A.S. Kapellasite: A Kagome quantum spin liquid
with competing interactions
Physical Review Letters 109, 037208-1-037208-5 (2012)

Fennell T., Kenzelmann M., Roessli B., Haas M.K., Cava R.J. Power-law spin correlations in the Pyrochlore 
antiferromagnet Tb2Ti2O7
Physical Review Letters 109, 017201-1-017201-5 (2012)

Fishman R.S., Campo J., Vos T.E., Miller J.S. Neutron-diffraction evidence for the ferrimagnetic ground 
state of a molecule-based magnet with weakly coupled sublattices
Journal of Physics Condensed Matter 24, 496001-1-496001-5 (2012)

Friemel G., Li Y., Dukhnenko A.V., Shitsevalova N.Y., Sluchanko N.E., Ivanov A., Filipov V.B., Keimer B., 
Inosov D.S. Resonant magnetic exciton mode in the heavy-fermion antiferromagnet CeB6
Nature Communications 3, 830-1-830-5 (2012)

2

publications ANNUAL REPORT ILL 2012



Friemel G., Park J.T., Maier T.A., Tsurkan V., Li Y., Deisenhofer J., Krug von Nidda H.A., Loidl A., Ivanov A., 
Keimer B., Inosov D.S. Reciprocal-space structure and dispersion of the magnetic resonant mode
in the superconducting phase of RbxFe2-ySe2 single crystals
Physical Review B 85, 140511-1-140511-5 (2012)

Gillon B., Becker P. Magnetisation densities in material science
In “Modern charge-density analysis” (2012, Springer) pp. 277-302

Guillou F., Courtois P., Porcar L., Plaindoux P., Bourgault D., Hardy V. Calorimetric investigation of the 
magnetocaloric effect in Ni45Co5Mn37.5In12.5
Journal of Physics D: Applied Physics 45, 255001-1-25001-7 (2012)

Gvasaliya S.N., Cervellino A., Roessli B., Rotaru G.M., Cowley R.A., Lushnikov S.G., Shaplygina T.A., 
Bouchenoire L. The structure and low-energy phonons of the nonferroelectric mixed perovskite: 
BaMg1/3Ta2/3O3
Journal of Physics: Condensed Matter 24, 455401-1-455401-7 (2012)

Hillier A.D., Adroja D.T., Manuel P., Anand V.K., Taylor J.W., McEwen K.A., Rainford B.D., Koza M.M. 
Muon spin relaxation and neutron scattering investigations of the noncentrosymmetric heavy-fermion 
antiferromagnet CeRhGe3
Physical Review B 85, 134405-1-134405-13 (2012)

Ivanov S.A., Mathieu R., Nordblad P., Politova E., Tellgren R., Ritter C., Proidakova V.
Structural and magnetic properties of Mn3-xCdxTeO6 (x=0, 1, 1.5 and 2)
Journal of Magnetism and Magnetic Materials 324, 1637-1644 (2012)

Kim I., Jeon B.G., Patil D., Patil S., Nénert G., Kim K.H. Observation of multiferroic properties
in pyroxene NaFeGe2O6
Journal of Physics Condensed Matter 24, 306001-1-306001-7 (2012)

Ko K.Y., Ko S.W., Booth J.G. Magnetic transition of plastic deformed Si-doped Ni3Mn alloy
Applied Physics Letters 100, 042403-1-042403-3 (2012)

Kurpeta J., Urban W., Płochocki A., Rissanen J., Pinston J.A., Elomaa V.V., Eronen T., Hakala J., Jokinen A., 
Kankainen A., Moore I.D., Penttilä H., Saastamoinen A., Weber C., Äystö J. Low-spin excitations
in the 109 Tc nucleus
Physical Review C 86, 044306-1-044306-10 (2012)

Liu M., Lester C., Kulda J., Lu X., Luo H., Wang M., Hayden S.M., Dai P. Polarised neutron scattering 
studies of magnetic excitations in electron-overdoped superconducting BaFe1.85Ni0.15As2
Physical Review B 85, 214516-1-214516-7 (2012)

Matsuda Y.H., Nakamura T., Her J.L., Michimura S., Inami T., Kindo K., Ebihara T.
Suppression of f -electron itinerancy in CeRu2Si2 by a strong magnetic field
Physical Review B 86, 041109-1-041109-4 (2012)

Michor H., Adroja D.T., Hillier A.D., Koza M.M., Manalo S., Gold C., Peyker L., Scheidt E.W.
Evolution of quantum criticality in the system CeNi9Ge4
Journal of Physics: Conference Series 344, 012001-1-012001-8 (2012)

27

Magnetic Excitations

publications ANNUAL REPORT ILL 2012



Nehrkorn J., Mukherjee S., Stuiber S., Mutka H., Strässle T., Christou G., Waldmann O. Ferromagnetic 
cluster spin waves in molecular disks studied by inelastic neutron scattering
Physical Review B 86, 134417-1-134417-11 (2012)

Paolasini L., Formisano F., Caciuffo R., Lander G.H., Lapertot G. Giant magnetoelastic interaction in UFe2
Journal of Physics: Conference Series 340, 012063-1-012063-5 (2012)

Park J.T., Friemel G., Loew T., Hinkov V., Li Y., Min B.H., Sun D.L., Ivanov A., Piovano A., Lin C.T., Keimer B., 
Kwon Y.S., Inosov D.S. Similar zone-center gaps in the low-energy spin-wave spectra of Na1-FeAs
and BaFe2As2
Physical Review B 86, 024437-1-024437-6 (2012)

Pedersen K.S., Sigrist M., Weihe H., Tregenna-Piggott P.L.W., Schau-Magnussen M., Dreiser J., Mutka H., 
Barra A.L., Bendix J. MnIII zero-field splitting parameters and weak exchange interactions
in a cyanide-bridged {MnIII-IrIII-MnIII} cluster
Inorganic Chemistry Communications 24, 24-28 (2012)

Petit S., Bonville P., Mirebeau I., Mutka H., Robert J. Spin dynamics in the ordered spin ice Tb2Sn2O7
Physical Review B 85, 054428-1-054428-8 (2012)

Porcar L., Bourgault D., Courtois P. Large piezoresistance and magnetoresistance effects
on Ni45Co5Mn37.5In12.5 single crystal
Applied Physics Letters 100, 152405-1-152405-3 (2012)

Quintero-Castro D.L., Lake B., Islam A.T.M.N., Wheeler E.M., Balz C., Månsson M., Rule K.C., Gvasaliya S., 
Zheludev A. Asymmetric thermal line shape broadening in a gapped 3D antiferromagnet:
Evidence for strong correlations at finite temperature
Physical Review Letters 109, 127206-1-127206-5 (2012)

Quintero-Castro D.L., Lake B., Reehuis M., Niazi A., Ryll H., Islam A.T.M.N., Fennell T., Kimber S.A.J., 
Klemke B., Ollivier J., García Sakai V., Deen P.P., Mutka H. Coexistence of long- and short-range magnetic 
order in the frustrated magnet SrYb2O4
Physical Review B 86, 064203-1-064203-10 (2012)

Qureshi N., Steffens P., Drees Y., Komarek A.C., Lamago D., Sidis Y., Harnagea L., Grafe H.J., Wurmehl S., 
Büchner B., Braden M. Inelastic neutron-scattering measurements of incommensurate magnetic excitations 
on superconducting LiFeAs single crystals
Physical Review Letters 108, 117001-1-17001-5 (2012)

Qureshi N., Steffens P., Wurmehl S., Aswartham S., Büchner B., Braden M. Local magnetic anisotropy
in BaFe2As2: A polarised inelastic neutron scattering study
Physical Review B 86, 060410-1-060410-5 (2012)

Raymond S., Kaneko K., Hiess A., Steffens P., Lapertot G. Evidence for three fluctuation channels
in the spin resonance of the unconventional superconductor CeCoIn5
Physical Review Letters 109, 237210-1-237210-5 (2012)

28

Magnetic Excitations

publications ANNUAL REPORT ILL 2012



Sabyasachi S., Patra M., Majumdar S., Giri S., Das S., Amaral V.S., Iglesias O., Borghols W., Chatterji T. 
Glassy magnetic phase driven by short-range charge and magnetic ordering in nanocrystalline 
La1/3Sr2/3FeO3-: Magnetisation, Mössbauer, and polarised neutron studies
Physical Review B 86, 104416-1-104416-9 (2012)

Schobinger-Papamantellos P., Buschow K.H.J., Rodríguez-Carvajal J. Magnetoelastic phase transitions
in the LuFe4Ge2 and YFe4Si2 compounds: A neutron diffraction study
Journal of Magnetism and Magnetic Materials 324, 3709-3715 (2012)

Telling M.T.F., Knight K.S., Pratt F.L., Church A.J., Deen P.P., Ellis K.J., Watanabe I., Cywinski R.
Pressure-dependent spin fluctuations and magnetic structure in the topologically frustrated spin glass
alloy Y(Mn0.95Al0.05)2
Physical Review B 85, 184416-1-184416-11 (2012)

Tsyrulin N., Viennois R., Giannini E., Boehm M., Jiménez-Ruiz M., Omrani A.A., Dalla Piazza B., Rønnow H.M 
Magnetic hourglass dispersion and its relation to high-temperature superconductivity
in iron-tuned Fe1+yTe0.7Se0.3
New Journal of Physics 14, 073025-1-073025-9 (2012)

Ulbrich H., Steffens P., Lamago D., Sidis Y., Braden M. Hourglass dispersion in overdoped single-layered 
manganites
Physical Review Letters 108, 247209-1-247209-5 (2012)

Ummethum J., Nehrkorn J., Mukherjee S., Ivanov N.B., Stuiber S., Strässle T., Tregenna-Piggott P.L.W., 
Mutka H., Christou G., Waldmann O., Schnack J. Discrete antiferromagnetic spin-wave excitations
in the giant ferric wheel Fe18
Physical Review B 86, 104403-1-104403-14 (2012)

Vasiliev A.N., Volkova O.S., Hammer E., Glaum R., Broto J.M., Millot M., Nénert G., Liu Y.T., Lin J.Y., 
Klingeler R., Abdel-Hafiez M., Krupskaya Y., Wolter A.U.B., Büchner B. Weak ferrimagnetism and multiple 
magnetisation reversal in -Cr3(PO4)2
Physical Review B 85, 014415-1-014415-7 (2012)

Wildes A.R., Rule K.C., Bewley R.I., Enderle M., Hicks T.J. The magnon dynamics and spin exchange 
parameters of FePS3
Journal of Physics Condensed Matter 24, 416004-1-416004-8 (2012)

Wilson S.D., Yamani Z., Dhital C., Freelon B., Freeman P.G., Fernandez-Baca J.A., Yamada K., Wakimoto S., 
Buyers W.J.L., Birgeneau R.J. Zn-induced spin dynamics in overdoped La2-xSrxCu1-y ZnyO4
Physical Review B 85, 014507-1-014507-9 (2012)

Xiao Y., Su Y., Nandi S., Price S., Schmitz B., Kumar C.M.N., Mittal R., Chatterji T., Kumar N., Dhar S.K., 
Thamizhavel A., Brückel T. Anomalous in-plane magnetoresistance in a EuFe2As2 single crystal:
Evidence of strong spin-charge-lattice coupling
Physical Review B 85, 094504-1-094504-7 (2012)

Yamani Z., Ryan D.H., Cadogan J.M., Canepa F., Palenzona A., Orecchini A. Phonon density of states
and the search for a resonance mode in LaFeAsO0.85F0.15 (Tc = 26 K)
Journal of Physics: Conference Series 340, 012074-1-012074-6 (2012)

29

Magnetic Excitations

publications ANNUAL REPORT ILL 2012



Botana A.S., Botta P.M., de la Calle C., Piñeiro A., Pardo V., Baldomir D., Alonso J.A. Non-one-dimensional 
behavior in charge-ordered structurally quasi-one-dimensional Sr6Co5O15
Physical Review B 83, 184420-1-184420-8 (2011)

Brax P., Pignol G. Strongly coupled chameleons and the neutronic quantum bouncer
Physical Review Letters 107, 111301-1-111301-5 (2011)

Caciuffo R., Santini P., Carretta S., Amoretti G., Hiess A., Magnani N., Regnault L.P., Lander G.H. 
Multipolar, magnetic, and vibrational lattice dynamics in the low-temperature phase of uranium dioxide
Physical Review B 84, 104409-1-104409-10 (2011)

Carlsson S.J.E., Rousse G., Yamada I., Kuriki H., Takahashi R., Lévy-Bertrand F., Giriat G., Gauzzi A. 
Suppression of geometric frustration by magnetoelastic coupling in AuCrS2
Physical Review B 84, 094455-1-094455-8 (2011)

Goremychkin E.A., Osborn R., Wang C.H., Lumsden M.D., McGuire M.A., Sefat A.S., Sales B.C., Mandrus D., 
Rønnow H.M., Su Y., Christianson A.D. Spatial inhomogeneity in R FeAsO1-xFx (R = Pr, Nd) determined
from rare-earth crystal-field excitations
Physical Review B 83, 212505-1-212505-4 (2011)

Iida K., Qiu Y., Sato T.J. Dzyaloshinsky-Moriya interaction and long lifetime of the spin state
in the Cu3 triangular spin cluster by inelastic neutron scattering measurements
Physical Review B 84, 094449-1-094449-6 (2011)

Lorenzo J., Regnault L.P., Boullier C., Martin N., Vanishri S., Marin C. Magnetic chirality of the spin triplet 
in the spin-ladder compound Sr14Cu24O41 as seen via polarised inelastic neutron scattering 
Physical Review B 83, 140413-1-140413-4 (2011)

Zhao J., Niestemski F.C., Kunwar S., Li S., Steffens P., Hiess A., Kang H.J., Wilson S.D., Wang Z., Dai P., 
Madhavan V. Electron-spin excitation coupling in an electron-doped copper oxide superconductor
Nature Physics 7, 719-724 (2011)

30

Magnetic Excitations

publications ANNUAL REPORT ILL 2012

R



Crystallography

Aree T., Bürgi H.B., Capelli S.C. Dynamics and thermodynamics of crystalline polymorphs:
Journal of Physical Chemistry A 116, 8092-8099 (2012)

Ateba Mba J.M., Masquelier C., Suard E., Croguennec L. Synthesis and crystallographic study
of homeotypic LiVPO4F and LiVPO4O
Chemistry of Materials 24, 1223-1234 (2012)

Bahout M., Tonus F., Prestipino C., Pelloquin D., Hansen T., Fonda E., Battle P.D. High-temperature redox 
chemistry of Pr0.5Sr1.5Cr0.5Mn0.5O4- investigated in situ by neutron diffraction and X-ray absorption 
spectroscopy under reducing and oxidizing gas flows
Journal of Materials Chemistry 22, 10560-10570 (2012)

Baikie T., Schreyer M.K., Wong C.L., Pramana S.S., Klooster W.T., Ferraris C., McIntyre G.J., White T.J.
A multi-domain gem-grade Brazilian apatite
American Mineralogist 97, 1574-1581 (2012)

Begum Y., Wright A.J. Relating highly distorted Jahn-Teller MnO6 to colouration
in manganese violet pigments
Journal of Materials Chemistry 22, 21110-21116 (2012)

Bereciartua P.J., Zuñiga F.J., Perez-Mato J.M., Petříček V., Vila E., Castro A., Rodríguez-Carvajal J., Doyle S. 
Structure refinement and superspace description of the system Bi2(n +2)MonO6(n +1) (n = 3, 4, 5 and 6)
Acta Crystallographica B 68, 323-340 (2012)

Bernstein S., Fehr K.T. The formation of 1.13 nm tobermorite under hydrothermal conditions: 
1. The influence of quartz grain size within the system CaO-SiO2-D2O 
Progress in Crystal Growth and Characterisation of Materials 58, 84-91 (2012)

Bortolozo A.D., dos Santos C.A.M., Jardim R.F., Ritter C., Devishvili A., Rotter M., Gandra F.G.,
Machado A.J.S. Interstitial doping induced superconductivity at 15.3K in Nb5Ge3 compound
Journal of Applied Physics 111, 123912-1-123912-6 (2012)

Bosak A., Chernyshov D., Vakhrushev S. Glass-like structure of a lead-based relaxor ferroelectric
Journal of Applied Crystallography 45, 1309-1313 (2012)

Božin E.S., Chatterji T., Billinge S.J.L. Local structure of ReO3 at ambient pressure from neutron
total-scattering study
Physical Review B 86, 094110-1-094110-4 (2012)

Burianek M., Krenzel T.F., Schmittner M., Schreuer J., Fischer R.X., Mühlberg M., Nénert G., Schneider H., 
Gesing T.M. Single crystal growth and characterisation of mullite-type Bi2Mn4O10
International Journal of Materials Research 103, 449-455 (2012)

Cardona-Serra S., Clemente-Juan J.M., Coronado E., Gaita-Ariño A., Camón A., Evangelisti M., Luis F., 
Martínez-Pérez M.J., Sesé J. Lanthanoid single-ion magnets based on polyoxometalates with a 5-fold 
symmetry: The series [LnP5W30O110]

12- (Ln3+= Tb, Dy, Ho, Er, Tm, and Yb)
Journal of the American Chemical Society 134, 14982-14990 (2012)

31

publications ANNUAL REPORT ILL 2012



32

Clemens O., Haberkorn R., Kohlmann H., Springborg M., Beck H.P. Synthesis and characterisation
of the new mixed valent compound Mn5VO8
Zeitschrift für Anorganische und Allgemeine Chemie 638, 1134-1140 (2012)

Clemens O., Haberkorn R., Springborg M., Beck H.P. Neutron and X-ray diffraction studies on the high 
temperature phase of Mn3(VO4)2, the new isostructural compound NaMn4(VO4)3 and their mixed crystals 
NaxMn4.5-x /2(VO4)3 (0≤x≤1)
Journal of Solid State Chemistry 194, 409-415 (2012)

Clementyev E.S., Alekseev P.A., Efimov V.V., Troyanchuk I.O., Ivanov A.S., Lazukov V.N., Sikolenko V.V. 
Crystal electric field effects in Pr0.5Sr0.5CoO3
Journal of Surface Investigation. X-ray, Synchrotron and Neutron Techniques 6, 553-558 (2012)

Colin C.V., Gómez Pérez A., Bordet P., Goujon C., Darie C. Symmetry adapted analysis of the magnetic
and structural phase diagram of Bi1-xYxCrO3
Physical Review B 85, 224103-1-224103-11 (2012)

da Silva M.A.F.M., Sosman L.P., Yokaichiya F., Mazzocchi V.L., Parente C.B.R., Mestnik-Filho J., Henry P.F., 
Bordallo H.N. Neutron powder diffraction measurements of the spinel MgGa2O4:Cr3+

- A comparative study between the high flux diffractometer D2B at the ILL and the high resolution powder 
diffractometer Aurora at IPEN
Journal of Physics: Conference Series 340, 012041-1-012041-7 (2012)

Déniz M., Pasán J., Fabelo O., Cañadillas-Delgado L., Lorenzo-Luis P., Lahoz F., López D., Yuste C., Julve M.,
Ruiz-Pérez C. Synthesis, structural analysis, and thermal and spectroscopic studies of methylmalonate-
containing zinc(II) complexes
Comptes Rendus Chimie 15, 911-923 (2012)

Dixon E., Hadermann J., Hayward M.A. Structures and magnetism of La1-xSrxMnO3- (0.5+x) /2 (0.67≤x≤1) 
phases
Chemistry of Materials 24, 1486-1495 (2012)

Edelmann F.T. Lanthanides and actinides: Annual survey of their organometallic chemistry covering
the year 2010
Coordination Chemistry Reviews 256, 2641-2740 (2012)

Fabelo O., Cañadillas-Delgado L., Pasán J., Díaz-Gallifa P., Labrador A., Ruiz-Pérez C. Dryness sensitive 
porous 3d-4f metal-organic framework with unusual dynamic behaviour
CrystEngComm 14, 765-767 (2012)

Fabris F., De Lucchi O., Nardini I., Crisma M., Mazzanti A., Mason S.A., Lemée-Cailleau M.H.,
Scaramuzzo F.A., Zonta C. (+)-syn -Benzotriborneol an enantiopure C3-symmetric receptor for water
Organic & Biomolecular Chemistry 10, 2464-2469 (2012)

Ferrando-Soria J., Grancha T., Pasán J., Ruiz-Pérez C., Cañadillas-Delgado L., Journaux Y., Julve M., Cano 
J., Lloret F., Pardo E. Solid-state aggregation of metallacyclophane-based MnIICuII one-dimensional ladders
Inorganic Chemistry 51, 7019-7021 (2012)

Crystallography

publications ANNUAL REPORT ILL 2012



33

Ferrando-Soria J., Rood M.T.M., Julve M., Lloret F., Journaux Y., Pasán J., Ruiz-Pérez C., Fabelo O., Pardo E. 
Influence of the alkaline earth cations on the topology of MII /CuII mixed-metal-organic frameworks
(M = Ca, Sr and Ba)
CrystEngComm 14, 761-764 (2012)

Fisher S.J., Blakeley M.P., Cianci M., McSweeney S., Helliwell J.R. Protonation-state determination
in proteins using high-resolution X-ray crystallography: Effects of resolution and completeness
Acta Crystallographica D 68, 800-809 (2012)

Fucke K., McIntyre G.J., Wilkinson C., Henry M., Howard J.A.K., Steed J.W. New insights into an old 
molecule: Interaction energies of theophylline crystal forms
Crystal Growth & Design 12, 1395-1401 (2012)

Galven C., Dittmer J., Suard E., Le Berre F., Crosnier-Lopez M. Instability of lithium garnets against 
moisture. Structural characterisation and dynamics of Li7-xHxLa3Sn2O12 and Li5-xHxLa3Nb2O12
Chemistry of Materials 24, 3335-3345 (2012)

Gatta G.D., McIntyre G.J., Swanson J.G., Jacobsen S.D. Minerals in cement chemistry: A single-crystal 
neutron diffraction and Raman spectroscopic study of thaumasite, Ca3Si(OH)6(CO3)(SO4).12H2O
American Mineralogist 97, 1060-1069 (2012)

Gawinkowski S., Walewski Ł., Vdovin A., Slenczka A., Rols S., Johnson M.R., Lesyng B., Waluk J. 
Vibrations and hydrogen bonding in porphycene
Physical Chemistry Chemical Physics 14, 5489-5503 (2012)

Gesing T.M., Schowalter M., Weidenthaler C., Murshed M.M., Nénert G., Mendive C.B., Curti M., 
Rosenauer A., Buhl J.C., Schneider H., Fischer R.X. Strontium doping in mullite-type bismuth aluminate:
A vacancy investigation using neutrons, photons and electrons
Journal of Materials Chemistry 22, 18814-18823 (2012)

Ghoufi A., Subercaze A., Ma Q., Yot P.G., Ke Y., Puente-Orench I., Devic T., Guillerm V., Zhong C., Serre C.,
Férey G., Maurin G. Comparative guest, thermal, and mechanical breathing of the porous metal organic 
framework MIL-53(Cr): A computational exploration supported by experiments
Journal of Physical Chemistry C 116, 13289-13295 (2012)

Grant D.J., Stewart T.J., Bau R., Miller K.A., Mason S.A., Gutmann M., McIntyre G.J., Gagliardi L., Evans W.J. 
Uranium and thorium hydride complexes as multielectron reductants: A combined neutron diffraction
and quantum chemical study
Inorganic Chemistry 51, 3613-3624 (2012)

Guionneau P., Lakhloufi S., Lemée-Cailleau M.H., Chastanet G., Rosa P., Mauriac C., Létard J.F.
Mosaicity and structural fatigability of a gradual spin-crossover single crystal
Chemical Physics Letters 542, 52-55 (2012)

Hervoches C.H., Greaves C. Variable temperature neutron diffraction study of Bi3ReO8 oxide ion conductor
Solid State Ionics 217, 46-53 (2012)

Houchati M.I., Ceretti M., Ritter C., Paulus W. From T to T'-La2CuO4 via oxygen vacancy ordered La2CuO3.5
Chemistry of Materials 24, 3811-3815 (2012)

Crystallography

publications ANNUAL REPORT ILL 2012



34

Huse M., Skilbred A.W.B., Karlsson M., Eriksson S.G., Norby T., Haugsrud R., Knee C.S. Neutron diffraction 
study of the monoclinic to tetragonal structural transition in LaNbO4 and its relation to proton mobility
Journal of Solid State Chemistry 187, 27-34 (2012)

Iturbe-Zabalo E., Fabelo O., Gateshki M., Igartua J.M. Mode-crystallography analysis and magnetic 
structures of SrLn FeRuO6 (Ln = La, Pr, Nd) disordered perovskites
Acta Crystallographica B 68, 590-601 (2012)

Jones A.O.F., Lemée-Cailleau M.H., Martins D.M.S., McIntyre G.J., Oswald I.D.H., Pulham C.R.,
Spanswick C.K., Thomas L.H., Wilson C.C. Temperature dependent solid-state proton migration
in dimethylurea-oxalic acid complexes
Physical Chemistry Chemical Physics 14, 13273-13283 (2012)

Kandemir T., Wallacher D., Hansen T.C., Liss K.D., Naumann d'Alnoncourt R., Schlögl R., Behrens M.
In situ neutron diffraction under high pressure-Providing an insight into working catalysts
Nuclear Instruments and Methods in Physics Research A 673, 51-55 (2012)

Kayser P., Martínez-Lope M.J., Retuerto M., Sánchez-Benítez J., Fernández-Díaz M.T., Alonso J.A. 
Correlation between the crystal structure and the Curie temperature in RCu3(Mn3Fe)O12 (R = rare-earth) 
complex perovskites
Dalton Transactions 41, 10670-10679 (2012)

Klotz S., Takemura K., Strässle T., Hansen T.C. Freezing of glycerol-water mixtures under pressure
Journal of Physics Condensed Matter 24, 325103-1-325103-6 (2012)

Koga H., Croguennec L., Mannessiez P., Ménétrier M., Weill F., Bourgeois L., Duttine M., Suard E., Delmas C.
Li1.20Mn0.54Co0.13Ni0.13O2 with different particle sizes as attractive positive electrode materials
for lithium-ion batteries: Insights into their structure
Journal of Physical Chemistry C 116, 13497-13506 (2012)

Kohlmann H., Talik E., Hansen T.C. The hydrogenation of Dy5Pd2 followed by in situ methods
Journal of Solid State Chemistry 187, 244-248 (2012)

Kuhs W.F., Sippel C., Falenty A., Hansen T.C. Extent and relevance of stacking disorder in "ice Ic"
Proceedings of the National Academy of Sciences of the USA 109, 21259-21264 (2012)

Legrand V., Merdrignac-Conanec O., Paulus W., Hansen T.C. Study of the thermal nitridation
of nanocrystalline Ti(OH)4 by X-ray and in situ neutron powder diffraction
Journal of Physical Chemistry A 116, 9561-9567 (2012)

Li Y., Cheng J., Song J., Alonso J.A., Fernández-Díaz M.T., Goodenough J.B. Characterisation of the double 
perovskite Ba2BixSc0.2Co1.8-xO6- (x= 0.1, 0.2)
Chemistry of Materials 24, 4114-4122 (2012)

Liu Y., Li Z.C., Liu W.P., Friemel G., Inosov D.S., Dinnebier R.E., Li Z.J., Lin C.T. KxFe2-ySe2 single crystals: 
Floating-zone growth, transport and structural properties
Superconductor Science and Technology 25, 075001-1-075001-6 (2012)

Crystallography

publications ANNUAL REPORT ILL 2012



35

Luo K., Hayward M.A. Complex cation order in anion-deficient BanYFen-1O2.5n perovskite phases
Inorganic Chemistry 51, 12281-12287 (2012)

Magrasó A., Polfus J.M., Frontera C., Canales-Vázquez J., Kalland L.E., Hervoches C.H., Erdal S., Hancke R., 
Islam M.S., Norby T., Haugsrud R. Complete structural model for lanthanum tungstate: A chemically stable 
high temperature proton conductor by means of intrinsic defects
Journal of Materials Chemistry 22, 1762-1764 (2012)

Mandal P., Bhat S.S., Sundarayya Y., Sundaresan A., Rao C.N.R., Caignaert V., Raveau B., Suard E. 
Structure and complex magnetic behavior of disordered perovskite (Bi0.5Sr0.5)(Fe0.5Mn0.5)O3
RSC Advances 2, 292-297 (2012)

Martin N., Regnault L.P., Klimko S. Neutron Larmor Diffraction study
of the BaM2(XO4)2 (M = Co, Ni; X = As, P) compounds
Journal of Physics: Conference Series 340, 012012-1-012012-9 (2012)

Martinelli A., Palenzona A., Putti M., Ferdeghini C. Microstructural evolution throughout the structural 
transition in 1111 oxypnictides
Physical Review B 85, 224534-1-224534-8 (2012)

Marx N., Bourgeois L., Carlier D., Wattiaux A., Suard E., Le Cras F., Croguennec L. Iron(III) phosphates 
obtained by thermal treatment of the tavorite-type FePO4·H2O material: Structures and electrochemical 
properties in lithium batteries
Inorganic Chemistry 51, 3146-3155 (2012)

Melot B.C., Rousse G., Chotard J.N., Kemei M., Rodríguez-Carvajal J., Tarascon J.M. Magnetic structure 
and properties of NaFeSO4F and NaCoSO4F
Physical Review B 85, 094415-1-094415-8 (2012)

Mishra S.K., Gupta M.K., Mittal R., Chaplot S.L., Hansen T.C. Suppression of antiferroelectric state
in NaNbO3 at high pressure from in situ neutron diffraction
Applied Physics Letters 101, 242907-1-242907-4 (2012)

Munnings C.N., Sayers R., Stuart P.A., Skinner S.J. Structural transformation and oxidation
of Sr2MnO3.5+x determined by in situ neutron powder diffraction
Solid State Sciences 14, 48-53 (2012)

Munshi P., Chung S.L., Blakeley M.P., Weiss K.L., Myles D.A.A., Meilleur F. Rapid visualization of hydrogen 
positions in protein neutron crystallographic structures
Acta Crystallographica D 68, 35-41 (2012)

Murshed M.M., Nénert G., Gesing T.M. Crystal structure of mullite-type PbMn0.5 Al0.5BO4 determined
by combined X-ray and neutron diffraction data
Zeitschrift für Kristallographie - New Crystal Structures 227, 285-286 (2012)

Negrier P., Barrio M., Tamarit J.L., Pardo L.C., Mondieig D. Polymorphism in halogen-ethane derivatives: 
CCl3-CF2Cl and CF3-CF2Cl
Crystal Growth & Design 12, 1513-1519 (2012)

Crystallography

publications ANNUAL REPORT ILL 2012



36

Pachoud E., Bréard Y., Martin C., Maignan A., Abakumov A.M., Suard E., Smith R.I., Suchomel M.R. 
Bi0.75Sr0.25FeO3-: Revealing order/disorder phenomena by combining diffraction techniques
Solid State Communications 152, 331-336 (2012)

Pérez-Flores J.C., Ritter C., Pérez-Coll D., Mather G.C., Canales-Vázquez J., Gálvez-Sánchez M.,
García-Alvarado F., Amador U. Structural and electrochemical characterisation of La2-xSrxNiTiO6-
International Journal of Hydrogen Energy 37, 7242-7251 (2012)

Pothoczki S., Ottochian A., Rovira-Esteva M., Pardo L.C., Tamarit J.L., Cuello G.J. Role of steric
and electrostatic effects in the short-range order of quasitetrahedral molecular liquids
Physical Review B 85, 014202-1-014202-9 (2012)

Raison P.E., Heathman S., Wallez G., Zvoriste C.E., Bykov D., Ménard G., Suard E., Popa K., Dacheux N., 
Konings R.J.M., Caciuffo R. Structure and nuclear density distribution in the cheralite-CaTh(PO4)2:
Studies of its behaviour under high pressure (36 GPa)
Physics and Chemistry of Minerals 39, 685-692 (2012)

Rajeswaran B., Mandal P., Saha R., Suard E., Sundaresan A., Rao C.N.R. Ferroelectricity induced by cations 
of nonequivalent spins disordered in the weakly ferromagnetic perovskites, YCr1-xMxO3 (M = Fe or Mn)
Chemistry of Materials 24, 3591-3595 (2012)

Retuerto M., Martínez-Lope M.J., Krezhov K., Ruskov T., Spirov I., Krystev P., Jiménez-Villacorta F., 
Fernández-Díaz M.T., Alonso J.A. Mixed valence of iron inside tetrahedral and pseudopyramids
in BiFe2O5-
Physical Review B 85, 174406-1-174406-8 (2012)

Rodríguez-Carvajal J., Bourée F. Symmetry and magnetic structures
EPJ Web of Conferences 22, 00010-1-00010-52 (2012)

Rollet A.L., Allix M., Veron E., Deschamps M., Montouillout V., Suchomel M.R., Suard E., Barre M., Ocaña M., 
Sadoc A., Boucher F., Bessada C., Massiot D., Fayon F. Synthesis and structure resolution of RbLaF4
Inorganic Chemistry 51, 2272-2282 (2012)

Romero F.D., Coyle L., Hayward M.A. Structure and magnetism of Sr3Co2O4Cl2 - An electronically driven 
lattice distortion in an oxychloride containing square planar CoII centers
Journal of the American Chemical Society 134, 15946-15952 (2012)

Romero F.D., Hayward M.A. Structure and magnetism of the topotactically reduced oxychloride 
Sr4Mn3O6.5Cl2
Inorganic Chemistry 51, 5325-5331 (2012)

Rovira-Esteva M., Murugan N.A., Pardo L.C., Busch S., Tamarit J.L., Cuello G.J., Bermejo F.J. Differences in 
first neighbor orientation behind the anomalies in the low and high density trans-1,2-dichloroethene liquid
Journal of Chemical Physics 136, 124514-1-124514-7 (2012)

Sagua A., Lescano G.M., Alonso J.A., Martínez-Coronado R., Fernández-Díaz M.T., Morán E
 Neutron structural characterisation, inversion degree and transport properties of NiMn2O4 spinel prepared 
by the hydroxide route
Materials Research Bulletin 47, 1335-1338 (2012)

Crystallography

publications ANNUAL REPORT ILL 2012



37

Crystallography

Scagnoli V., Allieta M., Walker H., Scavini M., Katsufuji T., Sagarna L., Zaharko O., Mazzoli C.
EuTiO3 magnetic structure studied by neutron powder diffraction and resonant X-ray scattering
Physical Review B 86, 094432-1-094432-7 (2012)

Shafi S.P., Hernden B.C., Cranswick L.M.D., Hansen T.C., Bieringer M. Topotactic oxidation pathway
of ScTiO3 and high-temperature structure evolution of ScTiO3.5 and Sc4Ti3O12-type phases
Inorganic Chemistry 51, 1269-1277 (2012)

Singh S., Rawat R., Muthu S.E., D'Souza S.W., Suard E., Senyshyn A., Banik S., Rajput P., Bhardwaj S., 
Awasthi A.M., Ranjan R., Arumugam S., Schlagel D.L., Lograsso T.A., Chakrabarti A., Barman S.R.
Spin-valve-like magnetoresistance in Mn2NiGa at room temperature
Physical Review Letters 109, 246601-1-246601-5 (2012)

Singh S., Ziebeck K.R.A., Suard E., Rajput P., Bhardwaj S., Awasthi A.M., Barman S.R. Modulated structure 
in the martensite phase of Ni1.8Pt0.2MnGa: A neutron diffraction study
Applied Physics Letters 101, 171904-1-171904-4 (2012)

Sullivan E., Greaves C. Fluorine insertion reactions of the brownmillerite materials Sr2Fe2O5, Sr2CoFeO5, 
and Sr2Co2O5
Materials Research Bulletin 47, 2541-2546 (2012)

Sullivan E., Hadermann J., Greaves C. Crystallographic and magnetic characterisation of the brownmillerite 
Sr2Co2O5
Journal of Solid State Chemistry 184, 649-654 (2012)

Tealdi C., Ferrara C., Malavasi L., Mustarelli P., Ritter C., Spinella A., Massiot D., Florian P. Average versus 
local structure in K2NiF4-type LaSrAlO4: direct experimental evidence of local cationic ordering
Journal of Materials Chemistry 22, 10488-10495 (2012)

Thomas L.H., Cheung E., Jones A.O.F., Kallay A.A., Lemée-Cailleau M.H., McIntyre G.J., Wilson C.C. 
4-phenoxyphenol: A porous molecular material
Crystal Growth & Design 12, 1746-1751 (2012)
   

Ting V.P., Henry P. F., Schmidtmann M., Wilson C.C., Weller M.T. Probing hydrogen positions in hydrous 
compounds: Information from parametric neutron powder diffraction studies
Physical Chemistry Chemical Physics 14, 6914-6921 (2012)

Vallejo J., Cano J., Castro I., Julve M., Lloret F., Fabelo O., Cañadillas-Delgado L., Pardo E. Slow magnetic 
relaxation in carbonato-bridged dinuclear lanthanide(III) complexes with 2,3-quinoxalinediolate ligands
Chemical Communications 48, 7726-7728 (2012)

Wallace T.K., Ritter C., McLaughlin A.C. A high temperature neutron diffraction study of the double 
perovskite  Ba154 SmMoO6
Journal of Solid State Chemistry 196, 379-383 (2012)

Williams E.R., Morris S.A., Weller M.T. Copper(II) fluorophosphates
Dalton Transactions 41, 10845-10853 (2012)

2

publications ANNUAL REPORT ILL 2012



38

Williams E.R., Weller M.T. A variable-temperature neutron diffraction study of ussingite;
a strong asymmetric hydrogen bond in an aluminosilicate framework
Physics and Chemistry of Minerals 39, 471-478 (2012)

Zucali M., Tartarotti P., Capelli S., Ouladdiaf B. Multiscalar structural study of the ultramafic rocks
of the Antrona Ophiolite (Pennine Alps)
Journal of Virtual Explorer 41, 1-23 (2012)

Carretero-Genevrier A., Gázquez J., Idrobo J.C., Oró J., Arbiol J., Varela M., Ferain E., Rodríguez-Carvajal J.,
Puig T., Mestres N., Obradors X. Single crystalline La0.7Sr0.3MnO3 molecular sieve nanowires with high 
temperature ferromagnetism
Journal of the American Chemical Society 133, 4053-4061 (2011)

Castillo-Martínez E., Bieringer M., Shafi S.P., Cranswick L.M.D., Alario-Franco M.A. Highly stable 
cooperative distortion in a weak Jahn-Teller d2 cation: Perovskite-type ScVO3 obtained by high-pressure 
and high-temperature transformation from bixbyite
Journal of the American Chemical Society 133, 8552-8563 (2011)

Dixon E., Hadermann J., Ramos S., Goodwin A.L., Hayward M.A. Mn(I) in an extended oxide:
The synthesis and characterisation of La1-xCaxMnO2+ (0.6 ≤x≤1)
Journal of the American Chemical Society 133, 18397-18405 (2011)

Fortes A.D., Suard E. Crystal structures of ethylene glycol and ethylene glycol monohydrate
Journal of Chemical Physics 135, 234501-1-234501-7 (2011)

Isnard O., Paul-Boncour V., Arnold Z., Colin C.V., Leblond T., Kamarád J., Sugiura H. Pressure-induced 
changes in the structural and magnetic properties of YFe2D4.2
Physical Review B 84, 094429-1-094429-10 (2011)

Tang F., Frontzek M., Dshemuchadse J., Leisegang T., Zschornak M., Mietrach R., Hoffmann J.U., Löser W.,
Gemming S., Meyer D.C., Loewenhaupt M. Crystallographic superstructure in R2PdSi3 compounds (R=heavy 
rare earth)
Physical Review B 84, 104105-1-104105-16 (2011)

Yang M., Oró-Solé J., Rodgers J.A., Belén Jorge A., Fuertes A., Attfield J.P. Anion order
in perovskite oxynitrides
Nature Chemistry 3, 47-52 (2011)

Crystallography

publications ANNUAL REPORT ILL 2012

R



Magnetic Structures

Adamson P., Hadermann J., Smura C.F., Rutt O.J., Hyett G., Free D.G., Clarke S.J. Competing magnetic 
structures and the evolution of copper ion/vacancy ordering with composition in the manganite oxide 
chalcogenides Sr2MnO2Cu1.5(S1-xSex)2
Chemistry of Materials 24, 2802-2816 (2012)

Alvarez-Serrano I., López M.L., Rubio F., García-Hernández M., Cuello G.J., Pico C., Veiga M.L.
Non-symmetric superparamagnetic clusters in the relaxor manganites Sr2-xBixMnTiO6 (0 ≤ x ≤ 0.75)
Journal of Materials Chemistry 22, 11826-11835 (2012)

Asensio de Lucas E., Álvarez-Serrano I., Cuello G.J., García-Hernández M., López M.L., Pico C., Veiga M.L. 
Enhancement of localisation phenomena driven by covalency in the SrBiMn1.75Ti0.25O6 manganite
Journal of Alloys and Compounds 522, 123-129 (2012)

Battle P.D., Sviridov L.A., Woolley R.J., Grandjean F., Long G.J., Catlow C.R.A., Sokol A.A., Walsh A., 
Woodley S.M. Magnetic properties of Fe2GeMo3N; an experimental and computational study
Journal of Materials Chemistry 22, 15606-15613 (2012)

Biswas P.K., Lees M.R., Balakrishnan G., Liao D.Q., Keeble D.S., Gavilano J.L., Egetenmeyer N.,
Dewhurst C.D., Paul D.McK. First-order reorientation transition of the flux-line lattice in CaAlSi
Physical Review Letters 108, 077001-1-077001-5 (2012)

Blasco J., Cuartero V., García J., Rodríguez-Velamazán J.A. The transition from ferromagnet
to cluster-glass in La1-xTbxMn1/2Sc1/2O3
Journal of Physics Condensed Matter 24, 076006-1-076006-10 (2012)

Bououdina M., Mamouni N., Lemine O.M., Al-Saie A., Jaafar A., Ouladdiaf B., El Kenz A., Benyoussef A., 
Hlil E.K. Neutron diffraction study and ab initio calculations of nanostructured doped ZnO
Journal of Alloys and Compounds 536, 66-72 (2012)

Brüssing F., Toperverg B., Zhernenkov K., Devishvili A., Zabel H., Wolff M., Theis-Bröhl K., Wiemann C., 
Kaiser A., Schneider C.M. Magnetisation and magnetisation reversal in epitaxial Fe/Cr/Co asymmetric
spin-valve systems
Physical Review B 85, 174409-1-174409-12 (2012)

Cañadillas-Delgado L., Fabelo O., Rodríguez-Velamazán J.A., Lemée-Cailleau M.H., Mason S.A., Pardo E.,
Lloret F., Zhao J.P., Bu X.H., Simonet V., Colin C.V., Rodríguez-Carvajal J. The role of order-disorder 
transitions in the quest for molecular multiferroics: Structural and magnetic neutron studies of a mixed 
valence iron(II)-iron(III) formate framework
Journal of the American Chemical Society 134, 19772-19781 (2012)

Chang J., White J.S., Laver M., Bowell C.J., Brown S.P., Holmes A.T., Maechler L., Strässle S., Gilardi R., 
Gerber S., Kurosawa T., Momono N., Oda M., Ido M., Lipscombe O.J., Hayden S.M., Dewhurst C.D., Vavrin R., 
Gavilano J., Kohlbrecher J., Forgan E.M., Mesot J. Spin density wave induced disordering of the vortex 
lattice in superconducting La2-xSrxCuO4
Physical Review B 85, 134520-1-134520-7 (2012)

Chapon L.C. An introduction to the use of representation analysis for studying magnetoelectrics
and multiferroics
EPJ Web of Conferences 22, 00013-1-00013-12 (2012)

39

publications ANNUAL REPORT ILL 2012



40

Chatterji T., Combet J., Frick B., Szyula A. Direct evidence for the magnetic ordering of Nd ions
in NdMn2Si2 and NdMn2Ge2 by high resolution inelastic neutron scattering
Journal of Magnetism and Magnetic Materials 324, 1030-1033 (2012)

Chatterji T., Ouladdiaf B., Henry P.F., Bhattacharya D. Magnetoelastic effects in multiferroic YMnO3
Journal of Physics Condensed Matter 24, 336003-1-336003-6 (2012)

Cuartero V., Blasco J., García J., Lafuerza S., Subías G., Rodriguez-Velamazán J., Ritter C.
Enhancement of ferromagnetic correlations on multiferroic TbMnO3 by replacing Mn with Co
Journal of Physics Condensed Matter 24, 455601-1-455601-11 (2012)

Cuartero V., Blasco J., Rodríguez-Velamazán J.A., García J., Subías G., Ritter C., Stankiewicz J.,
Cañadillas-Delgado L. Effects of Al substitution on the multiferroic properties of TbMnO3
Physical Review B 86, 104413-1-104413-12 (2012)

Das P., Densmore J.M., Rastovski C., Schlesinger K.J., Laver M., Dewhurst C.D., Littrell K., Bud'ko S.L.,
Canfield P.C., Eskildsen M.R. Field dependence of the superconducting basal plane anisotropy
of TmNi2B2C
Physical Review B 86, 144501-1-144501-7 (2012)

Das P., Rastovski C., O'Brien T.R., Schlesinger K.J., Dewhurst C.D., DeBeer-Schmitt L., Zhigadlo N.D.,
Karpinski J., Eskildsen M.R. Observation of well-ordered metastable vortex lattice phases
in superconducting MgB2 using small-angle neutron scattering
Physical Review Letters 108, 167001-1-167001-5 (2012)

de Groot J., Marty K., Lumsden M., Christianson A., Nagler S., Adiga S., Borghols W., Schmalzl K., Yamani Z.,
Bland S., de Souza R., Staub U., Schweika W., Su Y., Angst M. Competing ferri- and antiferromagnetic 
phases in geometrically frustrated LuFe2O4 
Physical Review Letters 108, 037206-1-037206-5 (2012)

de Laune B.P., Greaves C. Structural and magnetic characterisation of CoSb2O4, and the substitution
of Pb2+ for Sb3+

Journal of Solid State Chemistry 187, 225-230 (2012)

Demeter J., Menéndez E., Schrauwen A., Teichert A., Steitz R., Vandezande S., Wildes A.R., Vandervorst W., 
Temst K., Vantomme A. Exchange bias induced by O ion implantation in ferromagnetic thin films
Journal of Physics D: Applied Physics 45, 405004-1-405004-8 (2012)

Disch S., Wetterskog E., Hermann R.P., Wiedenmann A., Vainio U., Salazar-Alvarez G., Bergström L., 
Brückel T. Quantitative spatial magnetisation distribution in iron oxide nanocubes and nanospheres
by polarised small-angle neutron scattering
New Journal of Physics 14, 013025-1-013025-11 (2012)

Dung N.H., Zhang L., Ou Z.Q., Zhao L., van Eijck L., Mulders A.M., Avdeev M., Suard E., van Dijk N.H., 
Brück E. High/low-moment phase transition in hexagonal Mn-Fe-P-Si compounds
Physical Review B 86, 045134-1-045134-7 (2012)

ElMassalami M., Takeya H., Ouladdiaf B., Maia Filho R., Gomes A.M., Paiva T., Dos Santos R.R.
Tuning in magnetic modes in Tb(CoxNi1-x)2B2C: From longitudinal spin-density waves to simple ferromagnetism 
Physical Review B 85, 174412-1-174412-5 (2012)

Magnetic Structures

publications ANNUAL REPORT ILL 2012



41

Fikáček J., Javorský P., Vejpravová J., Prchal J., Kaštil J., Nénert G., Šantavá E. Electronic properties
of PrNi1-xCuxAl compounds
Physical Review B 85, 214410-1-214410-8 (2012)

Franco D.G., Fuertes V.C., Blanco M.C., Fernández-Díaz M.T., Sánchez R.D., Carbonio R.E.
Synthesis, structure and magnetic properties of La3Co2SbO9: A double perovskite with competing 
antiferromagnetic and ferromagnetic interactions
Journal of Solid State Chemistry 194, 385-391 (2012)

Gannon W.J., Halperin W.P., Rastovski C., Eskildsen M.R., Dai P., Stunault A.
Magnetisation in the superconducting state of UPt3 from polarised neutron diffraction
Physical Review B 86, 104510-1-104510-5 (2012)

García-Martín S., King G., Nénert G., Ritter C., Woodward P.M. The incommensurately modulated 
structures of the perovskites NaCeMnWO6 and NaPrMnWO6
Inorganic Chemistry 51, 4007-4014 (2012)

Hallas A.M., Paddison J.A.M., Silverstein H.J., Goodwin A.L., Stewart J.R., Wildes A.R., Cheng J.G.,
Zhou J.S., Goodenough J.B., Choi E.S., Ehlers G., Gardner J.S., Wiebe C.R., Zhou H.D. Statics and dynamics 
of the highly correlated spin ice Ho2Ge2O7
Physical Review B 86, 134431-1-134431-5 (2012)

Hatnean M., Robert J., Fernandez Diaz M.T., Ressouche E., Cousson A., Pinsard-Gaudart L., Petit S. 
Neutron scattering study of the magnetoelectric compound GaFeO3
European Physical Journal Special Topics 213, 69-76 (2012)

Hearmon A.J., Fabrizi F., Chapon L.C., Johnson R.D., Prabhakaran D., Streltsov S.V., Brown P.J., Radaelli P.G.
Electric field control of the magnetic chiralities in ferroaxial multiferroic RbFe(MoO4)2
Physical Review Letters 108, 237201-1-237201-5 (2012)

Hüvonen D., Zhao S., Månsson M., Yankova T., Ressouche E., Niedermayer C., Laver M., Gvasaliya S.N., 
Zheludev A. Field-induced criticality in a gapped quantum magnet with bond disorder
Physical Review B 85, 100410-1-100410-5 (2012)

Ivanov S.A., Tellgren R., Ritter C., Nordblad P., Mathieu R., André G., Golubko N.V., Politova E.D., Weil M. 
Temperature-dependent multi-k magnetic structure in multiferroic Co3TeO6
Materials Research Bulletin 47, 63-72 (2012)

Johnson R.D., Chapon L.C., Khalyavin D.D., Manuel P., Radaelli P.G., Martin C.
Giant improper ferroelectricity in the ferroaxial magnet CaMn7O12
Physical Review Letters 108, 067201-1-067201-4 (2012)

Josse M., El-Ghozzi M., Avignant D., André G., Bourée F., Isnard O. Magnetic behaviour of the M TbF6 
fluoroterbates (M =Cd, Ca, Sr, ( /)-Ba)
Journal of Solid State Chemistry 185, 229-237 (2012)

Kayser P., Retuerto M., Sánchez-Benítez J., Martínez-Lope M.J., Fernández-Díaz M.T., Alonso J.A. 
Ferromagnetic Cu-O-Cu coupling in CaCu3Sn4O12 probed by neutron diffraction
Journal of Physics Condensed Matter 24, 496002-1-496002-6 (2012)

Magnetic Structures

publications ANNUAL REPORT ILL 2012



42

Khalyavin D.D., Manuel P., Chapon L.C. Possible chiral spin-liquid phase in noncentrosymmetric R BaCo4O7
Physical Review B 85, 220401-1-220401-4 (2012)

Klimczuk T., Walker H.C., Springell R., Shick A.B., Hill A.H., Gaczyński P., Gofryk K., Kimber S.A.J., Ritter C., 
Colineau E., Griveau J.C., Bouëxière D., Eloirdi R., Cava R.J., Caciuffo R. Negative thermal expansion
and antiferromagnetism in the actinide oxypnictide NpFeAsO
Physical Review B 85, 174506-1-174506-10 (2012)

Klotz S., Hansen T.C., Strässle T. Magnetism in solid oxygen under pressure by neutron diffraction
Notiziaro Neutroni e Luce di Sincrotrone 17, 11-15 (2012)

Lander G.H. Resonant elastic X-ray scattering from 5f systems
European Physical Journal Special Topics 208, 129-132 (2012)

Landsgesell S., Prokeš K., Ouladdiaf B., Klemke B., Prokhnenko O., Hepp B., Kiefer K., Argyriou D.N. 
Magnetoelectric properties in orthorhombic Nd1-xYxMnO3: Neutron diffraction experiments
Physical Review B 86, 054429-1-054429-5 (2012)

Larrégola S.A., Pedregosa J.C., Algueró M., Jiménez R., García-Hernández M., Fernández-Díaz M.T.,
Alonso J.A. Novel near-room-temperature type I multiferroic: Pb(Fe0.5Ti0.25W0.25)O3 with coexistence
of ferroelectricity and weak ferromagnetism
Chemistry of Materials 24, 2664-2672 (2012)

Lemoine P., Vernière A., Venturini G., Marêché J.F., Capelli S., Malaman B. Magnetic properties
and magnetic structures of the CeScSi-type RMgPb (R=Ce-Nd, Sm, Gd-Tm) compounds
Journal of Magnetism and Magnetic Materials 324, 2937-2952 (2012)

Lovesey S.W., Khalyavin D.D., Manuel P., Chapon L.C., Cao G., Qi T., Qi T.F. Magnetic symmetries
in neutron and resonant X-ray Bragg diffraction patterns of four iridium oxides
Journal of Physics Condensed Matter 24, 496003-1-496003-10 (2012)

Marcinkova A., Hansen T.C., Bos J.W.G. Iron spin-reorientation transition in NdFeAsO
Journal of Physics Condensed Matter 24, 256007-1-256007-4 (2012)

Martinelli A., Ferretti M., Cimberle M.R., Ritter C. Neutron powder diffraction analysis
of (Tm0.50Ca0.50)MnO3 and (Lu0.50Ca0.50)MnO3
Journal of Solid State Chemistry 196, 314-319 (2012)

Martínez-Coronado R., Aguadero A., Alonso J.A., Fernández-Díaz M.T. Neutron diffraction and magnetic 
study of the low-temperature transitions in SrMo1-xFexO3-
Materials Research Bulletin 47, 2148-2153 (2012)

Michels A., Honecker D., Döbrich F., Dewhurst C.D., Suzuki K., Heinemann A. Observation of cross-shaped 
anisotropy in spin-resolved small-angle neutron scattering
Physical Review B 85, 184417-1-184417-5 (2012)

Milenov T.I., Rafailov P.M., Urcelay-Olabarria I., Ressouche E., García-Muñoz J.L., Skumryev V.,
Gospodinov M.M. Magnetic behavior of La2CoMnO6- crystal doped with Pb and Pt
Materials Research Bulletin 47, 4001-4005 (2012)

Magnetic Structures

publications ANNUAL REPORT ILL 2012



43

Miranda L., Boulahya K., Sinclair D.C., Hernando M., Varela A., González-Calbet J.M., Parras M.
Structure-property relations in anion deficient 5H- and 3C-polytype Ba(Ti,Co)O3- perovskites
Journal of Materials Chemistry 22, 15092-15103 (2012)

Mishra D., Benitez M.J., Petracic O., Badini Confalonieri G.A., Szary P., Brüssing F., Theis-Bröhl K., 
Devishvili A., Vorobiev A., Konovalov O., Paulus M., Sternemann C., Toperverg B.P., Zabel H.
Self-assembled iron oxide nanoparticle multilayer: X-ray and polarised neutron reflectivity
Nanotechnology 23, 055707-1-055707-11 (2012)

Morozkin A.V., Nirmala R., Malik S.K., Isnard O. Magnetic structure of the Sm5Ge4-type Tb2Ti3Ge4
Journal of Magnetism and Magnetic Materials 324, 4030-4033 (2012)

Morozkin A.V., Nirmala R., Yao J., Mozharivskyj Y., Isnard O. Crystal structure and magnetic properties
of novel Hf3Ni2Si3-type R 3Co2Ge3 compounds (R =Y, Sm, Tb-Tm)
Journal of Solid State Chemistry 196, 93-99 (2012)

Morozkin A.V., Yao J., Mozharivskyj Y., Isnard O. Magnetic structure of the La3NiGe2-type Tb3NiGe2
and Mn5Si3-type Tb5NixGe3-x (x=0 and 0.3)
Journal of Magnetism and Magnetic Materials 324, 2977-2982 (2012)

Mourigal M., Enderle M., Fåk B., Kremer R.K., Law J.M., Schneidewind A., Hiess A., Prokofiev A.
Evidence of a bond-nematic phase in LiCuVO4
Physical Review Letters 109, 027203-1-027203-5 (2012)

Muñoz A., Martínez-Lope M.J., Alonso J.A., Fernández-Díaz M.T. Magnetic structures of HoCoO3
and TbCoO3
European Journal of Inorganic Chemistry 2012, 5825-5830 (2012)

Mühlbauer S., Gvasaliya S., Ressouche E., Pomjakushina E., Zheludev A.
Phase diagram of the Dzyaloshinskii-Moriya helimagnet Ba2CuGe2O7 in canted magnetic fields
Physical Review B 86, 024417-1-024417-12 (2012)

Navas D., Torrejon J., Béron F., Redondo C., Batallan F., Toperverg B.P., Devishvili A., Sierra B., Castaño F., 
Pirota K.R., Ross C.A. Magnetisation reversal and exchange bias effects in hard/soft ferromagnetic bilayers 
with orthogonal anisotropies
New Journal of Physics 14, 113001-1-113001-21 (2012)

Perks N.J., Johnson R.D., Martin C., Chapon L.C., Radaelli P.G. Magneto-orbital helices as a route
to coupling magnetism and ferroelectricity in multiferroic CaMn7O12
Nature Communications 3, 1277-1-1277-6 (2012)

Poltierová Vejpravová J., Prokleška J., Pospíšil J., Kitazawa H., Gonçalves A.P., Komatsubara T., Ritter C., 
Isnard O., Sechovský V. Magnetic and transport properties of CePt3Ge Kondo lattice in crystalline
and sub-micron state
Journal of Alloys and Compounds 520, 22-29 (2012)

Prokeš K., Ouladdiaf B., Harnagea L., Wurmehl S., Argyriou D.N., Büchner B. Collapsed tetragonal phase
in Ca(Fe1-xCox)2As2 stabilised by pressure: Structural studies using single-crystal neutron diffraction
Physical Review B 85, 104523-1-104523-9 (2012)

Magnetic Structures

publications ANNUAL REPORT ILL 2012



44

Reehuis M., Ulrich C., Maljuk A., Niedermayer C., Ouladdiaf B., Hoser A., Hofmann T., Keimer B.
Neutron diffraction study of spin and charge ordering in SrFeO3-
Physical Review B 85, 184109-1-184109-15 (2012)

Ressouche E., Ballou R., Bourdarot F., Aoki D., Simonet V., Fernández-Díaz M.T., Stunault A., Flouquet J. 
Hidden order in URu2Si2 unveiled
Physical Review Letters 109, 067202-1-067202-5 (2012)

Ritter C., Pankrats A., Gudim I., Vorotynov A. Determination of the magnetic structure of SmFe3(BO3)4
by neutron diffraction: Comparison with other RFe3(BO3)4 iron borates
Journal of Physics Condensed Matter 24, 386002-1-386002-8 (2012)

Ritter C., Pankrats A., Gudim I., Vorotynov A. Magnetic structure of iron borate DyFe3(BO3)4:
A neutron diffraction study
Journal of Physics: Conference Series 340, 012065-1-012065-9 (2012)

Sarvezuk P.W.C., Gusmão M.A., da Cunha J.B.M., Isnard O. Magnetic behavior of the NixFe1-xNb2O6
quasi-one-dimensional system: Isolation of ising chains by frustration
Physical Review B 86, 054435-1-054435-9 (2012)

Satapathy D.K., Uribe-Laverde M.A., Marozau I., Malik V.K., Das S., Wagner T., Marcelot C., Stahn J., 
Brück S., Rühm A., Macke S., Tietze T., Goering E., Frañó A., Kim J.H., Wu M., Benckiser E., Keimer B., 
Devishvili A., Toperverg B.P., Merz M., Nagel P., Schuppler S., Bernhard C. Magnetic proximity effect
in YBa2Cu3O7/La2/3Ca1/3MnO3 and YBa2Cu3O7/LaMnO3+ superlattices
Physical Review Letters 108, 197201-1-197201-5 (2012)

Sibille R., Mazet T., Malaman B., Gaudisson T., François M. Co4(OH)2(C10H16O4)3 metal-organic framework:
Slow magnetic relaxation in the ordered phase of magnetic chains
Inorganic Chemistry 51, 2885-2892 (2012)

Sibille R., Mesbah A., Mazet T., Malaman B., Capelli S., François M. Magnetic measurements and neutron 
diffraction study of the layered hybrid compounds Mn(C8H4O4)(H2O)2 and Mn2(OH)2(C8H4O4)
Journal of Solid State Chemistry 186, 134-141 (2012)

Singh K., Caignaert V., Chapon L.C., Pralong V., Raveau B., Maignan A. Spin-assisted ferroelectricity
in ferrimagnetic CaBaCo4O7
Physical Review B 86, 024410-1-024410-5 (2012)

Sławiński W., Przeniosło R., Sosnowska I., Petříček V. Helical screw type magnetic structure
of the multiferroic CaMn7O12 with low Cu-doping
Acta Crystallographica B 68, 240-249 (2012)

Tencé S., Gaudin E., Isnard O., Chevalier B. Magnetic and magnetocaloric properties
of the high-temperature modification of TbTiGe
Journal of Physics Condensed Matter 24, 296002-1-296002-8 (2012)

Thammajak N., Battle P.D., Grandjean F., Long G.J., Ramos S. Structural chemistry and spin-glass 
behaviour of Nd18Li8Fe4TiO39
Journal of Solid State Chemistry 187, 75-82 (2012)

Magnetic Structures

publications ANNUAL REPORT ILL 2012



45

Tsirlin A.A., Abakumov A.M., Ritter C., Henry P. F., Janson O., Rosner H. Short-range order of Br
and three-dimensional magnetism in (CuBr)LaNb2O7
Physical Review B 85, 214427-1-214427-16 (2012)

Tsirlin A.A., Abakumov A.M., Ritter C., Rosner H. (CuCl)LaTa2O7 and quantum phase transition
in the (CuX) LaM2O7 family (X = Cl, Br; M = Nb, Ta)
Physical Review B 86, 064440-1-064440-12 (2012)

Urcelay-Olabarria I., García-Muñoz J.L., Ressouche E., Skumryev V., Ivanov V.Y., Mukhin A.A.,
Balbashov A.M. Lattice anomalies at the ferroelectric and magnetic transitions in cycloidal 
Mn0.95Co0.05WO4 and conical Mn0.80Co0.20WO4 multiferroics
Physical Review B 86, 184412-1-184412-7 (2012)

Urcelay-Olabarria I., Ressouche E., Mukhin A.A., Ivanov V.Y., Balbashov A.M., García-Muñoz J.L., Skumryev V.
Conical antiferromagnetic order in the ferroelectric phase of Mn0.8Co0.2WO4 resulting
from the competition between collinear and cycloidal structures
Physical Review B 85, 224419-1-224419-6 (2012)

Urcelay-Olabarria I., Ressouche E., Mukhin A.A., Ivanov V.Y., Balbashov A.M., Vorobev G.P., Popov Y.F., 
Kadomtseva A.M., García-Muñoz J.L., Skumryev V. Neutron diffraction, magnetic, and magnetoelectric 
studies of phase transitions in multiferroic Mn0.90Co0.10WO4
Physical Review B 85, 094436-1-094436-10 (2012)

Wildman E.J., Skakle J.M.S., Emery N., McLaughlin A.C. Colossal magnetoresistance in Mn2+

oxypnictides NdMnAsO1-xFx
Journal of the American Chemical Society 134, 8766-8769 (2012)

Willenberg B., Schäpers M., Rule K.C., Süllow S., Reehuis M., Ryll H., Klemke B., Kiefer K.,
Schottenhamel W., Büchner B., Ouladdiaf B., Uhlarz M., Beyer R., Wosnitza J., Wolter A.U.B.
Magnetic frustration in a quantum spin chain: The case of linarite PbCuSO4(OH)2
Physical Review Letters 108, 117202-1-117202-5 (2012)

Cowlam N., Wildes A.R. Sperimagnetism in Fe78Er5B17 and Fe64Er19B17 metallic glasses:
II. Collinear components and ferrimagnetic compensation
Journal of Physics Condensed Matter 23, 496005-1-496005-10 (2011)

Eskildsen M.R., Forgan E.M., Kawano-Furukawa H. Vortex structures, penetration depth and pairing
in iron-based superconductors studied by small-angle neutron scattering
Reports on Progress in Physics 74, 124504-1-124504-3 (2011)

Klicpera M., Javorský P., Puente Orench I. Development of magnetic order in the TbNi(Al,In) series
and magnetocrystalline anisotropy in TbTX compounds
Physical Review B 84, 224414-1-224414-9 (2011)

Lemoine P., Vernière A., Venturini G., Capelli S., Malaman B. Neutron powder diffraction study
of the ternary RMgSn (R=Ce-Nd, Tb-Tm, Yb) compounds
Journal of Magnetism and Magnetic Materials 324, 961-976 (2011)

Magnetic Structures

publications ANNUAL REPORT ILL 2012



46

Mezzadri F., Calestani G., Pernechele C., Solzi M., Spina G., Cianchi L., Del Giallo F., Lantieri M., Buzzi M., 
Gilioli E. Magnetic and Mössbauer characterisation of the multiferroic fluoride K3Fe5F15
Physical Review B 84, 104418-1-104418-9 (2011)

Wiedenmann A., Gähler R., Dewhurst C.D., Keiderling U., Prévost S., Kohlbrecher J. Relaxation 
mechanisms in magnetic colloids studied by stroboscopic spin-polarised small-angle neutron scattering
Physical Review B 84, 214303-1-214303-13 (2011)

Wildes A.R., Cowlam N. Sperimagnetism in Fe78Er5B17 and Fe64Er19B17 metallic glasses:
I. Moment values and non-collinear components
Journal of Physics Condensed Matter 23, 496004-1-496004-9 (2011)

Magnetic Structures

publications ANNUAL REPORT ILL 2012

R



Spectroscopy in Solid State
Physics and Chemistry

Bharuth-Ram K., Gunnlaugsson H.P., Masenda H., Sielemann R., Weyer G., Köster U. Defect annealing
in Sb/Sn implanted diamond investigated with 119Sn Mössbauer spectroscopy
Physica B 407, 2923-2925 (2012)

Bordallo H.N., Zakharov B.A., Boldyreva E.V., Johnson M.R., Koza M.M., Seydel T., Fischer J. Application
of incoherent inelastic neutron scattering in pharmaceutical analysis: Relaxation dynamics in phenacetin
Molecular Pharmaceutics 9, 2434-2441 (2012)

Calvo-Almazan I., Fouquet P. The application of quasi-elastic neutron scattering techniques (QENS)
in surface diffusion studies
European Physical Journal Special Topics 213, 149-163 (2012)

Calvo-Almazán I., Miret-Artés S., Fouquet P. A theoretical study of rotational and translational diffusion 
dynamics of molecules with a six-fold point symmetry adsorbed on a hexagonal lattice by neutron 
scattering
Journal of Physics Condensed Matter 24, 104007-1-104007-10 (2012)

Colognesi D., Ulivi L., Zoppi M., Ramirez-Cuesta A.J., Orecchini A., Karkamkar A.J., Fichtner M., Gil Bardají E., 
Zhao-Karger Z. Hydrogen-storage materials dispersed into nanoporous substrates studied through 
incoherent inelastic neutron scattering
Journal of Alloys and Compounds 538, 91-99 (2012)

Dreiser J., Pedersen K.S., Piamonteze C., Rusponi S., Salman Z., Ali E., Schau-Magnussen M., Thuesen C.A., 
Piligkos S., Weihe H., Mutka H., Waldmann O., Oppeneer P., Bendix J., Nolting F., Brune H.
Direct observation of a ferri-to-ferromagnetic transition in a fluoride-bridged 3d-4f molecular cluster
Chemical Science 3, 1024-1032 (2012)

Euchner H., Yamada T., Schober H., Rols S., Mihalkovič M., Tamura R., Ishimasa T., de Boissieu M. 
Ordering and dynamics of the central tetrahedron in the 1/1 Zn6Sc periodic approximant to quasicrystal
Journal of Physics Condensed Matter 24, 415403-1-415403-9 (2012)

Florian P., Veron E., Green T.F.G., Yates J.R., Massiot D. Elucidation of the Al/Si ordering in gehlenite 
Ca2Al2SiO7 by combined 29Si and 27Al NMR spectroscopy/quantum chemical calculations
Chemistry of Materials 24, 4068-4079 (2012)

Gates W.P., Bordallo H.N., Aldridge L.P., Seydel T., Jacobsen H., Marry V., Churchman G.J.
Neutron time-of-flight quantification of water desorption isotherms of montmorillonite
Journal of Physical Chemistry C 116, 5558-5570 (2012)

Geiger C.A., Gatta G.D., Xue X., McIntyre G.J. A neutron/X-ray diffraction, IR, and 1H/29Si NMR 
spectroscopic investigation of armenite: Behavior of extra framework Ca cations and H2O molecules
in microporous silicates
Zeitschrift für Kristallographie 227, 411-426 (2012)

Gupta M.K., Mittal R., Rols S., Chaplot S.L. Inelastic neutron scattering an ab initio calculation
of negative thermal expansion in Ag2O
Physica B 407, 2146-2149 (2012)

Hinsen K., Pellegrini E., Stachura S., Kneller G.R. n Moldyn 3: Using task farming for a parallel 
spectroscopy-oriented analysis of molecular dynamics simulations
Journal of Computational Chemistry 33, 2043-2048 (2012)

47

publications ANNUAL REPORT ILL 2012



48

Horsewill A.J., Panesar K.S., Rols S., Ollivier J., Johnson M.R., Carravetta M., Mamone S., Levitt M.H., 
Murata Y., Komatsu K., Chen J.Y.C., Johnson J.A., Lei X., Turro N.J. Inelastic neutron scattering 
investigations of the quantum molecular dynamics of a H2 molecule entrapped inside a fullerene cage
Physical Review B 85, 205440-1-205440-12 (2012)

Hureau M., Moissette A., Smirnov K.S., Jobic H. Combined spectroscopic and modeling study
of trans-stilbene molecule in cation-exchanged ZSM-5 zeolites
Journal of Physical Chemistry C 116, 15510-15518 (2012)

Jiménez-Ruiz M., Ferrage E., Delville A., Michot L.J. Anisotropy on the collective dynamics
of water confined in swelling clay minerals
Journal of Physical Chemistry A 116, 2379-2387 (2012)

Kolokolov D.I., Stepanov A.G., Guillerm V., Serre C., Frick B., Jobic H. Probing the dynamics of the porous 
Zr terephthalate UiO-66 framework using 2H NMR and neutron scattering
Journal of Physical Chemistry C 116, 12131-12136 (2012)

Michot L.J., Ferrage E., Jiménez-Ruiz M., Boehm M., Delville A. Anisotropic features of water and ion 
dynamics in synthetic Na- and Ca-smectites with tetrahedral layer charge. A combined quasi-elastic 
neutron-scattering and molecular dynamics simulations study
Journal of Physical Chemistry C 116, 16619-16633 (2012)

Paściak M., Welberry T.R., Kulda J., Kempa M., Hlinka J. Polar nanoregions and diffuse scattering
in the relaxor ferroelectric PbMg1/3Nb2/3O3
Physical Review B 85, 224109-1-224109-9 (2012)

Rodríguez-Velamazán J.A., González M.A., Real J.A., Castro M., Muñoz M.C., Gaspar A.B., Ohtani R., 
Ohba M., Yoneda K., Hijikata Y., Yanai N., Mizuno M., Ando H., Kitagawa S. A switchable molecular rotator: 
Neutron spectroscopy study on a polymeric spin-crossover compound
Journal of the American Chemical Society 134, 5083-5089 (2012)

Schober H. Symmetry characterisation of electrons and lattice excitations
EPJ Web of Conferences 22, 00012-1-00012-37 (2012)

Wdowik U.D., Koza M.M., Chatterji T. Phonons in lanthanum manganite: Inelastic neutron scattering
and density functional theory studies
Physical Review B 86, 174305-1-174305-6 (2012)

Paradossi G., Finelli I., Natali F., Telling M.T.F., Chiessi E. Polymer and water dynamics in poly(vinyl 
alcohol)/poly(methacrylate) networks. A molecular dynamics simulation and incoherent neutron scattering 
investigation
Polymers 3, 1805-1832 (2011)

Rybina A.V., Efimov V.V., Alekseev P.A., Troyanchuk I.O., Ivanov A.S., Sikolenko V.V., Clementyev E.S. 
Inelastic neutron scattering study of the lattice dynamics of LaCoO3
Journal of Surface Investigation. X-rays, Synchrotron and Neutron Techniques 5, 1140-1143 (2011)

Yang Q., Wiersum A.D., Jobic H., Guillerm V., Serre C., Llewellyn P.L., Maurin G. Understanding
the thermodynamic and kinetic behavior of the CO2/CH4 gas mixture within the porous zirconium 
terephthalate UiO-66(Zr): A joint experimental and modeling approach
Journal of Physical Chemistry C 115, 13768-13774 (2011)

publications ANNUAL REPORT ILL 2012

Spectroscopy in Solid State
Physics and Chemistry

R



Magnetic Science
and Engineering

Acevedo C., Evans A., Nussbaumer A. Neutron diffraction investigations on residual stresses contributing 
to the fatigue crack growth in ferritic steel tubular bridges
International Journal of Pressure Vessels and Piping 95, 31-38 (2012)

Álvarez-Alonso P., Gorria P., Blanco J.A., Sánchez-Marcos J., Cuello G.J., Puente-Orench I., 
Rodríguez-Velamazán J.A., Garbarino G., de Pedro I., Rodríguez Fernández J., Sánchez Llamazares J.L. 
Magnetovolume and magnetocaloric effects in Er2Fe17
Physical Review B 86, 184411-1-184411-10 (2012)

Attallah M.M., Preuss M., Boonchareon C., Steuwer A., Daniels J.E., Hughes D.J., Dungey C., Baxter G.J. 
Microstructural and residual stress development due to inertia friction welding in Ti-6246
Metallurgical and Materials Transactions A 43, 3149-3161 (2012)

Aurelio G., Sommadossi S.A., Cuello G.J. Neutron diffraction study of stability and phase transitions
in Cu-Sn-In alloys as alternative Pb-free solders
Journal of Applied Physics 112, 053520-1-053520-7 (2012)

Benito J.M., Turrillas X., Cuello G.J., De Aza A.H., De Aza S., Rodríguez M.A. Cordierite synthesis.
A time-resolved neutron diffraction study
Journal of the European Ceramic Society 32, 371-379 (2012)

Bousige C., Rols S., Kataura H., Launois P. Translational dynamics of one-dimensional fullerene chains 
encapsulated inside single-walled carbon nanotubes
Fullerenes, Nanotubes and Carbon Nanostructures 20, 395-400 (2012)

Bousige C., Rols S., Paineau E., Rouzière S., Mocuta C., Verberck B., Wright J.P., Kataura H., Launois P. 
Progressive melting in confined one-dimensional C60 chains
Physical Review B 86, 045446-1-045446-5 (2012)

Coduri M., Brunelli M., Scavini M., Allieta M., Masala P., Capogna L., Fischer H.E., Ferrero C.
Rare Earth doped ceria: A combined X-ray and neutron pair distribution function study
Zeitschrift für Kristallographie 227, 272-279 (2012)

Coduri M., Scavini M., Allieta M., Brunelli M., Ferrero C. Local disorder in yttrium doped ceria
(Ce1-xYxO2-x/2)  probed by joint X-ray and neutron powder diffraction
Journal of Physics: Conference Series 340, 012056-1-012056-10 (2012)

De Geuser F., Deschamps A. Precipitate characterisation in metallic systems by small-angle X-ray
or neutron scattering
Comptes Rendus Physique 13, 246-256 (2012)

Drezet J.M., Pirling T., Jaquerod C. Residual stresses in As-cast billets: Neutron diffraction measurement 
and thermomechanical modeling
In “Light Metals 2012” Suarez C. Ed. (2012, John Wiley & Sons, Inc) pp. 1117-1122

Galan I., Sanchez J., Andrade C., Evans A. Carbonation profiles in cement paste analysed
by neutron diffraction
Journal of Physics: Conference Series 340, 012108-1-012108-6 (2012)

49

publications ANNUAL REPORT ILL 2012



50

Hall S.A., Desrues J., Viggiani G., Bésuelle P., Andò E. Experimental characterisation of (localised) 
deformation phenomena in granular geomaterials from sample down to inter-and intra-grain scales
Procedia IUTAM 4, 54-65 (2012)

Hu Y., Hernandez O., Broux T., Bahout M., Hermet J., Ottochian A., Ritter C., Geneste G., Dezanneau G. 
Oxygen diffusion mechanism in the mixed ion-electron conductor NdBaCo2O5+x
Journal of Materials Chemistry 22, 18744-18747 (2012)

Kenfaui D., Lenoir B., Chateigner D., Ouladdiaf B., Gomina M., Noudem J.G. Development of multilayer 
textured Ca3Co4O9 materials for thermoelectric generators: Influence of the anisotropy on the transport 
properties
Journal of the European Ceramic Society 32, 2405-2414 (2012)

Kolokolov D.I., Jobic H., Stepanov A.G., Ollivier J., Rives S., Maurin G., Devic T., Serre C., Férey G. 
Experimental and simulation evidence of a corkscrew motion for benzene in the metal-organic framework 
MIL-47
Journal of Physical Chemistry C 116, 15093-15098 (2012)

Konysheva E.Y., Xu X., Irvine J.T.S. On the existence of A-site deficiency in perovskites and its relation
to the electrochemical performance
Advanced Materials 24, 528-532 (2012)

Kuang X., Payne J.L., Johnson M.R., Radosavljevic E.I. Remarkably high oxide ion conductivity
at low temperature in an ordered fluorite-type superstructure
Angewandte Chemie International Edition 51, 690-694 (2012)

Lambri O.A., Pérez-Landazábal J.I., Recarte V., Cuello G.J., Golovin I.S. Order controlled dislocations
and grain boundary mobility in Fe-Al-Cr alloys
Journal of Alloys and Compounds 537, 117-122 (2012)

László K., Czakkel O., Demé B., Geissler E. Simultaneous adsorption of toluene and water vapour
on a high surface area carbon
Carbon 50, 4155-4162 (2012)

Levandovskiy A.N., Efremov A.M., Bruno G. Macro to micro stress and strain conversion in porous ceramics
Materials Science Forum 706-709, 1667-1672 (2012)

Lodini A., Benmarouane A. Stress evaluation by neutron and synchrotron radiation
Solid State Phenomena 188, 262-267 (2012)

Malard B., Pilch J., Sittner P., Davydov V., Sedlák P., Konstantinidis K., Hughes D.J. Internal stresses
in steel plate generated by shape memory alloy inserts
Acta Materialia 60, 1378-1394 (2012)

Malard B., Sittner P., Berveiller S., Patoor E. Advances in martensitic transformations in Cu-based shape 
memory alloys achieved by in situ neutron and synchrotron X-ray diffraction methods
Comptes Rendus Physique 13, 280-292 (2012)

Magnetic Science
and Engineering

publications ANNUAL REPORT ILL 2012



51

Martínez-Coronado R., Aguadero A., Pérez-Coll D., Troncoso L., Alonso J.A., Fernández-Díaz M.T. 
Characterisation of La0.5Sr0.5Co0.5Ti0.5O3- as symmetrical electrode material for intermediate-temperature 
solid-oxide fuel cells
International Journal of Hydrogen Energy 37, 18310-18318 (2012)

Martínez-Coronado R., Sánchez-Benítez J., Retuerto M., Fernández-Díaz M.T., Alonso J.A. High-pressure 
synthesis of Na1-xLixMgH3 perovskite hydrides
Journal of Alloys and Compounds 522, 101-105 (2012)

Milner E.M., Skipper N.T., Howard C.A., Shaffer M.S.P., Buckley D.J., Rahnejat K.A., Cullen P.L.,
Heenan R.K., Lindner P., Schweins R. Structure and morphology of charged graphene platelets in solution 
by small-angle neutron scattering
Journal of the American Chemical Society 134, 8302-8305 (2012)

Muñoz-Romero A., Fuentes-Montero L., Montero-Cabrera M.E., Trivedi U., Fuentes-Cobas L.E.
Textured multiferroics: 2-D diffraction and properties prediction
Materials Science Forum 702-703, 1007-1010 (2012)

Nguyen T.X., Bhatia S.K. Characterisation of accessible and inaccessible pores in microporous carbons
by a combination of adsorption and small angle neutron scattering
Carbon 50, 3045-3054 (2012)

Patra M., Majumdar S., Giri S., Xiao Y., Chatterji T. Magnetocaloric effect in RAl2 (R=Nd, Sm, and Tm):
Promising for cryogenic refrigeration close to liquid helium temperature
Journal of Alloys and Compounds 531, 55-58 (2012)

Pérez-Landazábal J.I., Recarte V., Sánchez-Alarcos V., Chernenko V.A., Barandiarán J.M., Lázpita P., 
Rodríguez Fernández J., Righi L. Transformation behavior of Ni-Mn-Ga in the low-temperature limit
Journal of Physics Condensed Matter 24, 276004-1-276004-6 (2012)

Recarte V., Pérez-Landazábal J.I., Sánchez-Alarcos V., Rodríguez-Velamazán J.A.
Dependence of the martensitic transformation and magnetic transition on the atomic order in Ni-Mn-In 
metamagnetic shape memory alloys
Acta Materialia 60, 1937-1945 (2012)

Rolph J., Evans A., Paradowska A., Hofmann M., Hardy M., Preuss M. Use of large scale facilities
for research in metallurgy - Stress relaxation through ageing heat treatment - A comparison between
in situ and ex situ neutron diffraction techniques
Comptes Rendus Physique 13, 307-315 (2012)

Rosta L., Len A., Pépy G., Harmat P. Nano-scale morphology of inclusions in tungsten wires
- A complex SANS study
Neutron News 23, 13-16 (2012)

Sakurovs R., He L., Melnichenko Y.B., Radlinski A.P., Blach T., Lemmel H., Mildner D.F.R.
Pore size distribution and accessible pore size distribution in bituminous coals
International Journal of Coal Geology 100, 51-64 (2012)

Magnetic Science
and Engineering

publications ANNUAL REPORT ILL 2012



52

Sánchez-Alarcos V., Recarte V., Pérez-Landazábal J.I., Gómez-Polo C., Rodríguez-Velamazán J.A.
Role of magnetism on the martensitic transformation in Ni-Mn-based magnetic shape memory alloys
Acta Materialia 60, 459-468 (2012)

Scavini M., Coduri M., Allieta M., Brunelli M., Ferrero C. Probing complex disorder in Ce1-xGdxO2-x/2
using the pair distribution function analysis
Chemistry of Materials 24, 1338-1345 (2012)

Tucker I.M., Petkov J.T., Penfold J., Thomas R.K. How electrolyte and polyelectrolyte affect the adsorption 
of the anionic surfactant SDS onto the surface of a cellulose thin film and the structure of the cellulose 
film. 1. Hydrophobic cellulose
Langmuir 28, 10773-10780 (2012)

Vallance S.R., Kitchen H.J., Ritter C., Kingman S., Dimitrakis G., Gregory D.H. Probing the microwave 
interaction mechanisms and reaction pathways in the energy-efficient, ultra-rapid synthesis
of tungsten carbide
Green Chemistry 14, 2184-2192 (2012)

Vergnat C., Landais V., Combet J., Vorobiev A., Konovalov O., Legrand J.F., Brinkmann M.
Comparing the growth of a molecular semiconductor on amorphous and semi-crystalline polycarbonate 
substrates
Organic Electronics 13, 1594-1601 (2012)

Wardecki D., Przenioslo R., Bukowski M., Hempelmann R., Fitch A.N., Convert P. Influence of the crystalline 
microstructure on the magnetic ordering of nanocrystalline chromium
Physical Review B 86, 064410-1-064410-5 (2012)

Wedderburn I., Doubell P., Hattingh D.G., Newby M. Condition monitoring of high temperature,
high stress components by means of core sampling and friction weld repair
In “18th World Conference on Nanodestructive Testing” (2012)

Weisbecker P., Leyssale J.M., Fischer H.E., Honkimäki V., Lalanne M., Vignoles G.L.
Microstructure of pyrocarbons from pair distribution function analysis using neutron diffraction
Carbon 50, 1563-1573 (2012)

Acevedo C., Drezet J.M., Lefebvre J.P., D'Alvise L., Nussbaumer A. Residual stresses in as-welded joints:
Finite element modeling and neutron difraction stress measurements
Key Engineering Materials 488-489, 335-338 (2011)

Altenkirch J., Peel M.J., Steuwer A., Withers P.J. Comparison of methods to determine variations in 
unstrained unit cell parameter across welds
Journal of Strain Analysis for Engineering Design 46, 651-662 (2011)

Iqbal N., Rolph J., Moat R., Hughes D., Hofmann M., Kelleher J., Baxter G., Withers P.J., Preuss M. A 
comparison of residual stress development in inertia friction welded fine grain and coarse grain
nickel-base superalloy
Metallurgical and Materials Transactions A 42, 4056-4063 (2011)

Magnetic Science
and Engineering

publications ANNUAL REPORT ILL 2012



53

Konysheva E., Irvine J.T.S. In situ high-temperature neutron diffraction study of A-site deficient perovskites 
with transition metals on the B-sublattice and structure-conductivity correlation
Chemistry of Materials 23, 1841-1850 (2011)

Leonardo T. Etude de l'accumulation de radionucléides par une nouvelle micro-algue
Internal Report (2011)

Moat R.J., Stone H.J., Shirzadi A.A., Francis J.A., Kundu S., Mark A.F., Bhadeshia H.K.D.H., Karlsson L., 
Withers P.J. Design of weld fillers for mitigation of residual stresses in ferritic and austenitic steel welds
Science and Technology of Welding and Joining 16, 279-284 (2011)

Pirling T. Precise analysis of near surface neutron strain imaging measurements
Procedia Engineering 10, 2147-2152 (2011)

Pirling T., Carradó A., Palkowski H. Residual stress distribution in seamless tubes determined 
experimentally and by FEM
Procedia Engineering 10, 3080-3085 (2011)

Tartarotti P., Zucali M., Panseri M., Lissandrelli S., Capelli S., Ouladdiaf B. Mantle origin of the Antrona 
serpentinites (Antrona ophiolite, pennine Alps) as inferred from microstructural, microchemical, and 
neutron diffraction quantitative texture analysis
Ofioliti 36, 167-189 (2011)

Theis-Bröhl K., Mishra D., Toperverg B.P., Zabel H., Vogel B., Regtmeier A., Hütten A. 
Self organisation of magnetic nanoparticles: A polarised grazing incidence small angle neutron scattering 
and grazing incidence small angle X-ray scattering study
Journal of Applied Physics 110, 102207-1-102207-5 (2011)

Magnetic Science
and Engineering

publications ANNUAL REPORT ILL 2012

R




