Neutron Scattering and Materials Modelling


19 – 20 April 2000


Rayleigh Room, Faraday Building, University of Salford 











Wednesday 19 April





Registration and Coffee


1130		Welcome to Salford





Session 1	Crystalline and Amorphous Solids





             Modelling the Structure and Dynamics of Inorganic Materials 


C R A Catlow (Royal Institution)


1230		Understanding Oxide Water Interfaces from First Principles


P Lindan (Daresbury Laboratory)





Lunch





1350		Modelling Polycrystalline Scattering Measurements of S(Q,()


		S M Bennington (ISIS Facility, Rutherford Appleton Laboratory)


Inelastic Neutron Scattering and Computational Modelling Study of the Interaction of Dihydrogen with a Cobalt Aluminophosphate Catalyst


P Mitchell (Reading University)


1500		First Principles Simulations of the Dynamical Properties of Ice


	I Morrison (Salford University)





Afternoon Tea & Poster Session





The extension of the program GULP to the Modelling of Coherent Inelastic Neutron Scattering from Graphite


		D L Roach and D K Ross (Salford University)


	NiO at High Pressure: Hartree-Fock versus Density Functional Theory


		M U Lavientiev, N L Allen, C E Sims and S Stolen (Bristol University)





Ab Initio Simulations of the Neutron Scattering Function, S(Q, (), for the Palladium-Hydrogen System


J E Totolici  (Salford University)


1620		Empirical Potential Structural Refinement of Disordered Materials


A K Soper ( ISIS Facility, Rutherford Appleton Laboratory)


1640		Finite Temperature Modelling of the Phase Diagrams of Oxides


		M Yu Lavrentiev (Bristol University)


1700		To be confirmed
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Session 2	Macroscopic Stresses: Modelling and Neutron Strain Scanning





0900	Neutron Strain Measurements in the Validation of Engineering Process Models


		P Withers (Manchester Materials Science Centre)


0950	Validation of Residual Stress Predictions for a 19mm manual metal arc stainless steel pipe girth weld


L Edwards (Open University)


Title to be confirmed


R Preston (Cambridge University)





Morning Coffee





Plastic Deformation measured by Neutron Strain Scanning


M R Daymond (ISIS Facility, Rutherford Appleton Laboratory)


1140		In Situ Generation of Intergranular Strains in an Al7050 Alloy 


		W L Pang (Manchester Materials Science Centre)


1200		Testing Polymer Rheology with SANS: Stretching the H-polymer 


		D J Read (Leeds University)


Neutron Diffraction Measurements of Intergranular and Interphase Strains for the Validation of Plastic Deformation Models


E C Oliver (Manchester Materials Science Centre)





Lunch





Session 3	Bonding in Molecular Systems





Molecular Vibrations Studied with Neutrons – Where are We?


G K Kearley (Technical University, Delft, The Netherlands)


1430	Ab Initio and DTF Simulations of INS spectra of Molecular and Molecular Ionic Solids


		B F Hudson (Syracuse University, USA)


The Chemical and Dynamic Character of the Hydrogen Bonding of the Seven Phases of Ice as revealed by Ab Initio Calculations





1540		Afternoon Tea and Close











