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Abstract

Computer modelling techniques are now used very widely in chemical, physical and biological sciences, especially
in understanding the behaviour of complex systems at the molecular level. This lecture will highlight their
application to materials science where the impact has been substantial in recent years. Special emphasis will be
given to six important and topical areas:

+Crystal structure prediction

*Guiding and understanding synthesis

*Modelling defects and lon transport

*Modelling nucleation and growth

*Understanding reactivity at the molecular level
*Modelling structures and properties of nano-particles

Applications to oxides, microporous silicates sulphides and molecular crystals will be discussed. Future prospects
and developments in the field will be considered.
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Prof. Charles Richard Arthur Catlow is a Professor in the Department of Chemistry, University College London.
He became a Fellow of the Royal Society (FRS) in 1990. Since then, he played an important role in the Royal
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materials using a combination of computer modelling, quantum mechanical, synchrotron radiation and neutron
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