OMIAHTHZ: Neil L. Allan

Director, Centre for Computational Chemistry
Physical and Theoretical Chemistry

School of Chemistry

Bristol, UK

OEMA: THINK LOCALLY (BUT ACT GLOBALLY!).

TONMOZ: Aifouoa Zepivapiov ITE/EIXHMYO

HMEPOMHNIA: TerdapTtn, 14 AnpiAiou 2010

QPA: 12:00

NMEPIAHWH:

We highlight the crucial influence of the local environment of individual
cations on the structure and energetics of non-stoichiometric compounds,
solid solutions and nanostructures, and discuss some new computational
techniqgues we are developing to examine this. Consideration of average
structures is NOT sufficient.

We consider a range of examples: (i) superionic conductors such as
Ba,In,Oq, Cul and Bi,O,. (i) the pyrope-grossular
garnet solid solution where surprisingly long range interactions are
important (iii) Thin films of mixed oxides. @ We emphasise the different
insights gained into the solid state chemistry of these systems and the
consequences for thermodynamic and transport properties.

030¢ ZTadiou, Pio, T.0. 1414, 265 04 NdaTtpa
TnA.: 2610 965 300 & 3, Fax: 2610 990 987
www.iceht.forth.gr



