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o artificial phase diagram
@ potentials by Austen et al. (2005)

@ potential fitted against volumes
and elastic properties

@ no cation-cation potential available
® good for dolomite-magnesite
® not so good for calcite-dolomite

® 15% reduction of the enthalpy will
result in a better phase diagram
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® energy AH of the local configuration

® not based on bonds

® not pairwise additive

® differentiable analytical expression

® coupled substitutions

® trace elements

® multi-component solid solutions

® the one-time computational effort is moderate
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® energy AH of the local configuration

® not based on bonds

® not pairwise additive

® differentiable analytical expression

® coupled substitutions

® trace elements

® multi-component solid solutions

® the one-time computational effort is moderate

® applicable to sulfides, low temperature phases ....

® we need better force-field potentials to do energies
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23.4.1856 - 4.10.1920

Meteorologist and Physical Chemist

He refused to give weather forecasts saying,
that this unethical and character damaging.




