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TR OMEEE (3230) : The central subject in the materials science is the understanding of
the phase relationships as a function of temperature and chemical composition. We plan to
develop a general method to make such phase relationships on the basis of first principles
calculations in which no empirical parameters are used as inputs for calculations. In this
study, we propose an improved procedure. Using the procedure, the prediction error is
reduced, thereby significantly improving configurational properties at high temperatures.
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