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Development of calculation algorithm for theoretical phase diagrams using Convex
hull method

Ohtani, Hiroshi
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Convex hull
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Nudged Elastic Band

In this study, by First-principles calculation-based ground state analysis
using Convex hull, the authors challenged to develop a technique to calculate the relative stability
in which the objective phase has for other phases and a methodology to overcome the metastability,

and examined the effectiveness and problem of electronic calculation phase diagram. Comparing the
theoretical phase diagrams with the experimental ones, a slightly different equilibrium was found
between them, but the phase boundary was reproduced by correcting the free energy back and forth for
s?ve:al_kJ/mol, which indicates that this technique is very useful in the phase diagram
calculation.
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