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Development of computational method for the ground state prediction
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The past few decades have seen an ongoing search to find new materials, for
example solid state electrolytes for the development of the high performance lithium-ion batteries. In
this field of research, information about phase stability of the related compounds will help us as a
guide to discover materials. In order to identify ambient-condition stable ground-state structures of the

system, the evolutionary algorithm, in coupling with the first-ﬁrincipleg calculations within the
framework of density functional theory have been employed for the determinations of the total energies,

optimized lattice structures and their corresponding electronic structures.
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