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Structural study for glassy electrolytes by pair distribution function and Raman
spectroscopy

OHARA, Koji
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The structures of 67Li12S-33P2S5, 70Li2S-30P2S5, and 75Li2S-25P2S5 glasses
are modeled by a combination of density functional theory (DFT) and reverse Monte Carlo (RMC)
simulation using synchrotron X-ray diffraction, neutron diffraction, and Raman spectroscopy data. We

attempted to analyze the relationship between lithium ionic conduction and the glassy structure
based on the DFT/RMC structure.
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