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Design of electrode materials of rechargeable batteries based on elucidation of
local orderings in disordered rocksalt structure
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This study focused on lithium-rich transition-metal oxides with a
disordered rocksalt structure as positive-electrode materials for lithium ion batteries. By a
reverse Monte Carlo modelling using total scattering data, we investigated local atomic ordering in
the oxides. As a result, it was found that lithium and transition-metal ions formed local clusters,
and the local structure depended on the transition-metal species. Such a change in the structure is
considered to have an influence on positive-electrode properties.
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