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An automatic calculation system for efficient calculation of the data for
multi-dimensional multiplet energy diagrams was developed and many multi-dimensional diagrams which
provide useful guidelines for the development of Mn4+ doped novel oxide red phosphors were created.
Moreover, by performing structural optimization around d3 ions (V2+, Cr3+, Mn4+) in Al203, MgO, and
Li2Ti03 based on first-principles calculations, the structural changes due to the lattice relaxation, and
their effects on the multiplet energy levels were quantitatively evaluated.
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