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Molecular orbital calculations and Full Interaction

Maps (FIMs) of aldohexoses
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Controlling of Ligand Field Splitting and SCO by
Distortion of Tetra-Coordinated Co(II) Complexes
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Molecular orbitcal calculations and Hirshfeld surface

analysis of D,L-tagatose
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Ryunosuke Takata (Kagawa University):

Intramolecular Charge Distribution and Its Influence on

Crystal Structure in Ketohexoses [Oral]

Tomoki Kobayashi (Kwansei Gakuin University):

Analysis of the Luminescence Mechanism of Ni** in
Crystals and Construction of a New Indicator for
Nephelauxetic Effect by First-Principles Calculations
and Machine Learning [Oral]

Haruka Ono (Kwansei Gakuin University):

Analysis of Visible Absorption Spectra in Natural Spinel
Crystals by First-Principles Calculations [Poster]

Arisa Ida (Kwansei Gakuin University):

First-principles Calculation of the Color of
Color-Change Sapphire [Poster]



