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Evaluation of calculation methods by utilizing static disorder in crystal (Faculty of Systems
Engineering, Wakayama University) Kodai Sumita, OTsunehisa Okuno

Although it is possible to calculate intermolecular interactions in crystals, it is necessary to
compare and evaluate the results with actual physical quantities that can be observed. Focusing
on crystals with static disorder, we evaluated what kind of calculation method afforded
reasonable results by comparing occupancy with the energy difference between the disordered
structures. When DFT calculation was performed for a phenothiazine derivative, B97D
function gave reasonable occupancy.
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