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Development of teaching materials for chemical experimentation using quantum chemistry
simulation: Spectroscopic properties of Mn-phenanthroline complexes

(Fukushima University)) O Tsugiko Takase, Takatoshi Kanno, Dai Oyama

Numerous teaching materials of the combination of spectroscopic measurements and
guantum chemical simulation have been used in chemical experimentation for undergraduate
students. In this study, we determined molecular structures of five Mn-phenanthroline
complexes with different monodentate ligands by X-ray structural analyses. We compared
absorption spectra of the complexes with those of the DFT-optimized structures. From these
results, we examined versatility of the presented study as a teaching material for chemical
experimentation.
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