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Optical properties of polymorphs of 2-(2’-hydroxyphenyl)benzimidazole (HPBI)) are analyzed by
quantum chemistry calculations. It has been found that the electronic spectra of the two crystal
forms of HPBI, Form a and B, were significantly different from each other. In the fluorescence
excitation (FE) spectra of Form a and B, the S1 « So transitions of the keto and enol forms were
observed. In FE spectra of Form B, an additional band was observed, which was assigned to the S:
«— So transition of a non-planar form. In this study, we investigated the detail of S1 « S1 transition
from the non-planar form of HPBI based on quantum chemistry calculations. First, we revealed the
minimum energy paths (MEPs) from the planar enol form to the non-planar form of HPBI in the
electronic ground and excited states by using the string method. Then, we computed the S1 «— S:
transition energies of HPBI along the MEPs.
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