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Spectroscopic identification of conformational isomers of isoindoline
by the electronic spectra observed in a jet.
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In order to elucidate the conformational behavior of a bicyclic compound including nitrogen atoms, the S;-S; electronic
spectra of jet-cooled isoindoline were observed by means of the fluorescence excitation and the single-vibronic-level
dispersed fluorescence methods. Two 0-0 bands at 36765 and 37014 cm™ were identified in the fluorescence excitation
spectrum, which were respectively assigned to the equatorial and the axial isomers. The assignment was carried out on the
basis of the observation of vibrations characteristic of each isomer in the dispersed fluorescence spectra obtained by the
excitation of two 0° levels. This is also supported by the structure-optimization B3LYP/6-31G(d) calculation.
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