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Conformation of benzyl methyl ether monomer and its solvated clusters
(Fukuoka Univ.) Yuji Yamada, Kohei Nishizono, Shizuka Okajima, Yoshinori Nibu

Conformer-selected electronic and vibrational spectra of benzyl methyl ether (BME) and its solvated
clusters in supersonic jets have been measured by means of UV-UV hole burning and
fluorescence-detected IR spectroscopy. The experimental results show that three conformers co-exist
in BME monomer, which have the different conformation with respect to the CCOC dihedral angle
and the side chain orientation relative to benzene ring plane. Compared to the various theoretical
results of the simulated electronic spectra as well as the vibrational analysis of the calculated CH
stretching vibrations, these three conformers have been assigned, and it is suggested that the gauche
conformation with respect to the CCOC dihedral angle provides the clearly distinguishable electronic
and vibrational feature compared to the trans one. In addition, it is found that the number of conformer
decreases to two upon hydration and methanol-solvation to the oxygen atom of BME.
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Fig. 2(a): LIF spectrum (lower) and UV-UV HB Fig. 3: FDIR spectra in the CH

spectra of BME monomer obtained monitoring the vibrational region and stick spectra

band intensities of A-C (upper). (b), (c) LIF spectra of calculated with ©B97x-D/6-311++G(d,p)

hydrated and methanol-solvated BME clusters. level.
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