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Infrared Spectroscopy of Phenol-Triethylsilane Dihydrogen-bonded Cluster
(Kitasato Univ.) Haruki Ishikawa, Takayuki Kawasaki

Fluorescence excitation (FE) and Infrared (IR) spectroscopies of phenol(PhOH)-triethylsilane(TES)
have been recorded to widen the knowledge of the dihydrogen bond. Electronic origin bands of three
PhOH-TES isomers appear in the vicinity of that of PhOH monomer in the FE spectrum. The OH
band frequencies of these isomers exhibit small red-shift from that of PhOH monomer. In these
isomers, it is found that TES is bound to PhOH by the dihydrogen bond as well as dispersion
interaction by density functional theory calculation. In addition to these isomers, we have found an
origin band of another PhOH-TES isomer showing a shift of —120 cm™ in FE spectrum. This value
is much larger than those of the other PhOH-TES 1:1 clusters. It is expected that the contribution of
the O—H---H-Si dihydrogen-bond in this isomer is larger than the other ones.
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